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Abstract

A Parallel-In-Time Gradient-Type Method
For Optimal Control Problems

by

Xiaodi Deng

This thesis proposes and analyzes a new parallel-in-time gradient-type method
for time-dependent optimal control problems. When the classical gradient method
is applied to such problems, each iteration requires the forward solution of the state
equations followed by the backward solution of the adjoint equations before the gra-
dient can be computed and control can be updated. The solution of the state/adjoint
equations is computationally expensive and consumes most of the computation time.
The proposed parallel-in-time gradient-type method introduces parallelism by split-
ting the time domain into N subdomains and executes the forward and backward
computation in each time subdomain in parallel using state and adjoint variables
at time subdomain boundaries from the last optimization iteration as initial values.
The proposed method is generalized to allow different time domain partitions for
forward /backward computations and overlapping time subdomains.

Convergence analyses for the parallel-in-time gradient-type method applied to
discrete-time optimal control problems are established. For linear-quadratic problems,
the method is interpreted as a multiple-part splitting method and convergence is
proven by analyzing the corresponding iteration matrix. In addition, the connection

of the new method to the multiple shooting reformulation of the problem is revealed



111

and an alternative convergence proof based on this connection is established. For
general non-linear problems, the new method is combined with metric projection to
handle bound constraints on the controls and convergence of the method is proven.
Numerically, the parallel-in-time gradient-type method is applied to linear-quadratic

optimal control problems and to a well-rate optimization problem governed by a sys-
tem of highly non-linear partial differential equations. For linear-quadratic problems,
the method exhibits strong scaling with up to 50 cores. The parallelization in time
is on top of the existing parallelization in space to solve the state/adjoint equations.
This is exploited in the well-rate optimization problem. If the existing parallelism
in space scales well up to K processors, the addition of time domain decomposition
by the proposed method scales well up to K x N processors for small to moderate

number N of time subdomains.
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Chapter 1

Introduction

Optimal control problems governed by a time-dependent partial differential equa-
tion (PDE) system are widely studied in various fields of applications, as unsteady
fluid-dynamics problems [Gun03], [BLUU12|, oil reservoir water flooding optimiza-
tion [Jan11], pollutant source inversion [DCZ15], mixing enhancement in microfluidic
technologies [HCCT13], etc. Tterative solution of these problems using gradient based
methods involve the time consuming repeated solution of a state equation and a so-
called adjoint equation. The state equation and adjoint equation of an optimal control
problem governed by a time-dependent system are strongly coupled in time and their
solution is inherently serial. In other words, the solution of these equations on differ-
ent parts of the time domain needs to happen in chronological order, which prevents
any simple application of parallel computing in the time dimension to accelerate the
overall optimization.

To efficiently and rapidly solve these time-dependent optimal control problems by
utilizing parallel computing, I propose and analyze a new parallel-in-time gradient-
type method (also referred to as “parallel gradient-type method” in this document).

Suppose the PDE is discretized in the space dimension. Let T > 0 be the time
domain length and let n,,n, € Z* be the dimension of the state and control variables

respectively at any point in time. For ¢ € [0, T], the state is y(t) € R™ the control
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Figure 1.1: Workflow of the classical gradient method

is u(t) € R™. Let J: R™ x R™ xR — R and F : R™ x R™ x R — R™ be given

functions. Let ygven € R™ be a given initial state. The model problem is in (1.0.1).

min /0 U ), u(t). . (1.0.1a)
subject to %y(t) = F(y(t),u(t),t), te(0,7), (1.0.1b)
Y(0) = Ygiven- (1.0.1c)

To solve (1.0.1), each iteration of the classical gradient method in reduced control
space requires the forward in time solution of the state equation and the backward
in time solution of the adjoint equation before the gradient can be computed and the
control can be updated. Both of the forward and backward computation is sequential
in nature and consumes most of the computation time in the whole optimization
process, see Figure 1.1.

The new parallel-in-time gradient-type method introduces parallelism in the for-
ward and backward computation. In the simplest case, the proposed new parallel
gradient-type method evenly splits the time domain into N time subdomains and
executes the forward and backward computation in each of the N time subdomains
in parallel. To enable the parallelism in N time subdomains, I sacrifice the exact-

ness of the gradient vector and aim only for a gradient-type vector surrogate. To
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Figure 1.2: Workflow of the parallel-in-time gradient-type method

start computations on all time subdomains simultaneously, quantities computed in
the last optimization iteration are used as the initial /terminal conditions for the for-
ward/adjoint solves, which is readily available for each sumdomain at the beginning
of each optimization iteration. This is the key idea of the proposed new parallel-
in-time gradient-type method. However, using quantities from last iteration to start
parallel computing on subdomains also results in jumps in the state/adjoint variables
at time subdomain boundaries. After the state and adjoint variables are computed,
the new method uses the same formula as in the classical gradient method to com-
pute a gradient-type vector to update the control and begin the next iteration. See
Figure 1.2.

In the case where N time subdomains evenly split the time domain, since the
length of the forward and backward computation in each time subdomain is 1/N of
the original time domain, the computation time for each optimization iteration is
expected to be about 1/N of the computing time of the classical gradient method

iteration. This is where the parallel-in-time gradient-type method brings potential



speed-ups, if the control update computed in parallel is good enough as a surrogate
of the gradient. It is also important to note that the acceleration by parallelism in
time multiplies the existing parallelism in the solution of state and adjoint equations.

At any iteration of the parallel gradient-type optimization, the state, adjoint, and
control variables typically do not satisfy the state equation and the adjoint equation at
the time subdomain boundaries as a result of using quantities from the last iteration.
Since the new method does not use an exact gradient in the control update, this new
method is not an acceleration of the exact classical gradient method and therefore I
refer to it as a ‘gradient-type’ method.

I also present a generalization of this newly proposed method that allows the differ-
ent time domain partition of the forward and backward computation and overlapping
computation domains.

The theoretical analysis consists of results for linear-quadratic problems and the
broader class of general non-linear problems.

For convex linear-quadratic discrete-time optimal control (DTOC) problems, the
generalized method can be interpreted as a multiple part splitting method (for the
N evenly splitted subdomains in forward and backward computation case, it is a

(2N — 1)-part splitting method [de 76, dAN81]) for solving the optimality condition
Hu=g,

where H is the Hessian, and g is the gradient of the reduced control space objective.

However, in the literature, there is not a convergence result applicable to the spe-
cific splitting pattern that results from this new method and the existing convergence
theorems for the classical gradient method also does not apply since the control up-
dates of this method does not use exact gradient. For linear-quadratic problems, I
prove the convergence of this new method by using its structure as a multiple part
splitting method and spectral radius properties of an implicitly constructed iteration

matrix as a block companion matrix [DTWT1].



I also study the new parallel-in-time gradient-type method from the point of view
of the multiple shooting reformulation of the optimization problem. I show the new
method can be seen as using a gradient-type method to solve the saddle point prob-
lem of the multiple shooting formulation optimality system. An alternative proof of
convergence is given for the linear-quadratic problems using spectral radius type of
argument again.

Then, I investigate the behavior of the parallel gradient-type method for general
nonlinear optimization problems.Particularly, I consider the projected parallel-in-time
gradient-type method whose iteration is the parallel gradient-type iteration appended
by a metric projection step that projects the control into a closed convex set. Differ-
ent from the spectral radius argument used in the previous linear-quadratic problem
convergence proofs, I use another approach based on the idea that, when the control
update is small, the gradient-type vector computed in parallel is similar to the true
gradient. I establish a series of theorems and give convergence proofs with different
assumptions on the problem, such as the convexity of the objective function or com-
pact control constraints. Additionally, I present results on the monotonic convergence
of the method given small step size.

I present numerical examples to demonstrate the proposed method performance.

In optimal control problems governed by 3D linear advection-diffusion-reaction
PDE systems, strong scaling is observed in one example with up to 50 cores, i.e.,
50 times speed-ups is achieved by the parallelism of 50 cores compared to the serial
classical gradient method. Numerical results to demonstrate other properties of the
method are also presented.

This work is motivated by an optimization problem arising in the well rate con-
trol in the water flooding process of secondary oil reservoir recovery. This is an
optimal control problem governed by a system of highly nonlinear time-dependent
PDEs. The forward computation, i.e., reservoir simulation, and the backward com-

putation is both very computationally expensive. In this reservoir optimization prob-



lem, the application of the proposed parallel-in-time gradient-type method results in
significant speed-ups. In one experiment, 4-time-subdomain parallel gradient-type
method with, in each subdomain, 4 cores in the space dimension for parallel linear
solvers/preconditioners (16 cores in total) is compared with classical gradient method
with 4 cores in the space dimension. About 4 times speed-ups is obtained.

This document is organized as follows. In Chapter 2, I review related work in
the parallel-in-time solution of time-dependent systems, parallel-in-time optimization,
and oil reservoir optimization. In Chapter 3, I use the linear-quadratic discrete-time
optimal control problem to introduce the idea of the parallel-in-time gradient-type
method. I first develop a compact notation for the classical gradient method, then
derive and reorganize the parallel-in-time gradient-type algorithm into a similar com-
pact form which reveals its nature of being a (2N — 1)-part splitting method. Then, I
generalize the newly proposed method to accommodate flexible overlapping partition
of time domains. I prove convergence of the generalized method and demonstrate its
performance by numerical experiments, applying the parallel-in-time gradient-type
method to 1D and 3D linear-quadratic optimal control problems. In Chapter 4, I in-
troduce the direct multiple shooting reformulations of linear-quadratic optimal control
problems, which leads to another interpretation of the parallel-in-time gradient-type
method.An alternative proof of convergence is given using the multiple shooting per-
spective. In Chapter 5, I give convergence proofs and related properties for general
nonlinear problems.In Chapter 6, I describe the wellrates optimization problem and
compare numerical results of the classical gradient method and the parallel-in-time
gradient-type method.

I include several appendices. Appendix A consists of some research without a clear
conclusion but still draws insights into the parallel-in-time gradient-type method, in-
cluding discussions on one way of proving the projected parallel gradient-type method
convergence, the numerical experiments investigating behavior of the spectral radius

of an iteration matrix that determines the convergence speed of the method, and a



parallel-in-time Krylov subspace method that is closely related to the multiple shoot-
ing formulation of the linear-quadratic problem. Appendix B describes in detail the
impressible immiscible two-phase subsurface flow model PDE and its discretization
that is used in the reservoir optimization problem. Appendix C talks about imple-
mentation details of the proposed method on the reservoir optimization problem with
an emphasis on comparing the parallel-in-time gradient-type method applied to prob-
lems with explicit and implicit (as the case of the reservoir problem) expression of
state equations. Appendix D presents a test on using a time subdomain partition
based on computation load, instead of even number of time steps, for load balance
of the parallel-in-time gradient-type method applied to the reservoir optimization

problem.



Chapter 2

Literature Review

In Section 2.1, I first review some related work on parallel-in-time simulation which
give rise to important ideas for parallel-in-time optimization. In Section 2.2, I re-
view related literature on parallel-in-time optimization including some commonly
used concepts as additive Schwarz preconditioners, direct/indirect multiple shoot-
ing formulations of the time-dependent optimal control problems, Parareal [LMTO1]
based parallel simulation. At last, in Section 2.3, I review related work in the water

flooding optimization problem on oil reservoir management.

2.1 Parallel-In-Time Simulation

In [LRSV82], a waveform relaxation family of algorithms was first proposed for an-
alyzing nonlinear dynamical system in the time domain. Waveform relaxation is a
Gauss-Jacobi type relaxation iterative method. (It can be also Gauss-Seidel type.
Because the Gauss-Jacobi type is more straightforward to parallelize, I discuss the
Gauss-Jacobi type below.) First, the unknowns are partitioned into spatial subdo-
main. Then, in each Gauss-Jacobi relaxation iteration, the algorithm fixes unknowns
from all partitions but one and carries out the simulation in time for this one parti-

tion of unknowns. A suitable integration formula and steps can be applied only to



this partition of unknowns, which allows different methods to integrate different un-
knowns. The above algorithm constitutes a Gauss-Jacobi relaxation step that can be
parallelized and multiple time-dependent simulations can be readily run in parallel.
Strictly speaking, this algorithm does not belong to the specific type of parallel-in-time
simulation that I discuss here, since it does not perform computation corresponding
to different time subdomains at the same time. But the parallel-in-time gradient-
method shares the idea that in one iteration, computation in each partition runs
independently with other partitions with essential information from other partitions
fixed as quantities computation from the last iteration.

‘Parareal’, an innovative parallel-in-time algorithm for simulation, was proposed
in [LMTO1]. See also the overview [Gan15]. The method decomposes the time domain
into N subdomains and makes use of a coarse(C) and a fine(F) grid time integrator.
In the kth iteration, the coarse one integrates over the whole time domain in serial,
the fine one integrates each one of the N time subdomain in parallel, and the initial
value of each time subdomain is updated by a simple formula (2.1.1) using integration

results from the coarse, Cr, 7, ., (YT(fH)), and fine, Fp, 7, +1(Y:,(f)), integrations.
Vi = Cron o (Vo ™) 4 Frs (V) = Cror (V7)) (21.1)

After N iterations the method produces exactly the same integration result as the fine
grid integrator would, but this would not accelerate the simulation. In practice, for
many cases, far less than N iterations are needed to achieve desirable error and thus
results in lower computation time when executed in parallel. From my point of view,
it can be partly seen as making use of the fact that the temporal dependency between
states of two time point is decreasing and diminishing as the time distance between
these two time increases. Many works based on ‘Parareal” have been done since the

conception of this idea, some of which are reviewed below, e.g. [Com05, DSSS13].
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2.2 Parallel-In-Time Optimization

The widely cited paper [TBA86] presents convergence results of a class of distributed
asynchronous gradient optimization algorithms. The parallel-in-time gradient-type
method does not exactly fall into the category of algorithms discussed in the paper.
However, they share the same spirit that, in the case where each processor is com-
puting a gradient-like updating step for one component of the optimization variable,
the information from other component suffers a delay. The convergence theorem and
its proof provided in the paper [TBAS8G| bears significant similarity with the parallel-
in-time gradient-type method convergence theorem for non-linear problems that I
provide in this dissertation. The first similarity is that convergence is established
based on a sufficiently small gradient-type step size whose theoretical upper bound
is not particularly tight. If we can trace the proof deductions and find such a upper
bound, the upper bound will lead to convergence but not to optimal performance.
The second similarity is in the idea of the proof that when the step size is small,
the information, i.e. state/adjoint/control, in the distributed system is similar to
the information in a virtual centralized system at a specific status, and the gradient-
type step made in the distributed system is actually in a descent direction for the
information in the virtual centralized system.

The paper [CCL89] presents a method that explicitly decomposes a time-dependent
optimal control problem (P) with initial state condition into sub-optimal control prob-
lems (P-j) with both initial and terminal conditions on small time subdomains as

below (see [CCL89, Equation 2.1-2.5]),

N-1 iT-1
(P) min gy (zn) + Z 9i(is u;), (P-j) o Z 9i(xs, ui),
o i=0 T i=(-1)T

subject to x;41 = fi(ws, w;), subject to w11 = fi(ws, ug),

i=0,..N—1 i=(—DT,.457 -1,

T, Tir—1 glven.
Lo = Tgiven, U-1 J
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This method is an iterative method where in each iteration it takes a two level
approach. In the lower level, optimal control problems with both initial and terminal
state constraints are solved exactly assuming feasibility. Note that feasibility with
both initial and terminal constraints is not trivial for many applications. In the higher
level, the initial and terminal state values of each time subdomain are updated, e.g.,
by a Newton step using first and second order information from the lower level. This
method shares a similar spirit with indirect multiple shooting method in the sense
that in the higher level of both methods variables at the time subdomain boundaries
representing initial/terminal values of states/adjoints are updated and the control
u in the original problem is updated on the lower level. But there is an apparent
difference in how they make use of the information from the lower level. This method
only uses information at the subdomain boundary, which of course depends on the
interior of the subdomain, whereas indirect shooting method explicitly uses control
information on the whole time subdomain. In [CCL89], the banded structure of the
Hessian matrix in the Newton’s iteration is exploited by a parallel general banded
matrix cyclic reduction based solver [Hel76]. However, due to hardware constraints in
the year 1989, numerical experiments were only carried out with at most 7 processors,
though speedups were observed evidently, the scaling potential was not sufficiently
demonstrated.

In [Wri90], parallel computing is used in solving banded linear system [Wri91la]
arising in the sequential quadratic programming method applied to a time-dependent
optimization problem. The banded structure is resulted from the optimality system of
the time-dependent problem. However, other than the matrix being generally banded,
other structure and characteristics of time-dependent problems are not exploited in
this work.

After [Wri90], the same author continued to explore more structure of the prob-
lem in [Wri91b]. The method bears similar flavor as in [CCL89] in terms of using a

multiple-shooting decomposition of two point boundary value problem style. The dif-
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ference lies in that [CCL89] focuses on decomposing the problem into in the nonlinear
problem level in which each subproblem has a clear physical meaning and [Wri91b]
focuses on decomposing the banded linear system resulted from one iteration of New-
ton’s method or of the SQP method. In contrast to the commonly seen upper-lower
two level structure of multiple-shooting type algorithms, arbitrary number of levels,
i.e., recursive parallelism, are introduced. After optimizing number of parallel levels
and allocation of processors in each level, different number of levels are compared in
terms of performance. The paper does not explicitly decompose the time domain,
but decompose the linear system that results from this time-dependent system. The
parallelism is in the construction of the small linear system of the “separator vari-
ables”, which in some sense resemble shooting variables. One major computation
is in the matrix-matrix multiplications in this construction which does not exist in
other typical algorithm using multiple shooting idea. The two numerical experiments
have state and control dimension in each time step below three with large number of
times steps. The parallel algorithm has about 50% more computation than its serial
counterpart. With 8 processors, about 5 times speed up is achieved.

The paper [Ral96] uses has similar two level structure for parallelization as [CCL89]
and applied Differential Dynamic Programming (DDP) method on DTOC problems.
Again, [Ral96] assumes state equation feasibility given both initial and terminal con-
dition. Relatively good parallel efficiency 70% is observed in some test cases compared
to 25% — 50% efficiency in related works targeting the same problems. However, in
all of the numerical examples, the dimension of state and control variables in each
time step is only one or two, which is not the case in PDE constrained optimization.

The paper [BH97] focuses on time-dependent linear-quadratic optimal control
problems. In a direct multiple shooting framework, they split time domain, intro-
duce auxiliary (shooting) variables at the time subdomain boundaries and derive
an exactly equivalent formulation of the original problem. I will also include the

perspective of this formulation to examine my algorithm. By this formulation, the
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optimality system can be arranged as a block tridiagonal and they rely on Gauss-
Seidel type ‘red-black’ relaxation approach to parallelize the computation. In each
optimization iteration, they solve exactly the sub optimization problems whereas the
parallel-in-time gradient-type method can be seen as only applying one gradient-type
step to very roughly solve the sub optimization problem in some sense. The penalty
term in the Augmented Lagrangian to reduce state variables discontinuity at the time
subdomain boundaries has significantly improved the convergence.

The paper [MT02] proposes the method that partitions the time domain, adds an
auxiliary variable of the initial value of each subdomain into control variables, and
includes in the modified objective function a large penalty term of discontinuity of
states on subdomain boundaries. Then, in the gradient method in the reduced con-
trol space, the forward/backward computation in time subdomains is parallel. The
parallel-in-time gradient-type method shares this spirit in the sense that the subprob-
lems are not solved exactly so that optimal solutions are found in each iteration as in
[BHI7] but only a single gradient-type step is applied to each subproblem as a part
of the gradient step of the whole problem. To compensate the delay of information
exchange due to the domain partition, a coarse grid integrator is used to precondition
the gradient method. In the parallel-in-time gradient-type method, as opposed to the
coarse-fine two level of integrator in [MT02], there is only one integrator and, there-
fore, suffer the delay of information exchange discussed here. Numerical results of
[MT02] show that, in a case where time domain is partitioned into 100 parts, with the
help of the preconditioner, the parallel algorithm needs even significantly fewer iter-
ations to converge than the plain gradient method with no time domain partitioning
and each iteration is 100 times faster than the plain gradient method.

The paper [Hei05] derives a block tridiagonal optimality system akin to that in
[BH97]. Instead of solving sub optimization problems, Gauss-Seidel forward /backward
sweeps on the whole system are used to cluster the eigenvalues and form a good pre-

conditioner. However, the quality of the preconditioner deteriorates [Com05] when
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the Gauss-Seidel forward/backward sweeps are replaced by the parallelizable ‘red-
black’ ordering sweeps. I also explored the possibility of using the optimality system
in [Hei05] after a permutation to reveal parallelism explicitly to perform a parallel
Krylov subspace method in Section A.3 since it is closely related to the proposed
parallel-in-time gradient-type method.

The Ph.D. dissertation [Com05] uses the type of KKT system factorization based
preconditioner developed in [BG99], the latter of which can be thought of as an
extension of [BH98]. The parallelism in time is not explicit in the original [BG99].
However, the preconditioner developed in [BG99] needs an approximate forward solver
and [ComO05] applies ‘Parareal’ technics [LMTO01] in the forward/backward solves to
exploit parallelism in the time domain.

With the application background of quantum system control, [MST07] applied
alternate direction descent method to obtain a monotonic algorithm. In each itera-
tion, first, the state and adjoint equations are solved by Parareal coarse propagator.
Then, instead of using the coarse propagator result directly as shooting variables, an
optimization problem with jump penalty added to the original objective function is
solved and its solution is used as shooting variables. At last, given shooting variables,
controls are sought for in parallel in each of the sub time domain. By this algorithm,
the monotonic decreasing in objective function value along convergence is proved for
this application. Careful performance timing for scaling study is not provided.

The paper [DSSS13] eliminates the state and adjoint variables from the optimality
system (2.2.1) (see [DSSS13, Equation (1.1)])

K 0 E" ) 1
0 G NT| |ul=10 (2.2.1)
E N 0] |p f2

in a Schur complement fashion and obtains a reduced Hessian H= G+N7E-TKE'N.
To solve for the optimal control from a linear system Hu = b, variants of the Full

Orthogonalization Method (FOM) is used. The matrix-vector multiplication is calcu-
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lated approximately. In the matrix-vector multiplication, applying E-7 and E~! to a
vectors is approximated by using Parareal method [LMTO1] to solve the underlying
PDE and the adjoint PDE approximately in parallel inexactly.

In contrast to [BHI7, Hei05], [BS14] forms the first-order KKT condition without
adding auxiliary (shooting) variables. In this way, the optimality condition system

(2.2.2) (see [BS14, Equation (8)]) includes a 3 by 3 block matrix of large dimension-

ality,
TM, 0 KT |y —T M1y
0 BrMy TNT| |u| = 0 : (2.2.2)
-K N 0 P d

To solve this system, they use a preconditioned QMR iterative linear solver. The par-
allelism lies in the additive Schwarz preconditioner with an overlapping time domain
decomposition. By decomposing the time domain, many smaller subproblems are de-
rived by extracting corresponding rows and columns from (2.2.2). These subproblems
are solved in parallel.

The paper [ACG14] uses parallelism in a diesel engine optimal control problem
where one aims to minimize fuel consumption with fuel injection pattern as control
variables, 5-dimensional at each time step, under the constraints of engine model, i.e.,
required engine speed, emission bound, and other mechanical/thermal constraints.
The emission bound is a single inequality constraint involved with a integral over the
whole operation time span. After the time domain is decomposed Lagrange multi-
pliers are used to deal with this constraint. In terms of time domain decomposition,
it follows [CCL89] where a two-level structure is adopted, the higher level of which
solves for the optimal state at the sub time domain boundaries and the lower level of
which are optimization problems with both initial and terminal state conditions. The
air-path model, i.e., the state equations, is a system of ODEs and has state variable
dimension five at each time step. For problems like the oil reservoir optimization

problem, typically, it is impossible to force the reservoir pressure/saturation to an
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arbitrarily given state by only controlling the well rates. The paper [ACG14] also
mentions an interesting notion of “characteristic constant of the underlying system”
that, loosely speaking, describes how long into the future the current state will have
an effect. It is much smaller than the length of sub time domains, which leads to
the fact that the requirement of the terminal states only affects a few time steps
prior to the terminal time. The characteristic constant also determines the length
of overlapping region of the sub time domains. An overlapping region of every two
consecutive time sub domains is introduced to enforce the global state continuity. It
is also related to the time for which a zero adjoint variable at a terminal time with no
terminal state condition grows to a typical magnitude. The paper does not provide
detailed results on the parallel performance and scalability.

An indirect multiple shooting formulation is used in [CGR14] to solve parabolic
optimal control problems. This indirect multiple shooting formulation is compared
with direct multiple shooting in [CG15]. The work does not focus on the paralleliza-
tion of computation but on other aspects, such as handling possible instability in the
problem. However, it is highly related to the other works in the parallel-in-time op-
timization. The indirect multiple shooting method consists of a two-step fixed point
iteration. In the first step, shooting variables, i.e. boundary values of states and
adjoint variables, are fixed and the sub optimality system that determines controls
on each time subinterval is solved. Omne can conveniently parallelize solving these
subproblems. In the second step, using the control variable obtained in the first step,
shooting variables are sought to fit the continuity condition, i.e., ‘the shooting sys-
tem’, on time subinterval boundaries. This calculation involves the dynamics on the
whole time domain and is not as straightforward as the first step to parallelize.

Similar to [BS14], [DCZ15] use an additive Schwarz preconditioner on the full space
KKT system, but the Schwarz preconditioner is in both space and time. They reorder
the KKT system in the full space in ‘fully coupled ordering” where the state, y, and

adjoint, A\, variable are placed near each other if the state variable and the equation
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of the adjoint variable correspond to the same space and time; in the application
to pollutant source inversion problem, the controls (in this case, the parameters to
identify), u, only exist on s discrete points and are placed at the end of the unknown

vector,

Unknown = (y87 )\87?/?7 >\(1)7 e 7y?\77 )\?\77

1 1 1 1 1 1
907/\07917)\17"' 7yN7/\N7

(2.2.3)
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so that the additive Schwarz preconditioner can be naturally applied by extracting
submatrices of continuous row and column indices. In this application, this precon-
ditioner scales reasonably well. In one example, strong scaling is achieved.
In [DCZ16] the parallel preconditioner is improved by replacing it with a two level
Schwarz preconditioner of the form (see [DCZ16, Equation (8)]),
y=I1F T,

(2.2.4)
ML

two-leve

1I:y+M71 (Jf—th),

one-level

where I" is the fine mesh to coarse mesh restriction operator, If is the coarse to find
mesh interpolation operator, and F,, F}, are the forward operator of coarse and fine
mesh respectively. In some numerical examples, the two-level preconditioner based
solver is four times faster than the one-level preconditioner by reducing number of
GMRES iterations by a factor of four. Strong scaling is achieved in supercomputer

using around 1000 cores on a source inversion problem.

2.3 Reservoir Optimization

I introduce oil reservoir simulation/optimization and review related literature on nu-

merical optimization of water flooding in oil reservoir secondary recovery.
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Reservoir simulation. Reservoir simulation is simulating the fluid (water, oil, etc.)
flow in the subsurface rock structure and injection/production wells. Usually, reser-
voir states such as pressure, phase saturation are computed using a time-dependent
nonlinear partial differential equation system [Wiel0], [AGLO7]. Extensive research
has been done on the modeling and on solving the PDEs using the Finite Differ-
ence Method, the Finite Volume Method, the Finite Element Method, Discontinuous
Galerkin Method, etc. A crash course in reservoir simulation is given in [AGLO7]
and a more extensive introduction is [CHMO06]. My simple finite volume simulator is

based on the one described in [AGLOT].

Reservoir optimization. The development of an oil reservoir requires large invest-
ments. To maximize profit, various kinds of optimization can be applied in different
stages of exploration, production, etc. In the exploration stage, optimization is done
to evaluate potential reservoir profit under uncertainty. In the development stage,
location and size of reservoir production facilities such as platforms, wells, and pipes
need to be decided with the aid of optimization. In the production stage, optimiza-
tion can be applied to control reservoir states such as pressure and liquid flow, and
manage production/injection constraints on well-rates and wellhead /flow line pressure
[Wiel0]. Around the year 2000, new ‘smart wells’ appeared that allow monitoring
of well hole flow rates/pressure and at the same time can control downhole valves
independently. This degree of flexibility added by ‘smart well’ has required more op-
timization to improve reservoir operation [YDAO02]. In this project, the optimization
problem focuses on the secondary reservoir production stage where I optimize the

well injection/production rates to maximize oil recovery revenue.

Related Research on Reservoir Optimization. [ discuss selected papers on
numerical optimization of oil reservoir secondary /tertiary production and their rela-
tionship to my work.

As early as 1987, Fathi and Ramirez [FR87] applied optimal control theory to
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revenue optimization of a micellar/polymer flooding enhanced oil recovery system.
Previously, optimal control theory was mostly applied only to parameter estimation,
but not to the time-dependent dynamic process. They use a one dimensional model
with injection control of five chemical components on one boundary. The objective
function involves oil revenue and chemical injection costs. Significant improvement
was shown compared to manual injection setting. The 1D numerical grid is of size 40
and simulation has 1,500 time steps. Data is stored on magnetic tape. In the gradient
based optimization, the paper uses regularization, i.e., smoothing suboptimal control
trajectories in the case of convergence stalling, to effectively accelerate optimization
iteration. This type of regularization may help my optimization. Multiple local
maximums were discovered in this very early study and it remains in my project.

In 1988, Asheim [AT88] attempted to use numerical optimization to maximize
water sweep efficiency by controlling injection and production rates. Instead of costly
finite difference approximation of the gradient, he uses analytically derived derivatives
of a very simplified reservoir model. This is one of the earliest papers on numerical
optimization of water flooding.

In 1996, Zakirov, Aanonsen, Zakirov, and Palatnik [ZAZP96] use a fully implicit
3D three phase black-oil reservoir model and adjoint based optimal control theory
approach to optimize the net present value of a oil reservoir. The size of the numerical
grid is not stated and number of wells are below ten. Similarly, I also use the adjoint
approach to compute gradient-type quantities for the optimization.

In 2001, Sudaryanto and Yortsos [SY01] worked on water flooding optimization
using a model with miscible equal viscosity fluid. They used particles at the water
fronts as state variables, which is different from my cell wise saturation/pressure state
variable. After some simplification, such as homogeneous permeability, the analysis
yields clean and intuitive results. For example, the optimal control is Bang-Bang
and there is only one active injector at any time, and injections are conducted in

geographical order from farther wells to nearer wells.
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In 2002, Yeten, Durlofsky, and Aziz [YDAO2] applied optimization on the opera-
tion of smart wells. They used forward finite difference approximation to calculate the
gradient needed in the nonlinear conjugate gradient method. The detail of the simu-
lation and optimization is not stated since they used the commercial ECLIPSE and
FLUVSIM software packages. The experiments were conducted using several highly
heterogeneous channelized reservoir which is comparatively hard to simulate numer-
ically.

Also in 2002, Wang, Litvak, and Aziz [WLAT02] used sequential quadratic pro-
gramming (SQP) to simultaneously optimize the well rates and lift-gas rates. It is a
derivative based method. However, they do not use a PDE system to model the reser-
voir. Instead, they used a gathering system as a loopless tree-like network to model
the short term production operation. They used SNOPT [GMS06] to implement the
SQP.

In 2004, Brouwer studied water flooding optimization using optimal control theory
in his PhD thesis [Bro04]. Two phase flow in a horizontal plane and three phase black
oil formulation in 3D space are both used to model the reservoir. I am only using a
two phase 3D reservoir model. As for the well, Brouwer uses a well model involving
geometric factor, rock/fluid property, well flowing pressure, grid block pressure, and
well rate. But in my project, I am directly controlling the well rate. In acquiring the
gradient, he reviewed differentiate-then-discretize and discretize-then-differentiate ap-
proach, and chose the latter which is also my choice. He does numerical experiments
on reservoir with both determined and uncertain properties. In the presence of un-
certainty, he adds a parameter identification method combined with Kalman Filter in
a closed-loop approach. The grid size in the experiments are below 10,000. However,
by the rapid development of computing hardware and software, I can handle models
with 1,000,000 grid cells.

In 2005, Sarma, Aziz, and Durlofsky [SADO05], use an adjoint based gradient

method to solve water flooding like problems. Their implementation of the adjoint
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method reuses some intermediate computation results from the forward simulation,
such as Jacobians, and avoids some repetitive computation by using some extra stor-
age. This idea appeared in [ZAZP96] too.

In 2006, Lorentzen, Berg, Naevdal, an Vefring [LBN106] creatively used the en-
semble Kalman Filter [Eve03] as a new optimization tool. The method treats the
reservoir simulator as a black box and does not require the implementation of adjoint
computation. Essentially, it exploits the statistical correlation between well controls
and objective value, which are both encoded in the Kalman Filter state variable. If
one is to use statistical power, one needs an appropriate sample size. Thousands of
reservoir simulations are required since in each optimization iteration a simulation
must be done for each control setting in the ensemble (of size 100), which resulted
in small reservoir grid being used. They apply regularization at a certain interval in
optimization iterations and so does [FR87].

In 2009, Masoud Asadollahi and Geir Naevdal [AN09] use the adjoint method
to compute the gradient and then applied steepest descent and nonlinear conjugate
gradient method to do optimization. The approach is very similar to my choice.
In my work, I added parallelism in the time dimension to accelerate the adjoint
based gradient-type approach. In [AN09], among bottomhole pressure, oil and liquid
production rates, the paper claims well liquid rates are the best control variables used
for maximizing net present value using gradient based methods. This is one of the
reason why I use well injection/production liquid rates as control variables.

In 2010, Wiegand [Wiel0] performed PDE based water flooding optimization. He
used a finite volume simulation and active set Newton method to solve nonlinear pro-
grams with mixed linear constraints. I also use similar finite volume based simulation.
But instead of active set method, I apply projected gradient method to do optimiza-
tion. The work is in small 2D grid as a single layer of SPE 10 model (13,200 cells)
and number of wells are in order of 10. By the help of MPI parallel computing and

appropriate linear solver preconditioners, my work is able to handle bigger problems
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as full 3D SPE 10 model (1,122,000 cells) with hundreds of wells.

In 2011, Jansen [Janll] reviewed the development of adjoint based optimization
of multi phase flow. Jansen stated the optimization of a economic objective function
governed by a multi phase flow reservoir model which is the problem I am solving in
this project. He also viewed the gradient computation from an optimal control point
of view as the origin of the adjoint method. In terms of the handling of inequality
constraints, he introduced previous work including gradient projection method, gener-
alized reduced gradient method, constraint lumping method, augmented Lagrangian
method, and barrier method. He explained the phenomenon of Bang-Bang control in
which the optimal control well rate is either at he maximum or minimum well rate
bound. I also observe similar behavior in my project, but the Bang-Bang optimal
control conditions are not satisfied in my work and thus I can not make use of this
feature to improve optimization performance. He also mentioned the possibility to
apply reduced order modeling in this optimization for the very limited number of
flow patterns that can be controlled. At last, he talked about strategies against reser-
voir uncertainty as history matching, closed-loop reservoir management, and robust
optimization towards realistic operational use.

In 2011, Echeverria, Isebor, and Durlofsky [ECID11] studied derivative-free meth-
ods of well control optimization since in some occasions it is difficult to obtain deriva-
tive information from the reservoir simulator or to maintaining adjoint code after
the simulation is modified. They compared the optimization performance of pattern
search method, generalized pattern search method, genetic algorithm (these three are
naturally parallelizable), and Hooke-Jeeves direct search. Specifically, they addressed
the handling of nonlinear constraints by derivative-free methods by penalty functions
and filter method. To keep the derivative-free method computational tractable, they
used small grids (1,000 to 10,000 cells) with number of optimization variables be-
low 100 so thousands of simulations, as showed in results, are possible. Though, my

project is gradient based, this work provides some future work direction, e.g. hybridize
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gradient methods with genetic algorithm in a distributed computing environment.

In 2012, Chen, Li, and Reynolds [CLR*"12] performed robust optimization (op-
timize the expectation of objective function over a set of reservoir models) on both
reservoir’s life cycle long term Net Present Value and short term production. The
bound constraints are enforced by the optimizer and nonlinear constraints are in-
corporated by augmented Lagrangian method. They claim that after the long term
optimization, some control variable can still be varied to optimize the short term
production at the same time. By a case study, they showed how they incorporated
the long term optimization results as an inequality constraint and then applied a
short term optimization to did keep the long term objective roughly the same while
improving the short term objective. In my experiments, I also found there are wide
range of well rates schedule that gives similar long term revenue. The work [CLR*12]
provides an idea how to utilize the possibility of choosing among these well rates to
achieve other goals at the same time of maintaining the long term goal.

In 2014, Kourounis, Durlofsky, Jansen, and Aziz [KDJA14] worked on formulating
the adjoint and on handling constraints in oil-gas compositional flow. This is more
challenging, since the more complicated simulation also led to more complex adjoint
computation, than the oil-water flow problem of my choice. They used automatic
differentiation to facilitate calculating the derivatives needed in adjoint computation.
I also used automatic differentiation in the gradient computation but only in very
limited area. However, the level of their automatic differentiation applied was not
explained in detail. During the forward simulation, they saved the converged states
on disk and later read back during adjoint computation. I applied a similar idea and
in addition, I also stored the Jacobian matrix used in the Newton steps of solving
saturation equation to reuse in adjoint computation, as also done in [SADO05]. To
prevent residual error from polluting the gradients, they set a tighter termination
criterion for the adjoint equation linear solves than in the forward solve. In the adjoint

solves residuals are reduced by ten orders of magnitude compared to five orders of



24

magnitude in the forward solve. They used SNOPT [GMS06] to implement the SQP
nonlinear optimization. They also proposed an innovative heuristic approach handling
the nonlinear constraints not in the optimizer but in the simulation. However, I am

not dealing with nonlinear constraints in this project.



Chapter 3

Parallel-In-Time Gradient-Type
Method in Linear-Quadratic

Problems

In this chapter, I develop the parallel-in-time gradient-type method in the framework
of a discretized linear-quadratic version (3.1.1) of the general problem (1.0.1).

This chapter is organized as follows. In Section 3.1, I define a set of compact
matrix/vector notation in the classical gradient method. In Section 3.2, I give the
parallel-in-time gradient-type method algorithm, organize it in the same compact
notation. In Section 3.3, I interpret the proposed method to be a (2N — 1)-part
splitting iteration scheme. In Section 3.4, 1 generalize the original parallel-in-time
gradient-type method to allow different time subdomain partitions for forward/back
computation and overlapping subdomains. In Section 3.5, I prove the convergence
of the generalized parallel-in-time gradient-type method by linear algebra argument
showing the spectral radius of its implicitly constructed iteration matrix is strictly
less than 1 with step size less than a threshold. In Section 3.6, I present numerical
examples in optimal control problems governed by 1D and 3D advection-diffusion-

reaction systems.
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3.1 Gradient Method

In this section, I introduce the model optimization problem, a set of compact notation
for gradient-type optimization, and the classical gradient method as a foundation on
which I will develop the parallel-in-time gradient-type method.

As the discretization of a linear-quadratic (affine linear state equations, quadratic
objective function) problem in the form of (1.0.1), I consider DTOC problems with
state and control variables yo, ..., yx € IR™ and uy, ...,ux_1 € IR™. Given symmetric
positive semidefinite matrices @1, ..., Qx € IR™*", symmetric positive definite matri-
ces Ry, ..., Rx_1 € IR™*™ matrices Ag,...,Ax_1 € IR™*™, By, ..., Bx_1 € IR"*",

and vectors dy, ...,dk, co,...,cx_1 € IR™, eq,...,ex_1 € IR™, the DTOC problem is

given by
Kol 1
minimize Z [ﬁykTQkyk +dl oy + §u£_1Rk—luk—l + el g (3.1.1a)
k=1
subject t0 Yo = Ygiven, (3.1.1b)
Yk+1 :Akyk—l—Bkuk—i—ck, kIO,,K— 1. (311C)
I can use the constrains (3.1.1c) to express y, as a function of ug, ..., ug_1. This

leads to the following unconstrained formulation of (3.1.1).

Minimizey,, . ., J (U, s Uk —1), (3.1.2a)
where
Kol
J (g, oy Ug—1) = Z [Eyk(uo, k) T Quryr(uo, - up—1) + dryr(uo, - - up—1)
k=1
1
+ §ugfle,1uk,1 -+ 6%7171,]{,1 . (312b)

The problems (3.1.1) and (3.1.2) are equivalent.
It is well-known that the gradient of J can be computed using the adjoint equation
approach [Ber99, Sec. 1.9], [Pol71, Sec. 2.4]. Given controls uy, ..., ux_1, the gradient

can be computed as follows.
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Compute o, . .., yx by solving

Yo = Ygiven, (313&)
Yk+1 :Akyk+Bkuk+ck for k:O,,K— 1. (313b)

Compute pg, ...,px_1 by solving

pr-1 = dx + QKryxk, (3.1.3c)

Pe-1 = di + Qryr + AL pi fork=K—1,..,1. (3.1.3d)

The gradient is given by

Vi, (Ug, ooy 1) :Rkuk—l—ek—l—B,?pk for k=0,..,K — 1. (3.1.3e)

One step of the gradient method is listed in Algorithm 1. T use subscripts k& to

denote time steps and superscripts (j) to denote the iteration in the gradient method.

Algorithm 1 jth iteration of the gradient method with step size a > 0

1: Given control u(()j ), .. u%) 1, and initial state y(J ) — Ygiven-

2: for k=0,... K —1do > solve state equation forward in time
3: Compute ykJrl = Akyk + Bku;) + ¢
4: end for

)

5. Compute p;/ ; = dg + @ Ky > solve adjoint equation backward in time

6: fork=k—1,....1do

7: Compute p =di + Qkyk + AL pk

8: end for

9: for k=0,..., K —1do > update control using negative gradient
10: w9 =4l — a(Rul + e, + BIpY)

11: end for

For the following presentation, it will be helpful to develop a set of compact

matrix/vector notation for the quantities used in the gradient method. I define vectors



Uo

u= e RE™,

Ur—1

and the matrix

1
Ay
As 4y
AzAr Ay

i Ag 1 Ag_o-- Ay

U1

Y2 def

[k

Yy

Yk

I
As
Az Ay

Ag 1 Ag_9--- Ay

Po Aoyo
b1 def Ay Aoyo
» Yo = .
_pKfl_ _AKfl---Aoyo_
I
As I
AK—l I
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K
e R™"™,

(3.1.4a)

KnyxKn
€ REmw<Kny,

(3.1.4b)

Note that L is not explicitly constructed in gradient method and in the later proposed

parallel-in-time gradient-type method. Also note that

Define the constant quantities,

—Ag_1

Q = diag(Q, ..., Qx), R = diag(Ry, ..., Rx_1), B = diag(By,..., Bx_1), (3.1.4c)

c=(c .. ek )T,

d= (dF, ..., do)7,

def

(€5 -k 1)"

(3.1.4d)
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The state computations (3.1.3a,b) can be written as
y = L(Bu + ¢) + yo, (3.1.5)

the adjoint computations (3.1.3¢c,d) can be written as

p=L"(Qy+4d), (3.1.6)

and the gradient (3.1.3e) is given by V.J(u) = Ru + e + B'p. If I insert (3.1.6) and
(3.1.5) into the expression for V.J(u), then

VJ(u)=Ru+e+B'p
= [R+ (LB)"Q(LB)]u+e+ (LB)"Q(Lc +yo) + (LB)"d (3.1.7)
= Hu +g,

where
HE R+ (LB)'Q(LB), g¥e+ (LB)"Q(Lc+yo) + (LB)’d. (3.1.8)

Since Ry, ..., Rg_1 € IR™*™ symmetric positive definite and @y, ...,Qx € IR"™*™
are symmetric positive semidefinite, H is symmetric positive definite. Alternatively,

I can insert (3.1.5) into (3.1.2b) to obtain

1
J(u) = §uTHu + g’ u + const. (3.1.9)

and derive the expression (3.1.7) by taking the gradient.
I also recall that the gradient method with constant step-size «, in this context

also known as Richardson’s iteration,
u ) = ul¥ — o(HuUY +g), (3.1.10)

is an iterative method derived from the splitting H = o 'T — (a™'T — H). Let
0 < Amin(H) < Apaz(H) denote the smallest and largest eigenvalue of H. The
spectral radius of the iteration matrix I — aH is less than one for all step sizes
0 < a < 2/Apmaz(H). The smallest spectral radius of I — aH,

* Amax(H) - Amm(H)
B )\maa:(H) + /\mm(H)

p
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is achieved with step size

def 2
* = 3.1.11
“ /\ma:n(H) + >\m1n<H> ( )

3.2 Derivation of the Parallel-In-Time Gradient-
Type Method

The gradient method in Algorithm 1 requires a full forward-in-time state solve fol-
lowed by a full backward-in-time adjoint solve before the control can be updated.
The parallel-in-time gradient method splits the time indices into N subsets, where
the i¢th one is given by {K;,..., Ki41}. i =0,..., N — 1, and the time indices satisfy
0=Ky< Ky <...< Ky = K. Since the indices Kj,..., K;;; correspond to time
steps, I refer to {Kj;,..., K; 1} as the ith time subdomain, and refer to the indices
K;, K;y1 as the left /right time subdomain boundary.

The idea of the parallel-in-time gradient-type method is simple. Suppose I am

given the current control on the ¢th time subdomain, u%),ug() IRPRR ,u§Q+l_1. IfI

knew the state information y%z) at the left time subdomain boundary K; and the

adjoint information p(] )

at the right time subdomain boundary K;,;, then I can
compute yk , k= K;+1,..., K.y, the adjoints p,(cj), k=K1 —1,...,K;, and
then update the controls with indices K;, K; +1,..., K;;; — 1. Since y ) and pKl+1
are only available through an entire state and adjoint solve, I use the values from
the previous iteration, and exchange these values after time subdomain computations
for state and adjoint information are completed. Thus for the ¢th time subdomain,

i€ {l,...,N — 2}, I proceed as follows (for ¢ = 0 and ¢ = N — 1 initial state

information or final adjoint information is given): Given u%, u% TR ,u%ﬂfl and
yg Y and p(j 1) I first compute ith time subdomain states using

y§<1+1 = Ag, y(j Y4 By u( |+ crs (3.2.1a)

(4)

ka = A yk —|—Bku + ¢, k=K;+1,...,K;;1— 1. (3.2.1b)
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Next I compute 7th time subdomain adjoints using

pg{z+1 1 QK2+1yK

) = QuyY + di + ALpY), k=Kia—1,.. K, +1. (3.21d)

) ) (3.2.1¢)

1
1+1 )

it1 + dKz+1 + AK +1p%

Then I update the ith time subdomain controls using

u,(fﬂ) = u,(j — (Rkuk +ep + ka,(f N, k=K, ...,Kij —1. (3.2.1e)

()

Finally, I send yy;, | G)

to processor 7 + 1 and pK (J)

from processor ¢ — 1 and p K3+1

to processor ¢ — 1, and I receive yj;
from processor 7 + 1.

The complete statement, taking into account the modifications for time subdo-
mains ¢ = 0 and ¢ = N — 1 is given in Algorithm 2. Since at given controls
uéj), . ,u%)_l the state equation (3.1.3a,b) and the adjoint equation (3.1.3c,d) are

not satisfied (there are ‘jumps’ at the time subdomain boundaries Kj,..., Ky_1)

when Algorithm 2 is used, I call it ‘gradient-type’.

3.3 Interpretation as a (2N — 1)-Part Iteration
Scheme

In this section, I express the parallel gradient-type method using the compact ma-
trix/vector notations developed in Section 3.1, which will allow us to interpret this
new method as a (2N — 1)-part iteration scheme corresponding to (3.1.10) and thus
form the basis of the convergence proof.

Impatient readers may skip part of the derivation and go directly to the result in
(3.3.7) and (3.3.8).

I define the ordered product of matrices

AjA X x A Ay, 1 < g,
HAh aer | AjAj-1 +1 J (3.3.1)

I, 1> 7.
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Algorithm 2 jth iteration of the parallel-in-time gradient-type method with step

size a > 0. Describes the tasks executed by processor of rank ¢ € {0,..., N — 1}

1:

2:

3:

10:
11:
12:
13:
14:

15:

16:
17:
18:
19:
20:
21:
22:

23:

Input control u%), u%) FETR ,u%ﬂfl. > initialization of the iteration

if © > 0 and j =0 then
Input initial yg{:l)

end if

if 1< N—1and j=0 then

1)

Input initial pﬁ(_m

end if

if 1 =0 then > solve the state equation forward in time

y&{ +1 — AK yglven + BK U%) + CK;

else

Vit = A+ Byl + ex,

end if
fork:Ki+1,...,Ki+1—1 do
vih = A + B + o

end for

if i =N —1 then > solve the adjoint equation backward in time

(4) )
pKH_l 1= QKH-lylgH_l + dKH—l

else

1
pﬁgﬂ , = QKZHy;?)H +dk,., + A% Hp%ﬂ

end if
fork::KiH—l L K;+1do
pk 1= Qk:y +di, + Akpk

end for

)

(continued on next page)
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24: for k=K;,...,K;;1 —1do > update control
25: ul(jﬂ) = ug) — a(Rkul({j) + er + BkTp,(gj))

26: end for

27: if 7+ > 0 then > communication between processors

28: send pj; ) torank ¢ — 1

29: receive yK from rank ¢ — 1
30: end if

31: if i < N — 1 then

32: send yg) , torank i +1
33: receive pgj() from rank ¢ + 1
34: end if

Using this notation and recursive substitutions of (3.2.1a,b) I obtain the following.
Forj>0,0<:<N—-1,and 1 <s < K;;; — K;, note that y;” is initialized when

the algorithm starts,

' Ki+s—1 ‘ s—1 K;+s—1 '
?J%H = [ H Ah} Z/% + Z [ H Ah} BKiJrs—tflU%ers,t,l + CKiJrsftfl)-
h=K; t=0 h=K;+s—t

(3.3.2)
For j > 1 and ¢ > 1, applying (3.3.2) with j replaced by j — 1 and K; replaced by
K;_ 1, and with s = K; — K;_; gives

K;—1 ' Ki—K; 1—-1 K;—-1 '
y% V= [ H Ah} y%—j) + Z [ H Ah] (BKi—t—lu%__lt)_l + CK,—t-1)-
h=K;_1 t=0 h=K;—t

(3.3.3)
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Inserting (3.3.3) into (3.3.2) gives for j > 1 and i > 1,

Ki+s—1 Ki—K;—1—-1 K;+s—1
1
?JKZ+5 = [ H A }?JKZ ! Z [ Ah} (BKi_t_lug' t) 1+ CR—t-1)
h=K;_1 t=0 h=K;—t
s—1 K;+s—1
+ [ Ah} (BK,4+s—t—1Ujs tst—1 T CKits—t 1)
t=0  h=K,;+s—t
(3.3.4)
Repeating the previous steps leads to the following expression for j > 1,
Ki+s—1
yKl+s - |: Ah:| Ygiven
7 Kz—d+1_K7,—d 1 K;+s—1
i—d
+ [ H Ah] (BKide*t*lu%i,d)Hftfl + cKi7d+17t71>
d=1 t=0 h:Ki7d+l_t
s—1 Ki+s—1 .
+ Ah] (BKi+S—t—1u%3+s—t—l + CKH—s—t—l)- (335)
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Rearranging (3.3.5) into matrix-vector product form gives, for j > i,

] Ki+s—1
y%3+s = |: H Ah:| Ygiven
h=0

(j—d)
BKi—dqu_d tCK;_q
i (3—d)
+ Z Ki+s—1 A Ki+s—1 A Ki+s—1 A BKi_dJrluKi—dJrl + CK;_a+1
h=K;_q+1“*hs Llh=K; 44+2 h>- -5 1lh=K; 4,1 “*h .
d=1
(j—=d)
BK’L’—(H»l_luKi,(H,l—l + CK;i_g41—1
BKiu(IQ—i-cKi
B 1ul? CK,
+ Tt 4 Kits—1 4 Kits—1 4 Kt F CKit (3.3.6a)
h=K;+1“hs Llph=K;4+2 “*hs - L lh=K;4+s—1 “1h> e
B N
KiJrsfluKH,s,l CK;+s—1
K;+s—1
:|: H Ah:|ygiven
h=0
. K;_q zero blocks - . .4 Kits—1 Kits—1 (K—K;_q+1) zero blocks
J its its its G—d)
+5 [ 0.0 . I A I Aw-en I A 0,....0 }(Bu +e)
d=1 h=K;_q+1 h=K;_q+2 h=K;_q4+1
K; zero blocks [ 1 K, 1 K. 1 (K—K;)—s zero blocks
it+s it+s its )
+[ 0.0, I A II An--rs [ 4w 1. 070 }(Bu +o).
h=K;+1 h=K;+2 h=K;+s—1
(3.3.6b)

In (3.3.6b) each zero block is of size n, x n,. Notice that the row vectors in (3.3.6b)
are row blocks of L.

Equation (3.3.6b) represents the (K; + s)th block (of length n,) component of
the vector y). To combine (3.3.6b) into a representation for the entire vector y/)
I define matrices I_4 € {0,1}K™>Kmn d = 0,..,N — 1 as follows. I use Matlab
notation to indicate submatrices. The matrix I_; is a matrix full of zeros except for

the submatrices
I_d(Ki_lny +1: Kiny, Ki_l_dny +1: Ki_dny), i=d + 1, N,

which are matrices of all ones ( i.e. the matrix entries of I_; in the intersection of
rows K;_in, + 1 to K;n, and of columns K, ;_g4n, + 1 to K;_4n, are equal to one).

See Figure 3.1 for an illustration. In a later Section 3.4, I present Algorithm 11
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Figure 3.1: Illustration of the positions of ‘1’s in Iy,I_; and I_5 in an example where

the state dimension is n,,

with Ko = O,Kl = 3,K2 = 6, Kg = 10.

= 2, the K = 10 time steps are split into N = 3 subdomains

and Algorithm 12 for construction of this type of matrices. Note that there are no

overlapping nonzero entries for matrices I_4 for d = 0,..., N — 1 and that E]dV:Bl I,

has entires ‘1’ in all positions where L is nonzero.
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Now, let ‘o’ refer to the Hadamard product (entry-wise product), then (3.3.6) can

be written as

=

yP =Y (I_soL)(Bu % +¢) +y, for j > N —1. (3.3.7)
0

Similar to the derivation of (3.3.7) I can show that the equations (3.2.1c,d) for the

ﬁ“

adjoints lead to the compact representation

N-1

p" =) (I;oL)"(Qy" ™ +d), for j > N — 1. (3.3.8)
d=0

Using (3.2.1e), (3.3.7) and (3.3.8) gives the following representation of the parallel-
in-time gradient type iteration j > 2N — 2,

u ) =y — o(Ru") 4+ e + B pY)

—-1N-1

u — a[Ru¥ + ZZ L oLB)'Q(I o LBt +g|.  (339)
r=0 [=0
I define
Hy = R + (I, o LB)"Q(I, o LB), (3.3.10a)

H, < Z (I_,oLB)'Q(I_; o LB), d=1,...,2N — 2. (3.3.10b)

2N -2
H= ) H, (3.3.11)
d=0
Inserting (3.3.10) into (3.3.9) gives
2N—-2
ulit =u® — (Y HuU ™ +g). (3.3.12)
d=0

The presentation (3.3.12) reveals that the parallel-in-time gradient-type method is a
(2N —1)-part iteration scheme as defined in [de 76|, [AN81] derived from the (2N —1)-
part additive splitting

H=a'T—(a'T-Hy) — (—H)) — ... — (—Hay_2),
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Figure 3.2: llustration of Generalized Parallel-In-Time Gradient-Type Method.

Blue(red) arrows represent time subdomains for parallel forward(backward) compu-
tation. The regions in different processes shaded by the green dots are aggregated
and collectively constitute the resulting state/adjoint on the whole time domain for

use in subsequent computations. Its time subdomain representation is in Table 3.1.

which results from adding/subtracting o~ 'T in (3.3.11).

The convergence results in [de 76] [dN81] are for specific splittings (in notation
of this section, for specific matrices H, Hy, ..., Hoy_2) only and do not apply to
this setting. In Section 3.5, I prove convergence for sufficiently small step-size a@ >
0 for a broader class of parallel-in-time gradient-type method to be introduced in

Section 3.4.

3.4 A Generalized Framework for Parallelism

In the previous Section 3.2 and Section 3.3, I introduced the parallel-in-time gradient-
type method and how it can be interpreted as a splitting method. With this proper
background knowledge, in this section, I can naturally propose a generalized parallel-
in-time gradient-type method framework, see Figure 3.2. The generalized parallel-
in-time gradient-type method framework is a set of parallel computation rules that,

compared to the original parallel-in-time gradient-type method introduced in Sec-
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tion 3.2, allows
e different number of parallel computing units in forward /backward computation,
e overlapping computation time subdomains,
e arbitrary length of computation time subdomains,
e different partition of time domain in forward and backward computation.
Computationally, it has potential advantages

e [t allows additional computing power to enhance the gradient-type update by

improving state/adjoint information propagation;

e in very diffusive systems, overlapping computation subdomains makes it possi-

ble to compute nearly exact gradient in parallel

For linear-quadratic optimization problems, the generalized version of the parallel-
in-time gradient-type method is provably convergent with a fixed sufficiently small
step size. Of course, the original parallel-in-time gradient-type method introduced in
Section 3.2 as a special case of this generalized method is also convergent with small
step sizes. The proof is given in Section 3.5 after the description of the generalized
parallel-in-time gradient-type method in this section.

In Section 3.4.1 and Section 3.4.2, I introduce some new notions in the generalized
algorithm. Then, Section 3.4.3 gives the pseudo code algorithm using the notions just
introduced. Afterward, Section 3.4.4 and Section 3.4.5 prepare terminologies for the
interpretation of the generalized algorithm as a multiple part splitting scheme in

Section 3.4.6.

3.4.1 Forward/Backward Computation Subdomains

I first introduce the time subdomain partition.
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Start with forward computation. Superscript “F” indicates quantities associated
with the forward computation as opposed to “B” for backward computation. The ith
processor, of N¥ processors in total, is responsible for the forward computation from
the starting time step st to the ending €X', i = 0, ..., N¥ — 1. The computation on N¥

processors collectively covers the whole time domain, i.e.,

UNo st el = [0, K] (3.4.1)

AR

Also assume,

[sivei] & [sj.ef] Vi (3.4.2)
otherwise the computation done in the contained set will be in vain since they will
be wholly discarded in the later described algorithm. As a consequence of the above
assumption,

F F F F o
s; # 85,6 #e; fori#] (3.4.3)

For convenience, assume the time subdomains are ordered,

s-F<st,ef<eijorO§i<j§N—1 (3.4.4)

7

Similarly, for backward computation, The ith processor, of N® processors in total,
is responsible for the backward computation from the terminal time step e to the

time step sP at the beginning of this time subdomain, i = 0,..., N — 1. Assume

Uiy 57 e = [0, K] (3.4.5)
and
[st,er] & [s7,€]] Vi (3.4.6)
as a consequence,
52 s?, el # e? for i # j (3.4.7)

also assume the time subdomains are ordered,

sp <spep <ebfor0<i<j<M-—1 (3.4.8)



41

i sf]el | sB eB
ojol21 o | 6
10205 3 | 9
20319 6 | 12
3] 6 | 11| N/A | N/A
4] 8 |12 | N/A | N/A

Table 3.1: Subdomain Representation of Figure 3.2

Note that for both forward and backward computation subdomains, the notation s

and e indicate the smallest and the largest time step indices in the subdomains respec-

tively. However, in forward computation, s!' is where the computation in subdomain
i begins and, in contrast, backward computation begins at eP.
For the time domain splitting illustrated in Figure 3.2, if T}, stands for time step

k for k=0, ...,12, then the subdomain representation is in Table 3.1.

3.4.2 Aggregated State/Adjoint Variables

In Section 3.4.1, I defined the computation subdomains. Since there are possibly
overlapping subdomains, different processors may compute the state/adjoint variables
corresponding to a same time step. It is needed to design a rule to decide which
computation result to keep and aggregate these results for subsequent use.

In this section, I introduce the aggregated state/adjoint variables that keeps
proper computation results from different processors. This notion of the aggregated

state/adjoint in the original algorithm is less obvious is for that

1. there are no overlap in computation domains in which case all forward /backward

computation results are kept for subsequent use;

2. forward/backward computation domains coincides and almost all state variables

needed to do backward computation are computed by the same processor that
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is performing backward computation.

To express this idea in formula, first, I introduce for clarity new notation adding

another subscript to the state/adjoint variables.
y2)i=0,..N~-1,k=0,..,K,j=01,.. (3.4.9)
which is the state variable of global time step k on processor 7 in iteration j. Similarly,
pili=0,..N-1k=0,....K —1,j=0,1,.. (3.4.10)

for adjoint variables.
After forward computation of all subdomains in iteration j, define the aggregated

state to collect the computation results from all subdomains,
y,(cj), k=0,..K.

The aggregated state is used to store the computation result for later use, as showed
in Figure 3.2 by the green dots in forward computation. For initial condition of the

whole time domain,

yéj) = ygiven (3411&)

For time subdomain index ¢+ =0,..., N — 1,

le(cj) _ ny}37 k=el  +1,..,¢F (3.4.11b)

with e, = 0 for notational simplicity. Because of (3.4.1), all y,(cj) are defined for
k = 0,..,K. These aggregated states in (3.4.11) will be used in the subsequent
computations, e.g., to compute adjoint variable, gradient-type vector and to serve as
initial value in next forward computation, as described by algorithms in Section 3.4.3.

After backward computation of all subdomains in iteration j, For the terminal

condition of the whole time domain,

P =0 (3.4.12a)
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For time subdomain index ¢ =0, ..., N — 1,

P =) k=P, 8B —1 (3.4.12b)

)

with s% K for notational simplicity. The aggregated adjoint variables in (3.4.12)
will be used in gradient-type vector computation and serve as terminal values for the
next backward computation in iteration (5 + 1).

The heuristic reason why I made the choice of what computation results go into
the aggregated variables in (3.4.11b) and (3.4.12b) is that these choice incorporates
more most recent information. For example, in Figure 3.2, between computed state
variable at time 7% from proc.2 and proc.3, state from proc.2 is kept in the aggregated
state variable since it incorporate the influence of the most recent control variable in

T3, Ty, Ts, Ty but that from proc.3 only used the most recent control from 7.

3.4.3 The Algorithm

In this section, I give the algorithm for the generalized parallel-in-time gradient-type
method. See Figure 3.3 for an illustration of the workflow. For clarity, the algorithm
is given with redundant processors and data transmission to convey the idea of the

iterations. The pseudo code to follow is not optimized in the following ways:

e The algorithm is written in the way that a group of processors is responsible
for forward computing, another group of processors is responsible for backward
computing, and a separate individual processor, which I call “central processor”,
is performing the data aggregation and control update. The forward computing
and backward computing groups have separate ranks. Forward computing pro-
cessors have ranks {0, ..., N¥ — 1}; backward computing processors have ranks
{0,..., NB — 1}. Since the two rank index sets above share some common in-
dices, when addressing the data communication, I will emphasize if it is between
the central processor and the forward computing group or between the central

processor and the backward computing group. In a practical implementation,
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Central Processor Send Data

Algorithm 5

/ \ parallel

Forward Processor-0 Forward Processor-(N¥ — 1)
Recv, Compute, Send | .- Recv, Compute, Send
Algorithm 3 Algorithm 3

. /

Central Processor

Recv, Aggregate Data
Algorithm 6

next iteration

Central Processor Send Data

Algorithm 7

/ \ parallel

Backward Processor-0 Backward Processor-(N? — 1)
Recv, Compute, Send | ... Recv, Compute, Send
Algorithm 4 Algorithm 4

> ~

Central Processor

Recv, Aggregate Data

Update Control

Algorithm 8

Figure 3.3: Workflow of One Iteration of the Generalized Parallel-in-Time Gradient-
Type Method Algorithm. Serial computation in central processor is negligible com-

pared to the forward/backward computation happening in the parallel.
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of course, forward/backward computing group and the central processor can
use some common processors., as in the original parallel-in-time gradient-type
method Algorithm 2, forward /backward computation is using the same proces-
sors and the tasks of the central processor is distributed to related computation
processors. However, in this section, to keep a low write-up complexity level, I
write the algorithm as if forward/backward groups do not share any common
processors and there is a dedicated central processor for data aggregation and

control update.

The algorithms are not optimized in terms of data transmission. It is not nec-
essary that, as in Time B of Algorithm 3 and Time D of Algorithm 4, after
each step of computation, all results are gathered in the central processor. Ac-
tually, there does not need to be a central processor. Each processor can collect
necessary information from the related processor(s) as is done in the original
parallel-in-time gradient-type method where there is no central processor and

only adjacent processors exchange information.

The following Algorithm 3, Algorithm 4, Algorithm 5, Algorithm 6, Algorithm 7,

and Algorithm 8 are to be read with the illustration in Figure 3.3.

Algorithm 3 jth iteration of the generalized parallel-in-time gradient-type method.
Executed by FORWARD processor of rank i € {0,..., N¥ — 1}.

1:

2:

3:

4.

2

receive USZF) e ,ui?_l, and yijg_l) from the central processor > Time A
Yo =Y
for k=s!'....ef —1do
Yl = Ay + B! +
end for
send yf?;)f PR yfje)F to the central processor. > Time B
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Algorithm 4 jth iteration of the generalized parallel-in-time gradient-type method.
Executed by BACKWARD processor of rank i € {0, ..., N® — 1}

Dummy matrix Agx of proper dimension is defined to be arbitrary value.

1: receive y(Q IRTREE ,ygg), and pg;l) from the central processor > Time C
2 97 = 93

3 fork=¢eB,... sP+1do

4 pl) = Q) +di + ATpY)

5: end for

6: send pgj?,. . p( )+1 to the central processor. > Time D

Algorithm 5 jth iteration of the generalized parallel-in-time gradient-type method.

Describes the tasks executed by central processor at Time A in Algorithm 3

1: fori=1,...,N¥ —1do > Communication

2: send to FORWARD processor 7, u') . .. u(F) ,» and y(j 2

S

3: end for

Algorithm 6 jth iteration of the generalized parallel-in-time gradient-type method.

Describes the tasks executed by central processor at Time B in Algorithm 3

1: fori=1,...,N¥ —1do > Communication
2: receive from FORWARD processor i, ygje)F T yfi)F
€1 €5
3: end for
4: y(()j ) = Ygiven > Aggregate State

5. fori=1,...,NF¥ —1do
6: fork=¢e | +1,..,¢e do

T v =yl
8: end for

9: end for
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Algorithm 7 jth iteration of the generalized parallel-in-time gradient-type method.

Describes the tasks executed by central processor at Time C in Algorithm 4

1: fori=1,...,NB—1do > Communication
2: send to BACKWARD processor i, yiQH, e ,y(% , and p b
3: end for

Algorithm 8 jth iteration of the generalized parallel-in-time gradient-type method.

Describes the tasks executed by central processor at Time D in Algorithm 4

1: fori=1,..., NB—-1do > Communication
2: receive from BACKWARD processor 1, pEQB, e pfjs) o

3: end for l

4: fori=1,...,NB—1do > Aggregate Adjoint
5: for k=sP,..,sp,, — 1 do

6 = pid

7: end for

8: end for

9: for k=0,..., K —1do > Update Control
10:  wltY = ugj a(Rut?” + e, + BI'p?)

11: end for
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3.4.4 Subdomain Initial/Terminal Processor Rank Function

In this section, I introduce an auxiliary processor rank index valued function IF and
IB in (3.4.13) for analysis of algorithm later.

In the original parallel-in-time gradient-type method introduced in Section 3.2,
the forward/backward computation in a subdomain always starts by the previous
iteration computation results from an adjacent subdomain with index different by 1.
Getting information from the adjacent subdomain is not necessarily the most rea-
sonable way to carry out computation and propagate information in this generalized
framework, for which reason I designed the data aggregation rule in Section 3.4.2.

Consider the example in Figure 3.2, for the forward comptuation, processor 1
uses the previous iteration terminal computation result, at T, of processor 2 as
initial state, which is the exact pattern introduced in the original parallel-in-time
algorithm; processor 2 uses a previous iteration intermediate, at 73 (rather than
terminal, at 75), computation result of processor 1 as initial state, which is slightly
different from the rule of the original parallel-in-time algorithm. However, in these two
cases above, information is still only transmitted between subdomains with adjacent
indices, similar to the original algorithm.

The situation is different for processor 4. The computation domains of both
processor 2 and processor 3 includes Ty which is the initial time step for processor 4.
There is a choice to make on which state, from processor 2 or processor 3, to use in
processor 4 as initial state. Heuristically, the state at Ty in processor 2 encodes the
control of the previous iteration from T3 to T7. However, The state at Ty in processor
3 only encodes the control of the previous iteration at Tg and T%. Since the state
at Ty in processor 2 incorporates more time steps of recent controls, I restrict the
generalized algorithm to use the state at Ty in processor 2 as the initial state for
processor 4. In this case information is transmitted from subdomain 2 in processor 2
to subdomain 4 in processor 4, the indices of which are not adjacent.

Define the index valued functions encoding the forward/backward computation



49

rule as follows,

IF(k) < min{j € {0,..,. N —1}|sf <k <€} for k=0,... K (3.4.13a)

IP(k) < max{j € {0,...M —1}[s? <k <el} for k=0,..., K (3.4.13Db)

which are well defined since (3.4.1) and (3.4.5) holds. Then, for forward computation,

at iteration j, for time subdomain ¢ > 1, the initial state variable

: 1
y'fjs)f - ygjl‘“(s;),sf

)

and, for backward computation, at iteration j, for time subdomain ¢ < N — 2, the

terminal adjoint variable

=i
Note that in the original algorithm for ¢ > 1,
(s =i—1
and for 1t < N — 2,
IBef)=i+1

Note that the algorithms given in Section 3.4.3 avoided these functions by using
aggregated variables. However, for theoretical purpose, definition of I¥ and I® is

necessary.

3.4.5 DY and DB

Similar to the parallel-in-time gradient-type algorithm analyzed before, in the anal-
ysis, I reduce the iteration on state/adjoint/control to the iteration on control only.
As mentioned before, state variable in the parallel-in-time gradient-type method is
a joint result of control variable from several previous iterations. From another per-
spective, control information at the beginning of the whole time domain can take

several iterations to reach the end of the whole time domain. For adjoint variable it
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is also similar. It takes several iterations for a perturbation at the end of the whole
time domain to propagate to the beginning. In this section, I count exactly how many
previous iterations are needed by D¥ and D®. Note that, the current iteration is not
counted. For example, in the case with only one time subdomain which is the whole
time domain, D¥ = DB = (.

In the example demonstrated by Figure 3.2, for j > 3, I trace back the com-
putation of yfgﬁ, state-type vector at overall time step 12 in subdomain-4, in the
generalized parallel-in-time gradient-type method as introduced in Section 3.4.3. The

ordered product of matrices [[}_, Ay is defined in (3.3.1).
y4 12 = A11y4 1t BHU%) +cn

= A, [A10y4 o+ B10U(]) + 010} + B11U§1 + c11

HAhy48—i—Z H A [Brul? + ¢x)

k=8 h=k+1

(3.4.14)

Corresponding to the state variables aggregation in Algorithm 6, data communication

in Algorithm 5 and Algorithm 3,

. - )
yi = =yt (3.4.15)
and similarly,
1 2 2
?Jéjs ) = ?J:E,] ) = ?A]s ) (3.4.16)

yg; 2) _ yéjf?)) _ y(r?’) (3.4.17)

)
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Then,
31412 HA yéjsl Z H Apl Bkuk + ]
k=8 h= k+1
:[HAhyéjsl Z H Ayl Bku —I—Ck —I—Z H Ap) Bkué)%—ck]
k=3 h=k+1 k=8 h=k+1
= L+ 35T e ST s+ 3 TT s
k=0 h=k+1 kOhk+1 k=2 h=k+1
11
+Z H A BV + 3T AwlBrwy”
k=3 h=k+1 k=8 h=k+1
(3.4.18)

It can be seen that yﬂQ is determined by part of controls from current iteration j
and 3 previous iterations j — 1,5 — 2,5 — 3. Also notice that in the computation
of y4 12, forward computation results from subdomain-3, Ty to 731, are not used,
see (3.4.15). Although, there are processor-0 to processor-4, 5 forward computation
processors, only controls from 3 previous iterations are involved in the computation
of the terminal state of whole time domain ygg, in contrast to the case of the original
parallel-in-time gradient-type method where in a N processor algorithm, there are
always control variables from N — 1 previous iteration collectively determining the
terminal state, see (3.3.7).

Given a subdomain setup, I use the notation DY to denote the number of previous
control iterates that are needed to determine the current terminal state.

The generalized parallel-in-time gradient-type algorithm in Section 3.4.3 does not
need to be given DY explicitly. However, DY is useful in analysis of the algorithm
convergence, which can be counted by Algorithm 9.

Similar to Algorithm 9, the following Algorithm 10 does the counterpart for the

backward computation.
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Algorithm 9 Count DF (for forward computation)

F F
L DY =—1,s=eyr_,

2: repeat

3: s = SE‘F(S)

4: DY = DF +1
5. until s =0

6: return DY

Algorithm 10 Count DB (for backward computation)

1. DP=—-1e=sf
2: repeat

, _ B

3: €= €m(,

4: DB =DB4+1
5 until e = K

6: return DB

3.4.6 Interpretation as a (D¥ + DB +1)-Part Iteration Scheme

In Section 3.3, I developed compact formula (3.3.7) and (3.3.8) that summarizes the
original parallel-in-time gradient-type method iteration, where the most important
ingredients are the “mask” matrices I_4,d =0,1,..., N — 1.

Now, for the generalized version of algorithm, by very similar analysis along the
line of (3.4.18), T can construct “mask” matrices for both forward, I ;,d = 0,1, ..., D¥.
, and backward, I®,,d = 0,1, ..., DB, computation. Note that in the original algorithm
with N subdomains in both forward and backward computation, DY = DB = N — 1.

The derivation of I" ; and I®, is the similar to that of I_; in Section 3.3. T omit
that and give directly the Algorithm 11 and Algorithm 12 for constructing them.

The explicitly constructed I¥,,d = 0,1..., DY and 18, d = 0,1..., DB are illus-
trated in Figure 3.4 and Figure 3.5 for the time domain splitting in Figure 3.2.

Now that all tools are developed. I state the compact notation for the generalized
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Algorithm 11 Construction of IF
Matrix index is zero based using NUMPY style notation where M1 : 3,:] represents
the submatrix consisting of the whole 2nd and 3rd row of matrix M,

e, = 0 for notational simplicity

1: Initialize I¥ ;,d = 0,1..., D¥ to be Kn, x Kn, zero matrices.

2: fori=0,...,N¥ —1do > Loop over matrix block rows
3: TOWgtart = €51, TOWenq = €5, COlenq = €

4: d=0

5: repeat > Loop over blocks in one block row
6: COlgtart = SfF (colona)

7: I¥ | [rowstars © TOWend, COlstart : COlena] = 1 > Mark block of all “1”s
8: COlena = COlstart

9: d=d+1
10: until colg,q =0

11: end for
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Algorithm 12 Construction of I8,
Matrix index is zero based using NUMPY style notation where M1 : 3,:] represents
the submatrix consisting of the whole 2nd and 3rd row of matrix M,

S%B & K for notational simplicity

1: Initialize I®;,d = 0,1..., D® to be Kn, x Kn, zero matrices.

2: fori=0,...,N®B—1do > Loop over matrix block rows
3: TOWstart = 51-3, TOWend = S?H, COlgort = 313

4: d=0

5: repeat > Loop over blocks in one block row
6: COlena = € (colutare)

7: 1B, [rowstars © TOWend, COlstart : COlena] = 1 > Mark block of all “1”s
8: COlstart = COleng

9: d=d+1
10: until colyay = K
11: end for

12: Transpose Ilfd, d=0,1...,DB
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2 4 6 81012141618202224

Figure 3.4: Illustration of the positions of ‘1’s in I, I¥,, I¥,, and I"; in an example
where the state dimension is n, = 2 and K = 12. The time domain splitting pattern
is illustrated in Figure 3.2 and represented in Table 3.1. Compare with Figure 3.1 for

the original parallel-in-time gradient-type method.
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Figure 3.5: Illustration of the positions of

the state dimension is n, = 2 and K = 12. The time domain splitting pattern is

illustrated in Figure 3.2 and represented in Table 3.1. Compare with Figure 3.1 for

the original parallel-in-time gradient-type method.
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parallel-in-time gradient-type method analogous to that of the original method in
Section 3.3. Similar to (3.3.7),

DF
yU):Z(IF o L)(BuV=? +¢) + yy, for j > DF. (3.4.19)
d=0

Analogous to (3.3.8),

DB
p? => (I%,0L)"(QyY™" +d),  forj > D" (3.4.20)
d=0

Using (3.2.1e), (3.4.19) and (3.4.20) gives the following representation of our
parallel-in-time gradient type iteration j > 2N — 2,

u(j+1) _u (Ru3)+e+BT ())

DB
= u —a[Rul +ZZ Lo LB)TQ(I", o LBju "~ + g (3.421)

r=0 [=0

1 define

HF =R+ (If o LB)'Q(If o LB), (3.4.22a)
H{ & Z (I%, o LB)TQ(IF, o LB), d=1,.. D"+ DB (3.4.22b)

Where I use super script G to emphasize it is related to the generalized algorithm.

Note that the Hessian (3.1.8) can be split as

DF¥+4+DB
> HY (3.4.23)
d=0
Inserting (3.4.22) into (3.4.21) gives
D¥+D"B
ult =u® —a( Y Hfu ) +g). (3.4.24)
d=0

which is a generalized version of (3.3.12).
Convergence of the generalized parallel-in-time gradient-type method is given use

the developed compact notation above in Section 3.5.
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3.5 Convergence Proof for the Linear-Quadratic
Problems

Using the representation (3.1.9) it follows immediately that the optimal control u®*)
satisfies Hu) 4+ g = 0 and, using (3.4.23),

DF+DB
d=0

Subtracting (3.4.24) from (3.5.1) shows that the errors

e — u® — uo (3.5.2)
obey the recursion
DF+DB
eVt =gl —a( > Hie™). (3.5.3)
d=0

If T define the block companion matrix

I- ozH((f —osz —aHg . —OKH%FH;)B,l aHgF+DB
I
I
C(Oé) - )
I
I 0
(3.5.4)
then the recursion (3.5.3) for the errors is equivalent to
[ Gy ] [ ]
8(‘7) €(j_1)
= C(a) . . (3.5.5)
gi—[DF+DP]+1) gli—[DF+DP])

Thus, convergence of the parallel-in-time gradient method is guaranteed if the spectral

radius of the block companion matrix (3.5.4) is less than one. In the remainder of
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this section I will show that this is true for sufficiently small fixed step size, i.e.,

Theorem 3.5.1.

Theorem 3.5.1 For sufficiently small step size o« > 0, the matriz C(a) defined in

(3.5.4) has spectral radius less than one.

The rest of this section is devoted to the proof of Theorem 3.5.1. Specifically,
Theorem 3.5.1 is a special case of Theorem 3.5.3 below. I will aim to prove Theo-
rem 3.5.3.

In the convergence proof the positive definiteness of the Hessian is important, but
not the particular structure of the matrices Hy in the splitting (3.3.11). Therefore,
given complex m x m matrices Mo, My, ..., M, with >_" - M; Hermitian and positive

definite, I consider the block companion matrix

I-aMy —aM; —aM, .. —aM,,_; —aM,
I

Cla)= . (3.5.6)

I 0

I will prove that the spectral radius of 6(04) is strictly less than one for sufficient
small step sizes a > 0.
The proof is based on an analysis of the location of the roots of the characteristic
polynomial of C(a),
Qa, \) & det(C(a) — AI), (3.5.7)

for small o > 0. I also define

P(o, A) Z X4 M (Mg — 1) +a ) - A'M;. (3.5.8)
=1

Note that Q(a, ) = (—=1)™" det(P(a, \)) (see, e.g., [DTWTL, p.17]). The following

three statements are equivalent
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i. A, is an eigenvalue of C(a).
ii. A\, is an latent root of P(a,-), i.e. P(a, \,) is singular.
iii. A\, is a root of Q(a, -).

Since P(0,A) = A"(A — DI and det(P(0,\)) = X (A — 1)™, the companion matrix
6(0) only has eigenvalues 0 and 1. By continuity of polynomial roots with respect
to polynomial coefficients [US77], the roots A, of Q(«,-) are contained in small balls
around 0 and around 1 for sufficiently small a > 0. See Figure 3.6. For the roots A,
in the small ball around 1, I can actually show that they must be contained in the
open cone CYy defined in (3.5.9) below, and that they have magnitude less than one.
See Figure 3.6 and Lemma 3.5.2 below. This implies that the spectral radius of 6(04)
is less than one for sufficiently small o > 0 (see Theorem 3.5.3 below).

In the following B(c,r) denotes the open ball in the complex plane of radius r
centered at c. The real and imganizary parts of a complex number z are denoted by

Re(z) and Im(z), respectively.

Lemma 3.5.2 If My, My, ..., M,, are m x m complex matrices with ., M; Hermi-

tian and positive definite, then the following two statement are valid.

i. For any 0 there ezists a 61 > 0 such that for all a € (0,0,) C R all latent roots
of P(a, \) are contained in B(0,d2) U B(1,0,) C C.

ii. Let 6o € (0,1/2) and 6, be given as in part i. For all k > 0 there ezists
d3 € (0,61) such that for all o € (0,63) C R the latent roots A € B(1,62) of
P(a, \) satisfy

AeCLE {z€C : Re(z) <1 and |Im(2)|/(1 — Re(2)) < k}. (3.5.9)

Proof: i. The first statement is a direct consequence of the fact that the roots

of det(P(0,))) = det(\"(A — DI) = XA —1)™ are A = 0 and A = 1 and of the
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Figure 3.6: Eigenvalues of (N?(oz). For sufficiently small o > 0 the eigenvalues A, of
the companion matrix C(a), defined in (3.5.6) with 37 M, Hermitian and positive
definite, lie in the union of a small open ball around 0 and of the intersection of a
small open ball around 1 and the open cone CY%, indicated by the dark shaded regions.

In particular, all eigenvalues are inside the unit disk.

continuity of polynomial roots with respect to polynomial coefficients. (See, e.g.,
[UST77].)

ii. I first prove the second part of the lemma for the case of n = 0. In this case
P(a,A) = MI — (I — aMyp) and My is Hermitian and positive definite. All latent
roots of P(a,A\) = AI — (I — aMj) are given by A\, = 1 — ao, where ¢ > 0 is an
eigenvalue of My. Let o, denote the largest eigenvalue of My. For o € (0,03),
J3 < min{2/0max(My), 91}, the latent roots of P(a, \) are contained in (—1,1) C Cj

for any k > 0.
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Now let n > 1. I can write

P(o, A) = X" T4 M (aMy —T) +a ) - A"'M;

i=1

= aZM +(A—=DI+ [()\ (A= 1)I+an2()\"i — 1)M;|. (3.5.10)

The last term in (3.5.10) can be estimated using

[0~ DO DT+ a > - M,

n—1 n—1 n—i—1
=[|A =23 NT+ar -1 (Y V) My,
i=0 i=0 j:0

< |)\—1|[|)\—1|Z\)\| +az Z )M M (3.5.11)

There exist €1, €a > 0 such that for all a € (0,¢1), A € B(1,¢€),

n—1 n—i—1

!A—1|Z|A| ta) (Y )IM; ||2<7

=0 7=0

and, hence

H(A"—1>(A—1)I+ai(k”i—l)MiH2 < —1]. (3.5.12)

1
— A
ﬂ‘
Let omin(+) denote the minimum singular value of a matrix and recall that )" M,

is Hermitian and positive definite. For @ > 0 and A € C the first two terms in (3.5.10)

can be estimated using

G (ail\/[ + (A= 1T) = ’aamin(i M) + (A= 1)

i=0
1/2

~ [ (a0 S°M) ¢ Re(h D)+ Im(x - 17

i=0

(3.5.13a)
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Furthermore, if Re(\) > 1, then

n

Grnin <a i M, + (A — 1)1) - [<aamm(z M,) + Re(\ — 1))2 +Im(\ — 1)

=0

i| 1/2

1 - 1

> E‘ozamin(; M,) + Re(A —1)| + E‘ tm(\— 1)
1 - 1 1

= Eaamin(; M;) + ﬁ Re(A — 1) + E‘ Im(A — 1)’
1 ~ 1

> Eaamm@ M)+ —5A -1 (3.5.13D)

Combining (3.5.12) and (3.5.13b) shows that for all & € (0,¢;) and all A € B(1, €5)
with Re()) > 1,

Tuin(@ Y M+ (A= DI) > [|(\" = 1)(A = 1) I—i—ozz A —D)M|l, (3.5.14)

and, consequently, that P(a, A) is non-singular. Therefore, for all « € (0, ¢;) all latent
roots of P(a, A) that are contained in B(1, e9) satisfy Re(A\,) < 1.
Given an arbitrary k£ > 0. For X\ with Re(A\) < 1 and A € C, |Im(A — 1)| =
| Im(A\)| > k(1 — Re(N\)) = kRe(1 — A) = k| Re(XA — 1)] and, thus,
k+1
— HmA =D} 2 [Im(A = D]+ [Re(A — 1)[ = [A — 1.

Combining this with (3.5.13a) I obtain the estimate

& k
min M, +A—=DI) > |Im(\N—1)| > ——|\—1]. 5.1
onla Mot (=0 2 [ = D] 2 A1 (35.15)
There exist €; 4, €25 > 0 such that for all & € (0,€1%), A € B(1, e21),

n—1 n—i—1

k
M—HZMI tay (Y )M ill2 < 7=

=0 5=0
Combining this inequality with (3.5.11) and (3.5.15) shows that for all a € (0, €;)
and all A € B(1,e2;) with Re(A) < 0 and A € C}, the inequality (3.5.14) holds
and, thus, that P(a, A) is non-singular. Therefore, for all a € (0, min{e, € }) all
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latent roots of P(a, \) that are contained in B(1, min{es, €2 }) satisfy Re(\,) < 1
and A\, € C}.

Given k > 0, choose d3 < min{ey, €1 4} such that for all o € (0, d3) the latent roots
of P(a,-) are in B(0, ) U B(1, min{ds, €3, €2 }) C C. This is possible by continuity
of polynomial roots with respect to polynomial coefficients. From the previous
steps it follows that all latent roots A\, € B(1,d2) of P(«,-) are in fact contained in
B(1,min{ds, €3, €2 }) and satisfy A\, € Cj. O

Theorem 3.5.3 If My, My, ..., M,, are m x m complex matrices with ). M, Her-
mitian and positive definite, then the block companion matriz (3.5.6) has spectral

radius strictly less than 1 for sufficiently small real o > 0.

Proof: Let d2 € (0,1/2) and k > 0 arbitrary. Lemma 3.5.2 guarantees the existence
of 9 > 0 and d3 € (0, ;) such that for all € (0, d3) the latent roots of P(«,-) are
contained in B(0,8,) U (B(1,02) N Cx) C B(0,1). Therefore, for all a € (0,d3), the
spectral radius of C(«) is strictly less than 1. O

Because Y ., H; = H by (3.3.11) and H is symmetric positive definite by (3.1.8),

Theorem 3.5.1 is a special case of Theorem 3.5.3.

3.6 Numerical Examples

In this Section, I present numerical examples of parallel-in-time gradient-type method
applied to linear-quadratic discrete time optimal problems of type (3.1.1). Since the
proposed parallel method is based on the classic serial gradient method, I mainly
compare its performance against the fixed step size gradient method.

While positive results will be presented in this section that there can be great

parallel speed-ups compared to the gradient method, one should bear in mind that,
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to solve linear-quadratic problem whose optimality system is a linear system, the pro-
posed method is still not competitive against some other methods essentially solving
the linear system of the optimality system as Conjugate Gradient method (CG), since
the classic gradient method as a starting point of the conception of the parallel-in-
time gradient-method has no advantage over CG in terms of solving a linear system
In most cases.

However, a parallel-in-time Krylov subspace method inspired by and closed related
to the parallel-in-time gradient-type method is competitive in some linear-quadratic
problems against CG. The related material is in Section A.3.

A common way in which I choose the step size in the following experiments is
conducting a exhaustive grid search of the step size a for the one that results in
the best convergence speed. Currently, except for very small problems where the
reduced control space Hessian is tractable to explicitly construct in which case for
experiment purpose I can determine the optimal fixed step size by (3.1.11), I do
not have other systematic approach to find a suitable step size. For fixed step size
gradient-type method, the convergence speed is closed related to the spectral radius
of a certain iteration matrix, i.e. C(a) in (3.5.5) or [/ —W («)] in (4.3.3). The spectral
radius depends on the step size. Some numerics for investigating the dependence is
in Section A.2.

It is worth mentioning that, for classical gradient method, there are some good
methods to systematically choose step sizes, as line search methods and the simple and
often very efficient Borzilai-Borwein method [BB88, Ray93, Ray97, Fle05]. However,
they do not easily transition to the parallel-in-time gradient-type method because,
after all, in the parallel gradient-type method does not compute exact gradient and
the state/adjoint variables in memory is not feasible before convergence.

I present three set of examples in the following three sections.

e In Section 3.6.1, I introduce some common aspects of parallel gradient-type

method implementation, demonstrate the dependence of convergence on step
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size choices and non-monotonic convergence. Parallel efficiency is around 35%

in this example.

e In Section 3.6.2, I present the numerical results from a parallel implementation
indicating strong scaling with up to 50 cores. It is a great improvement from the
classical gradient method. However, it still does not compete with Conjugate

Gradient method. Trace plot produced by HPCTooLKIT [ABF*10] is also

included to illustrate forward /backward computation and data communication.

e In Section 3.6.3, I demonstrate the generalized parallel-in-time gradient-type
method by a simple example. By adding overlapping computation subdomains

to a non-overlapping one, I compare the iteration ouputs.

3.6.1 1D Boundary Control: Step Size, Non-Monotonic Con-

vergence

The first example is a Dirichlet boundary control problem governed by a linear
advection-diffusion-reaction equation. Given T" > 0, k > 0, > 0, v,v > 0, and

functions y € L*(0,T), f € L?((0,1) x (0,T)), the optimal control problem is

minimize %/0 (y(1,t) — g(t))*dt + g/o u?(t)dt (3.6.1a)
subject to
Oy(x,t) Pyl t)
ot 0x?
—i—v%i’t) +yy(z,t) = f(x,t) z € (0,1),t € (0,7), (3.6.1b)
ayéz, b _g te(0,7), (3.6.1c)
y(0,t) = u(t) te(0,7), (3.6.1d)
y(z,0) = yo(x) x € (0,1). (3.6.1e)

This problem has a unique solution € L?(0,T) and corresponding state y € W(0,T).
See, e.g., [Tr610, Ch.3] or [Lio71] for details.
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I will discretize the problem using piecewise linear finite elements in space and
backward Euler in time. This leads to a fully discretized problem of the type (3.1.1).
I will present the details below. Theorem 3.5.1 guarantees convergence of the parallel-
in-time gradient-type method for sufficiently small step size «, but unfortunately does
not provide bounds on the feasible step sizes. I use this simple example to numerically
explore the dependence of step sizes.

The optimal control problem is discretized in space using piecewise linear finite

elements. This leads to

minimize % /O (y(t) — 9T Q) — §(8))dt + % /0 W@ Ru()dt  (3.6.2a)
subject to

M%y(t) + Ay(t) = Bu(t) + f(t), te(0,7), (3.6.2b)

y<0) = Ygiven- (3.6.2C)

Here y(t) € IR™, n, is the number of spatial subdomains in (0,1), and u(t) € R™,
n, = L.
To discretize (3.6.2) in time, I use the backward Euler method with time step size

At = T/K and time steps t, = Atk, k=0,..., K. This leads to the problem

At K-1 At K-1
minimize 7 Z(’yk+1 — g(thrl))TQ (ka - g}(tkﬂ)) + 7 Z ufﬂR Ukt1 (363&)
k=0 k=0

subject to

Yo = Ygiven- (363C)
The fully discretized problem (3.6.3) is of the type (3.1.1) if I set

Ap = At (M + AtA)'M, By, = At(M + AtA)7'B, o = AL M + AtA) ' f(tria),
Qk = AtQ, Rk = AtR, dk = —At@g)(tk), € = 0,
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and perform an index shift w;,; — ug. The matrices (M + AtA)"'M and (M +
AtA)'B are never formed explicitly, but linear systems with matrix (M + AtA)
are solved whenever matrix-vector products of the type (M + AtA)~'Muv or (M +
AtA)~! Bw have to be computed.

On the computations I use T'= 10, § = 0.1, K = 0.001, v =5, v = 1, f(z,t) =0,
yo(z) = 0, and g(¢) = sin(¢?). Furthermore, the discretization uses n, = 128 spatial
subdomains in (0, 1), and K = 1000 time steps.

To start the parallel-in-time gradient-type method iterations, it is needed to initial-
ize time subinterval boundary values ygl), pﬁg” fori=1,...,N — 1. In the numerical
examples we provide, large number of iterations are needed for convergence, which
is also the case with fixed step size classical gradient method. Each iteration does
not change control variable significantly and, loosely speaking, 2N — 1 iterations will
clear the effect of difference choice of ygl),p%—il) forv =1,..., N — 1. Therefore, we

1),pg(_il) fori=1,...,N — 1 on the convergence and

do not investigate the effect of y%:_
focus on the difference choice of step size a.

The speed of convergence of the parallel gradient-type method depends the step
size a. To estimate the optimal step size for a given number N of time subdomains, I
conduct the following experiment. Given a number of time subdomains N, I subdivide
0, ..., K into approximately equally sized groups. In the case where N does not divide
the number of time steps K, I split the time steps so that 0 < (K; — K;_1) — (K; —
K; 1) <1lforalll<i<j<N. Then for a number of equally distributed time
steps a € (0.3,5) I run the parallel gradient-type algorithm started with zero initial
guess until the error between computed control u¥) and exact control u®, computed
solving (3.6.3) with high accuracy, is less 107%, or a maximum number of iterations
is exceeded.

For N € {1,...,100} I report the speed-ups in Figure 3.7. The speed-up is mea-

sured by number of iterations of the parallel-in-time gradient-type method for various

N divided by the number of iterations of the parallel-in-time gradient-type method
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for various N over the number of cores N. Thus, if I(/N) is the number of itera-
tions needed by parallel-in-time method with N subdomains and cores, one speed-up
curve shows I(1)/(I(N)/N). Although this ignores communication cost it is a good
indicator of actual speed-up. For this 1D problem, I do not have the timing for a
parallel implementation I will show the actual timing of a parallel implementation of
the parallel-in-time gradient-type method for the 3D problem in the next numerical
example in Subsection 3.6.2. In Figure 3.7, there is speed-up, but the strong scaling
is not demonstrated in this case. In the region of 2 to 40 time subdomains, a linear
speed-up of slope around 0.35 is observed, which indicates a 35% parallel efficiency.
Note that the step size in each specific subdomain setting is obtained by search on
a step size grid for the fastest convergence. In the linear speed-up region of 2 to 40
time subdomains, the step sizes used are roughly the same according to Figure 3.8.

For N € {1,...,100} T also report the step size « for the parallel gradient-type
algorithm requires the fewest iterations. These step size o are shown in Figure 3.8.
In the region of 2 to 40 time subdomains, the best step size remain roughly constant
compared to decreasing step size for number of time subdomains greater than 40.
As the number of time subdomain increases, usually, the best step size decreases.
The best step size for a specific number of time subdomains may be bad for a case
with more time subdomains. For example, according to Figure 3.8, the step size
0.8 is good for 2 to 40 time subdomains, but it leads to divergence, by numerical
experiments, when applied to cases with 50 or more subdomains. In this 1D example,
there is a significant drop in best step size from the 1 time subdomain (classical
gradient method) to 2 time subdomain, which is not the case for the 3D example in
Subsection 3.6.2. If I look at Figure 3.7 and Figure 3.8 together, it is easy to find
that the linear speed-up region and the constant best step size region coincide. I also
note that, of course, the optimal step sizes depend on other problem data as well and,
thus, step sizes that are good for the 1D example problem (3.6.1) may not be good
for other problems, such as (3.6.4) below.
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Figure 3.7: Speed-ups of the parallel-in-time gradient-type method applied to the

1D optimal control problem. If I(N) is the number of iterations needed by the

parallel-in-time method with /N subdomains and cores, the speed-up curve shows

I(1)/(I(N)/N).
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L2 error from optimal control
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iteration
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Figure 3.9: Distance between the optimization control variable trajectory and the
optimal control. In this example, 10 time subdomains with optimal step size 0.87
are used. Nonmonotonic convergence is observed and there is a periodic oscillation
pattern. Red squares mark the iteration where oscillation reaches its peaks. In this 10
time subdomain case, the peaks happen every 5 iterations on average. See Figure 3.10

for control errors recorded on optimization trajectory on three consecutive peaks.

Figure 3.9 and Figure 3.10 illustrate that using the optimal step size, the conver-
gence is not monotonic in the distance to optimal control. In Figure 3.10, it can be
seen that in the optimization iterations, the control error near the time subdomain
boundaries is significantly larger than error away from the time subdomain boundaries

and the error oscillates periodically.

3.6.2 3D Distributed Control: Parallel Implementation,

Strong Scaling

I consider an optimal control problem governed by an advection diffusion reaction
PDE posed on the spatial domain @ C R3 and time domain(0,7). Let Q, C

be the observation region and let 2. C €2 be the domain on which the control is
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Figure 3.10: The control error, i.e.

the difference between the control in the optimiza-

tion iterations and the precomputed control in the optimal solution, at optimization

iteration 44, 49, and 54. They are at the error peaks as depicted in Figure 3.9 as red

boxes. Ten time subdomains with optimal step size 0.87 are used.
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applied. Let xq. denote the indicator function of the control domain .. Given
scalars k > 0, 3 > 0, v > 0, the advection v € R3, and functions 5 € L*(Q, x (0,7)),
f e L3 x (0,T)), the optimal control problem is

minimize —/ / (z,t) — y(x, 1)) dzdt + ﬁ/ / (x,t)dxdt (3.6.4a)

subject to
dy(x,1t)
5 kAy(z,t)
+ov - Vy(z,t) + yy(z, t) = f(z,t) + xa.(¥)u(z,t), xe€Q,te(0,T), (3.6.4b)
Vy(x,t)-n =0, redte (0,T), (3.6.4c)
y(x, 0) = ygiven(x)a r € Q. (364d)

This problem has a unique solution u € L?(2. x (0,T)) and corresponding state
y € W(0,T). See, e.g., [Tr610, Ch.3] or [Lio71] for details.

I consider Q = (0,1)3. The optimal control problem is discretized in space using
a standard cell-centered finite volume method with hexahedral cells of size (1/n;) x
(1/n2) x (1/n3) [EGHO00, Sec. 3.3]. I assume that the observation region {2, is a
hexahedron given as the union of ¢ cells and that the control region €2, is a union of
hexahedra given as the union of n, cells. This leads to the semidiscretized problem
(3.6.2) where y(t) € IR", n, = nynans, and u(t) € R™.

To discretize (3.6.2) in time, I use the backward Euler method with time step size
At = T/K and time steps ty, = Atk, k =0,..., K. This leads to the fully discretized
problem (3.6.3), which is of the type (3.1.1).

In the experiments, GMRES with a multigrid preconditioner is used to solve all of
the linear systems. The implementation uses Epetra linear algebra libraries, AztecOO
linear solvers, and ML multigrid preconditioning packages from the Trilinos Project
[HBH'05] to solve the linear systems with matrices M + AtA and (M + AtA)T.
Computations are performed on the Rice University DAVinCI cluster.

For the numerical example I choose the control region 2. = (0.1,0.3) x (0.2, 0.8) x
(0.2,0.8) U (0.7,0.9) x (0.2,0.8) x (0.2,0.8), the observation region €2, = (0.4, 0.6) x
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(0,1) x (0,1), and the final time 7" = 8 or 7" = 16. In the objective (3.6.4a) I have
9(z,t) = 10[(zg — 0.5) cos(2mt) + (w3 — 0.5) sin(27t)]* and B = le — 6. In the PDE
(3.6.4b), k = 0.1, v = [1,1,1]7, v = 0.01, and ygiven(z) = 0. For discretization, I use
K =200 (if ' =8) or K =400 (if T = 16) time steps and a spatial discretization
ny = ng = ng = 10.

So far, there is not a good a-priori way of determining a good step size for the gra-
dient type method. In this experiment, I select the step size by examining the iteration
for a few different step sizes and then selecting the o from these trials. For the case
T =8, K = 200, this resulted in the step size a = 2400 for N = 1,4,6, 8,12, 16, 20
time subdomains, and a = 2060, 1860, 1500, 1000 for N = 25, 30, 40, 60. For the case
T = 16, K = 400, this resulted in the step size a = 950 for N = 1, 30, 40, 50 time sub-
domains, and o = 900, 800, 650 for N = 60, 70,80. In comparison, in the numerical
examples, the classical gradient method uses step size o = 2400 in the T = 8, K = 200
case; and uses step size o = 950 in the T = 16, K = 400 case. They are roughly the
optimal fixed step size by trials. Note that these step sizes coincide with the optimal
fixed step size in the parallel-in-time gradient-type method with not too many time
subintervals.

Figure 3.11 shows the speeds-ups. For each of the two cases (T = 8, K =
200 and T = 16, K = 400) I include two speeds-up curves. One shows speed-up
measured by number of iterations of the parallel-in-time gradient-type method for
various N divided by the number of iterations of the parallel-in-time gradient-type
method for various N over the number of cores N. Thus, if I(/N) is the number
of iterations needed by parallel-in-time method with N subdomains and cores, one
speed-up curve shows I(1)/(I(N)/N). Although this ignores communication cost it
is a good indicator of actual speed-up, which is shown in the other curve. The actual
speed-up is measured by run time of the gradient method divided by the run time of a
parallel implementation of parallel-in-time gradient-type method for various N. Thus,

if t(N) is the run time required by parallel-in-time method with N subdomains and
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Figure 3.11: Speed-ups of the parallel-in-time gradient-type method for two examples
problems with end time 7" = 8 and K = 200 time steps (red curves), and with end
time 7" = 16 and K = 400 time steps (blue curves). For each case two speed-up
curves are shown. If (V) denotes the number of iterations needed by parallel-in-
time method with N subdomains and cores, the speed-up curves indicated by - - o’
and ‘- -+’ show I(1)/(I(N)/N). If t¢(N) denotes the run time needed by parallel-in-
time method with N subdomains and cores, the curves indicated by ‘—[1" and ‘—x’
show t(1)/t(N). Excellent speed-ups are obtained for up to N = 20 time domains
when 7" = 8 and K = 200 and for up to N = 50 time domains when T = 16 and
K = 400 . The fixed step size for both of the classical gradient method and the
parallel-in-time gradient-type method is chosen by trials. The fixed step size with

fastest convergence is used. Refer to Table 3.2 and Table 3.3 for details.

cores, the actual speed-up is #(1)/t(N). The number N of time-subdomains changes
the parallel-in-time gradient-type method and its convergence rate. If the number of
time-subdomains is too large, convergence deteriorates and negatively impact speed-
up obtained by parallelizing the work performed in each iteration of the parallel-in-
time gradient-type method. For the problem settings I observe excellent speed-ups
for up to N =~ 20 and N ~ 50 time subdomains.

However, in this linear-quadratic problem, the parallel-in-time gradient-type
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Subinterval Number optimal fixed step size | Number of Iterations | Time (sec.)
1 (serial gradient method) 2400 134100 9.01e404
4 2400 134066 2.45e+04

6 2400 134066 1.62e+04

8 2400 134065 1.26e+04

12 2400 134066 8.21e+03

16 2400 134067 6.41e+03

20 2400 134065 5.15e+-03

25 2060 156193 4.78e+03

30 1860 172991 4.55e+-03

40 1500 214515 4.21e4+03

60 1000 321776 4.92e+-03

Table 3.2: T' = 8, K = 200 example. Number of iterations and time consumed to
reduce the Infinity-norm control error from the initial guess le+3 to 1le-3. Conjugate

Gradient method takes only 530 iterations to reach the same level of control error.

method does not compete with Conjugate Gradient method solving the reduced con-
trol space optimality system directly. For the T'= 8, K = 200 problem, the parallel-
in-time gradient-type method with 40 cores uses 214515 iterations to reduce control
error by 6 orders of magnitude whereas Conjugate Gradient (CG) method takes only
530 iterations to reach the same level of control error. With the assumption that the
parallelism in the parallel method ideally reduces the time of a single iteration to 1,/40
of a CG iteration, the parallel method is still about 10 (= 10.12 = 214515/40/530)
times slower than CG. Similarly, for T = 16, K = 400 example, the parallel-in-time
gradient-type method with 70 cores uses 192274 iterations to reduce control error by
3 orders of magnitude whereas CG uses only 340 iterations. The parallel method
is still about 8 (&~ 8.08 = 192274/70/340) times slower than CG. So, this is not a

practical method in this example problem.
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Subinterval Number optimal fixed step size | Number of Iterations | Time (sec.)
1 (serial gradient method) 950 161900 2.20e+05
30 950 161900 8.51e+03
40 950 161900 6.50e+03
50 950 161900 5.23e+03
60 900 170900 4.77e+03
70 800 192274 4.72e+03
80 650 229289 4.97e+-03

Table 3.3: T = 16, K = 400 example. Number of iterations and time consumed to
reduce the Infinity-norm control error from the initial guess le+3 to 1le0. Conjugate

Gradient method takes only 340 iterations to reach the same level of control error.

The Figure 3.12 and Figure 3.13 show the 1 second trace plots of a 8 time sub-
domains and a 16 time subdomains run of the parallel-in-time gradient-type method.
The forward and backward computation in each time subdomain consume roughly
the same amount of time. When the number of time subdomains is doubled, the for-
ward and backward computation per iteration halves. However, the time consumed
by the data communication and some other serial tasks stays the same, which makes
up more proportion of the overall time consumption. This is one of the reasons why
the theoretical and actual speed-ups are different in Figure 3.11.

It is also important to note that the speed-up due to time decomposition multiplies
existing speed-up in the solution of the systems with matrices M + AtA or (M +
AtA)T that arise in the solutions of time subdomain state and adjoint equations.
The spatial discretization is small so that no such parallelization in the time-stepping
was useful. An example where spatial parallelization is applied upon the parallel-
in-time gradient-type method is presented in a reservoir water flooding optimization

example in Example 2 of Section 6.3.2.
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Ne}

Figure 3.12: Trace graph of 1 second of running time, 8 cores, generated by the
HPCTooLkIT [ABFT10]. The horizontal axis is the time axis. Eight horizontal
rows represent computation timing of eight cores. The top row is for the first time
subdomain, etc. One optimization iteration consists of two major blocks, one purple
and one brown. The purple blocks are for forward computation, the brown blocks
are for backward computation. The smaller green and red blocks correspond to

communication and error estimation timing respectively.
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Figure 3.13: Trace graph of 1 second of running time, 16 cores, generated by the
HPCTooLkIT [ABF*10]. The horizontal axis is the time axis. Sixteen horizontal

rows represent computation timing of sixteen cores. The top row is for the first
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3.6.3 1D Distributed Control: Generalized Algorithm

In this section, I demonstrate properties of the generalized parallel-in-time gradient-
type method by comparing its performance against the original parallel-in-time
gradient-type method on a distributed control problem in a one dimension advection-

diffusion-reaction system,

1 (T 1 3 [T [
minimize —/ /(y(x,t)—gj(x,t))%xdt#——/ / u?(x,t)dxdt (3.6.5a)
2Jo Jo 2Jo Jo
subject to

Oy(a,t) _ Oy(et)

ot dx?
—H}% +yy(z,t) = u(z,t) z € (0,1),t e (0,7), (3.6.5b)
y(0,t) =y(1,t) =0 t e (0,7), (3.6.5¢)

y(z,0) = yo(x) xz € (0,1). (3.6.5d)
where k = 0.1,v = 5,7 =0, 8 = 0.0005. Initial state

yo(z) =x

and target function

y(x,t) = sin(27t) sin(4nz)

First order Finite Element discretization with 32 cells are used with Backward Euler
Method of 30 time steps.

This is a relatively small size discretization that, for experiment, allows one to
explicitly construct the reduced control space Hessian H defined in (3.1.8) and thus,
by (3.1.11), find the fixed step size o optimal for gradient method in terms of smallest
spectral radius of the iteration matrix I — aH. In this case, a* ~ 4239 ~ 4200 which
leads to p(I — a*H) ~ 0.978. I use the serial gradient method with fixed step size

a = 4200 as a bench mark.
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Configuration Name para.2-core gen.para.3-core
Forward Computation Subdomains || [0, 15],[15,30] | [0, 15],[10, 20], [15, 30]
Backward Computation Subdomains || [0, 15],[15,30] | [0, 15],[10,20], [15, 30]

Table 3.4: Test Case 1 Configuration of Section 3.6.3.1. Total time steps K = 30.

10° :

10%) — serial,a =4200
-, 107 — para.2-core,a =4200
| 0
= 101 --- gen.para.3-core,a =4200
= 10
= en.para.3-core,a =4
S 107} gen-p e 200
w107
g 10*
S 105
S 107}

10°°}

. ; ; 5 —
1075 200 400 600 800 1000

iterations

Figure 3.14: Control Error History, Test Case 1 in Section 3.6.3.1.

3.6.3.1 Test Case 1

In this test case, I compare the numerics of two time subdomain configurations in
Table 3.4. The original parallel-in-time gradient-type “para.2-core” configuration
splits the time domain into two even parts. The generalized method “gen.para.3-
core” uses an extra core and adds an extra subdomain [10,20] overlapping with the
existing two subdomains. Ideally, without consideration of data communication and
possibly imbalance computation load, both of the configurations consume similar time
to perform one iteration which is half of the time used by the serial gradient method.
One expects the one more core used in “gen.para.3-core” to bring better performance.

In Figure 3.14, I compare the convergence in terms of distance between the iterates
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Figure 3.15: Gradient-Type Vector Comparison, Test Case 1 in Section 3.6.3.1.

and a precomputed optimal control. As mentioned, for the serial classic gradient
method, the best fixed step size determined by (3.1.11) is approximately 4200. By
a grid search, the best step size for “para.2-core” is also approximately 4200. But
the convergence of “para.2-core” compared to the serial gradient method is slower
iteration-wise. “gen.para.3-core” configuration with step size o = 4200 converges
with very similar speed as the serial gradient method. In addition, it allows bigger
step size and its best step size a = 4500 leads to a faster convergence. Figure 3.15
compare the gradient-type vectors used in the parallel methods for control update
with the exact gradient in terms of relative difference and cosine of the angle between
them. Although, after the result is presented in Figure 3.14 that the “gen.para.3-

core” yields faster convergence than the serial gradient method, it is not clear if, for
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Configuration Name para.3-core gen.para.b-core

Forward Computation Subdomains || [0, 10], [10, 20], [20,30] | [0, 10], [5, 15], [10, 20]
[15, 25, 20, 30]

Backward Computation Subdomains | [0, 10],[10, 20], [20,30] | [0, 10], [5, 15], [10, 20]
[15, 25, 20, 30]

Table 3.5: Test Case 1 Configuration of Section 3.6.3.2. Total time steps K = 30.

10° :

10°} — serial,a =4200
- 1o% — para.3-core,a =4100
| of
3 101 — para.3-core,a =4200
=107
= 102 gen.para.5-core,a =4200
O - 4
= 107 gen.para.5-core,a =4800
E _47 N N
%, 10_5
3 10

10° ‘ ‘ . :

107 ‘ ‘ i '

0 200 400 600 800 1000

iterations j

Figure 3.16: Control Error History, Test Case 2 in Section 3.6.3.2.

gradient-type method, the negative exact gradient is the best update direction, it can
be seen that with step size a = 4200, compared to “para.2-core”, the generalized

method “gen.para.3-core” produces gradient-type vectors much more similar to the

true gradient.

3.6.3.2 Test Case 2

In this test case, I compare a 3-subdomain original parallel-in-time algorithm with a

5-subdomain generalized algorithm, as in Table 3.5.
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— serial,a=4200 — para.3-core,a =4100 gen.para.5-core,a =4200
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Figure 3.17: Gradient-Type Vector Comparison, Test Case 2 in Section 3.6.3.2.

In Figure 3.16, it can be seen, In this case, the best step size of “para.3-core”
on the grid of granularity 100 is 4100 compared to the best step size for the serial
method 4200. “gen.para.b-core” has best step size 4800. Similar to the test case in
Section 3.6.3.1, Figure 3.17 demonstrate, by comparing the dotted yellow curve and

the red curve, the extra 2 cores in “gen.para.b-core” helps to maintain the gradient-

type vector similar to the true gradient.

3.7 Summary

In this chapter, I introduced the idea of the parallel-in-time gradient-type method

using a linear quadratic model problem. Then, I generalized the newly introduced
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method for more flexible partition of forward/backward computation domains. I
interpreted the generalized method as a multiple part splitting method [de 76, dAN81]
in the reduce control space. To prove the convergence of the generalized method with
fixed sufficiently small step size, I used a spectra radius argument of an implicitly
constructed iteration matrix as a block companion matrix [DTWT71].

I presented numerical examples applying the parallel gradient-type method to

optimization problems governed by linear advection-diffusion-reaction systems.

e One example demonstrates the strong scaling of the parallel gradient-type
method with up to 50 cores. In other words, in this example, compared to
to classical gradient method with fixed step sizes, the parallel gradient-type
method has speed-ups of 50 times with 50 time subdomains. However, for
solving linear-quadratic optimization problems, it still does not compete with
Conjugate Gradient method directly solving the reduced control space optimal-

ity system in terms of computation time.

e [ showed the influence of the number of subdomains on the optimal fixed step
size. When the number of subdomains increases beyond a threshold, smaller
step size must be used for convergence, which may have a negative impact on

convergence speed.

e [ illustrated the non-monotonic convergence of the parallel gradient-type
method with optimal step size. The distance of control variables to the op-

timal solution is not monotonically decreasing.

e [ demonstrated that by adding overlapping computation subdomains, the gen-
eralized parallel-in-time gradient-type method produces gradient-type vector
more similar to the true gradient compared to the basic gradient-type method

without adding overlapping subdomains.



Chapter 4

Multiple-Shooting Formulations

In this chapter, I use a multiple shooting point of view to analyze the proposed
parallel-in-time gradient-type method.

First, in Section 4.1, T introduce the multiple-shooting formulation of the opti-
mization problem (1.0.1) in the continuous time setting. Then, in Section 4.2, I refor-
mulate the optimization problem (3.1.1) in the fully discrete linear quadratic setting
as in Chapter 3 and provide an alternative proof of convergence for linear-quadratic
problems using the multiple-shooting formulation in Section 4.3.

In Appendix A, I also include several discussions closely related to the multiple-
shooting formulation. These discussions bring insights of the parallel-in-time gradient-
type method. However, I did not draw a clear conclusion from them. In Section A.1,
two unsuccessful attempts to prove the convergence of parallel-in-time gradient-type
method combined with metric projection using spectral radius argument are presented
to show what is not possible (A valid convergence proof for the projected algorithm
is in Chapter 5). In Section A.2, I present numerical experiment demonstration
of the behavior of the spectral radius of an iteration matrix that determines the
convergence speed of the parallel method. In Section A.3, I show parallel performance
results, without theoretical explanation, of a parallel Krylov subspace method which

is closely related to the parallel-in-time gradient-type method in the multiple shooting

87
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Figure 4.1: Hlustration of direct multiple-shooting optimization variables

formulation. In some cases, the parallel Krylov subspace method has perfect parallel
speed-up compared to the serial Conjugate Gradient method.

Some of the material of this chapter is developed in [BDH16].

4.1 Continuous Time Multiple-Shooting Formula-
tion
Pick Ty, ..., T such that
0=Ty<hi< - <Ina<TIn=T

and split the time domain into N subdomains.
I reformulate the problem (1.0.1) in a direct multiple-shooting manner so that the

optimization variables are
1. control variable u restricted to time subdomain (7}, T;41), @;, fori = 0,..., N —1;

2. initial condition of state variable y at the beginning of the time subdomain

(E,E+1), gi? for i = 1, ,N — 1.

See Figure 4.1. Extra state continuity constrains are also enforced at each time
subdomain boundary. For notation simplicity, define ¢y = ygiven. The problem (1.0.1)
is rearranged into the following multiple-shooting form

N-1

min 3 / st g ), s (0), D)t (4.1.1a)

v iz JT

Subject to yl(ﬂ+17 gi, l_LZ) = gi+1 1= O, ceey N —2 (41112))
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where, for i = 0,..., N — 1, y;(¢; 9;, u;) denotes the solution of the state equation on

subdomain (T}, Tj41),

d _
V) = Flyt),w(t),t) te (D, Tin) (4.1.2)
y(T) = i

Introduce Lagrange multiplier, py, ..., py_1, and the Lagrangian of (4.1.1)

N-1 .1, N-2
L(y,u,p) = Z/T T (yi(t; G, W), wi(t), )t + > Pl (Wi Tosr Ui, W) — Jie)
i=0 7 Ti i=0
(4.1.3)
To find gradient of £ with respect to u,y, decouple y; from ¥;, u; and define
A N-1 Ty, N-2
i=0 YT i=0
N-1 Ty d
e [ R ). w0 - ) (4.1.4)
i=0 YT
N-1
+ > 1l (1) = 5:)
i=0

Setting derivatives with respect to y to zeros, for i = 0,..., N — 1, leads to the adjoint

PDE of adjoint variables p; and u;,

%pi(t) = —F,(y;(1), @ (0), ) " p(t) + Jy(vs (1), w(t),t)  t € (T;,Tipa)  (4.1.5a)
pi(Tiv1) = Pisa (4.1.5b)

and j; = —pi(T}). In (4.1.5), to simplify notation, py = 0. I use p;(t; %, Ui, Pis1) to
denote the solution of (4.1.5). Then, the gradients of (4.1.3) can be written as

Vit £, 4, D) = yi(Tig1; i, i) — Jira i=0,...,N—2
V. L7, U, p) = pi(T; Ys, U, Piy1) — Di i=1,..,N—1
Va £(7, @, p)(t) = Fu(yi(t), wit), ) pit; Gi, Wi, Piv1) + JulFis Wi, t)
i=0,. N —1; t € (T3, Tin)

(4.1.6)
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by which the connection between the state/adjoint jumps and the Lagrangian gradient
is exposed. In the next section, analogous reformulation is done for the discrete time

linear-quadratic problem.

4.2 Discrete Time Multiple-Shooting Formulation

To reformulate (3.1.1), I introduce new set of optimization variables

1. Fori=0,...,N — 1, u; consisting of u; g, ..., Uj k,,,—1, which can be considered

as the original control variable restricted to steps Kj, ..., K;11 — 1;

2. For v = 1,..., N — 1, y; which is the initial condition of state variable at the

beginning of the time subdomain K, ..., ;.

Define d:efygiven for notation simplicity and note that g, is not an optimization

variable but a constant. Then, for i =0, ..., N — 1, let y;(¥;, @;) that consists of
Yi K; (gu al)a X yi,KH_l (gu az)

For i = 0,..., N — 1, denotes the solution of the following state equations in the

subdomain Kj, ..., K(;11,

Yikt1 = ApYix + Brtig + ¢ k=K, ..., Kip1 — 1

(4.2.1)
Yi,k; = Yi
With Qo = 0,dy = 0 for notation simplicity, problem (3.1.1) is equivalent to
N-1 Kt
H,l, Z yz k(yzyuz)Qkyz k‘(ylaul) +dkyz k(yuuz)
Yy, u
=0 k=K;+1
1 (4.2.2)
+2uzk 1Rk 1uzk 1 +€k 1uzk l:|

subject to YiKi (Uin i) = Yiy1 1=0,..., N =2



91

It has Lagrangian

N—-1 K7,+1
Lup =) > | y,k (> ) Qui k(i i) + i, yi o (T, W)

=0 k=K;+1
1 4.2.3
Qlk le 1uzk 1+€k 1U1k 1:| ()

N—-2

+ Z pzr—&—l(yi,KiJrl (gw ﬁi) - gi—i—l)
=0

To compute its gradients with respect to y, u, p, define

N—-1 K’L+1 1

Al _ 1
=0 k=K;
N-2
+ Z ﬁzTJrl(yi,le - gi—i-l)
=0
N—-1K;31—-1
Y Y Pl Ak + Brilig + ek — Yigs1)

i=0 k=K;

N—-1
1=0

—0] _ Re1lip—1 + €f_y Ui g

(4.2.4)
Setting derivatives to zero with respect to ¥, ; with all proper subscripts yields the

following adjoint equations of adjoint variables p and pu, for : =0, ..., N — 2,

Dit1 — PiKii—1 =10

(4.2.5)
QuYir + di + Aipig —Pip—1=0 =Ky — 1, K;
For i =0,...,N — 2, let p;(;, u;, pi+1), consisting of
D1 (Uis Wiy Dig1)s - DiyKsr -1 (Ui Uiy Pig1)
be the solution of adjoint equations
Dit+1 — PiKiy1—1 = 0
o (4.2.6)

Quik (Ui W) + di + Appik — pip—1=0 k=K1 —1,.., K;
Note that in (4.2.6), the adjoint variable for the state continuity constraint at time

step K1 is the terminal condition for the adjoint equation at step K;,1 — 1.
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Similarly for the last time subdomain N — 1,

QryYn-1.ky T dxy = PN-1,Ky—1 =0
e ) (4.2.7)

Qryn—1x +d+ Alpy ap — vk 1=0 k=Ky—1,.., Ky,
let pn_1(Yn—1,Un—1), consisting of
PN-1,Ky 1—1(UN=1, UN=1)s -, PN—1,Kn—1(UN—1, UN—_1)
be the solution of adjoint equations

QryYn—1,Ky (YUn-1,Un-1) + dry —DN-1,ky—1 =0

Qryn—1x(Un_1,Un1) +di + Alpn gk — PNk =0 k=Ky—1,.... Ky,

(4.2.8)
Then, analogous to the result of the continuous time case (4.1.6),
OL(y,u,p
(ya_uvp) = PiK,—1— ]jz 7 = 17 ceey N -1 (4293)
9y
OL(y,u,p
((9y_, u,p) _ Ryt +ex+Bipie i=0,..,N—1k=K,; . K—1 (42.9b)
Wik
OL(y,u,p .
(3131' ) = ViK1 — Ui i=0,....N -2 (4.2.9¢)

According to (4.2.9), define the jumps in state and adjoint,

Yo, k1 — Y1 P1,Ki—1 — D1

[=N
9]
o

yLKQ._ gQ ~ def p27K27.1 - 52 (4210)

<>
I

i
|

YN—2.Ky_1 — YN-1 PN-1,Kn_1-1 — PN—1
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and the gradient-type vector,

Rotig 0 + €o + B poo
Ritgy +er + B%Fpo,l

- T
Ry, 1o i, —1 + €ry—1 + By, Do,k -1

= T
RKlul,Kl + eKl + BKlpl,Kl

Ry 1ty i 41 + €x 41 + BIT<1+1p1,K1+1
g= : (4.2.11)

_ T
Ry, U1 5,1 + €xy—1 + By, 1P1,K,1

= T
Rgy \un-1ky  +€xy T By PN-1,ky

— T
Ry y11UN-1,Ky_+1 + €xy 141+ By 1 1PN-1,Ky 141

. T
Ryy-1un-1xy-1+ €xy—1+ By, 1PN-1Ky-1

I omitted the arguments ¥, u, p of p, g and y when it does not lead to confusion. Then,

(4.2.9) is summarized into

g ﬁ<g7 a?ﬁ)
VL(|a|)= |g(7,4,p) (4.2.12)
p (9, 4, p)

By (4.2.12), it is clear that to find the tuple (g, u,p) such that there are no jumps
in state/adjoint, i.e., § = 0 and p = 0, and the gradient-type vector g vanishes is

equivalent to solve the saddle point problem

N

VL(|a])=0. (4.2.13)

I}

It is easy to verify the generalized parallel-in-time gradient-type algorithm (refer

to Section 3.4 for the generalized parallel-in-time gradient-type method framework
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context) with

SzF:K’L? ef_ i+1 1 =0, 7N_1
sp=K;—1, e¢=K;—1 i=1.,N-1 (4.2.14)
5103:K07 6§:K1—1

is implicitly performing the updating

g(j+1) g(j) g(j)
at | = a0 | — R@)ve(law]) (4.2.15)
ﬁ(jJrl) ]j(j) p(]’)
where
0 0 —I(N_1)xn,
R(a) = 0 alin, 0 (4.2.16)
—I(N=1)xn, 0 0

where the gradient is arranged in the order of g, u, and p. Note that the length of
y and p is (N — 1)n, and the length of u is Kn,. « is the step size parameter in
parallel-in-time gradient-type method.

According to (4.2.15), the parallel-in-time gradient-type method is updating con-
trol and shooting variables by a rotated and scaled gradient to solve a saddle point

problem (4.2.13). In the next section, I prove its convergence.

4.3 Convergence Proof by Multiple-Shooting For-
mulation

In Section 3.5, I have showed that with sufficiently small positive step size «, the gen-
eralized parallel-in-time gradient-type method converges and therefore the iterations
defined by (4.2.15) converges. In this section, I prove the convergence of (4.2.15) from
the multiple shooting point of view which draws some new insights into the parallel-
in-time gradient method. Note that, compared to the proof in this section, the proof

given in the previous Section 3.5 for the generalized parallel-in-time gradient-type
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method is for a broader class of algorithms where partitions arrangement allows a
higher degree of flexibility.

After the convergence proof, at the end of section, I present discussion on how
to determine if the step size in use leads to convergence according to the observ-
able quantities during the iterations. The discussion reveals some properties of the
iterations, but does not leads to a good way of such determination.

For the multiple shooting reformulated linear-quadratic problem (4.2.2), the con-
stant valued Hessian matrix H, of the Lagrangian L£(y, @, p) in (4.2.3) is symmetric
indefinite, see Figure A.4 for an example of explicitly constructed H;. To used a
gradient based method to solve a general saddle point problem is not trivial.

For problem (4.2.2), with generic complex vectors g, @, p, the mapping

y y
a| = VL(|al)
P P

is affine. Let g*, @*, p* be the optimal solution of (4.2.2) and then

Y
VL(|a*|)=0 (4.3.1)
7
Therefore, by (4.3.1),
Yy Yy y' y—y
VL(|a|)=VL(|a|)—-VL(|a*|)=H, |a—a* (4.3.2)
p p P p—p

Insert (4.3.2) into (4.2.15) and subtract the optimal solution from both sides,

g(ﬂ-l) — 7 g(j) — g
ait) — g | =[I —W(a)] [aW) — g* (4.3.3)

13(]‘-*-1) —p* ]j(j) —p*
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with, R(«a) defined in (4.2.16),

0 0 —I(N—1)xn,
W(a) “R(o)H, = 0 i, 0 H, (4.3.4)
—I(N—1)xn, 0 0

In the following of this section, I will show the spectra radius of [ — W (/)] is strictly
less than one with sufficiently small positive o. Note that since [[ — W (a)] is asym-
metric, some eigenvalues are possibly complex. To examine the spectral radius of
[I — W(«)], complex vectors g, @, p will be involved, although in the parallel-in-time
gradient-type iterations, only real vectors are generated.

First I show [ —W(0)] only has eigenvalue 0 and 1. In the case of N time subdo-
mains, 2N — 1 steps of parallel-in-time gradient-type method (4.2.15) with step size
a = 0, i.e. no control update, lead to the feasible state and adjoint variables corre-
sponding to the control and by executing further steps no modification of shooting
variables 4 and p will be made. In other words, for all complex vectors y, u, p with

proper dimensions,

*

y—y y—y
I-W@PP" ' ag—a| =1-W()* ™ |g—a| j=123,. (435)
p—p p—p

Because any eigenvector [y — y*, u — u*, p — p*| corresponding to a non 0/1 eigenvalue
does not satisfy (4.3.5), [I — W(0)] only has 0/1 eigenvalues and thus W(0) also
only has 0/1 eigenvalues. To investigate the eigenvalues of [I — W (a)], I focus on
W (a) and in particular those eigenvalues of W(«) around zero with small «. T will
show with sufficiently small positive «, those eigenvalues are to the right of zero, i.e.,

Lemma 4.3.2. Before the proofs, I state several useful observations.

e For o # 0, W{(a) is nonsingular and equivalently does not have a zero eigen-

value. Since, otherwise, exist y,u,p corresponding to the eigenvector of zero
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eigenvalue, i.e.

y—y
u—u*| =0
p—p

which contradicts with the assumption that it is an eigenvector.
e The eigenvalues of W(«) around zero approach zero as a goes to zero, i.e.,
lin%) max{|\||Jzx s.t. W(a)x = Az and [N\ < 0.5} =0 (4.3.6)
a—

This is a result of continuity of polynomial roots with respect to the polynomial

coefficients since W(0) has 0 and 1 as its only eigenvalues.

e For o > 0, if g, u, p is corresponding to a W («) eigenvector of eigenvalue A # 1,

then u # u*. Consider

-y y—y y—y
ag| =W(a) la—a*| =X |a—a* (4.3.7)
P p—1" p—7

By examining the forward/backward computation, it can be seen that, if the
control u = u*, then the shooting variable error is equal to the negative jump,
ie.,

Uk, — U, = — Wk, — Uky) = =¥
since i, = Yk, when control is optimal. Therefore, if §x, — 75, # 0, by (4.3.7),
A = 1. Otherwise, if yx, — ¥k, = 0, look at subdomain boundary at K, and
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repeat similar arguments. This argument summarizes to (4.3.8).

(

u—u"=0
u—u"=0
=A=1 and j—7 =0 =A=1 (4.3.8)
y—y #0 )
|p—p#0
Then, if A # 1,
y—y

which leads to this bullet point fact.

Lemma 4.3.1 If control i € CX™ and shooting variables ij,p € CN=D" qare corre-

sponding to an eigenvector of W («) with eigenvalue A € C, i.e.,

*

—Y y—y y—y
ag| =W(@) |a—a| =X |a—a* (4.3.9)
—p p—p p—p
then, exists r > 0,C' >0, for all 0 < |\ <,
IV.J(@) = gll < CIN|IVJ (@) (4.3.10)

where Vj(ﬂ) is the true gradient of the reduced control space objective function.

Proof: In this proof, I relate both of |V.J(i@) — g|| and ||V.J(a@)| to ||a — @*||
respectively and thus compare their magnitude via their relationship with || — @*||.
First, by V.J(@) = H(@ — @*) with H being the positive definite Hessian of the

reduced control space objective function defined in (3.1.8),
IVI (@) = |H(a - @)l = owm(H)|la — | (4.3.11)

Second, examine ||V.J(@) — g||. The following steps maneuver the forward/back

computation formula and state /adjoint jumps so that an upper bound of ||V.J (@) —g|
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notation definition notation definition
a control variable
Y state shooting variable i state jump, as in (4.2.10)
y computed state-type variable y y = L(Bu + c¢) + yo, as in (3.1.5)
p adjoint shooting variable p adjoint jump, as in (4.2.10)
P computed adjoint-type variable P p=LT(Qy +d), as in (3.1.6)

Table 4.1: Notations for the Proof of Lemma 4.3.1. Variables with superscript “*”

are corresponding to the optimal solution.

by ||a — @*||, (4.3.27), can be derived. Symbols B, L, Q are defined in Section 3.1. I
will use additional notations in Table 4.1. y, p are the state/adjoint variables corre-
sponding to all time steps computed in the parallel-in-time gradient-type method, as
opposed to shooting variables g, p which only represents state/adjoint at the subdo-
main boundaries. y, p are the feasible state and adjoint corresponding to the current
control u, as opposed to y,p which are state-type and adjoint-type vector computed
in the parallel algorithm. By the formula to compute gradient and gradient-type

vector,

A

VJ()—g=B"(p—-p) (4.3.12)

The difference between the true adjoint variables p corresponding to %, y and the
adjoint type vector computed in parallel-in-time gradient-type algorithm is caused by

the difference between states and the adjoint jumps on time subdomain boundaries,

p—-p=L"Qy—y)+M,p
=L'Q(y —y) — A\M,(p — 1)

(4.3.13)
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where M, characterizes the influence of the adjoint jump to the adjoint-type vectors,

AAse Aryr | AvAge A, AAge Agy 1

Ay Ao A1 | AsAg A,y Ay A Ay

Aseyr | A1 Ay Asey 1 Ar 1

Il AwyoAr,s Ay Asey 1

0] Agi41--Aro1 A1 Axy_ -1

0| Ao Ary Aserio Ay 1

0 Ay Asey 1 Aren

M, = 0 I Agey Ak i1
0 0

O O AKN72+1AKN—2+2"'AKN71*1

0 0 AKN,2+2AKN,2+3~~AKN,1—1

0 0 AKN—1*1

0 0 I

0 0 0

] 0 0 0

Knyx(N—-1)ny

The difference between the true state variables y corresponding to the control @

and the state type vector computed in parallel-in-time gradient-type algorithm is the

result of the state jumps,

y—-y= My@ = _My)‘(g - ﬂ*)

(4.3.14)
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0 0 00

0 0 00

I 0 00

Ax, 0 00

A1 A, 0 00
AKQ—QAKQ—B“'AKI 0 0]0
AK2_1AK2_2...AK1 I

A Ars A | Ag,

AK3_2AK3_3...AK1 AK3_2...AK2

. . 0
AKN,l—l---Kl AKN,l—l---KQ I
AKN_lAKN_1—1---K1 AKN—lAKN—l—l"'K2 AKN—l
AKN—1+1AKN—1"'K1 AKN—1+1AKN—1"'K2 AKN 1+1AKN 1
AKN—l---AKl AKN—l“‘AKQ AKN—l-'-AKN,l ]

Let [Zy](N_l)ny xKn, be the matrix form of the linear operator that only keep state

shooting variables given input vectors of states from all time steps, then,

y—y = Zy[y - y*] = Zy[y - Myg - y*]

= Zy[LB(u — @") — M,g]

(4.3.15)

= Z,[LB(a — @) + \M, (7 — §°)]

which is rearranged into

I-AZ,M,|(y - 7") = Z,LB(u —u’)
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Exists r; > 0 such that when
0< A <nrg (4.3.16)

the LHS matrix [I — A\Z,M,] is invertible and thus
7—7 =[1-\Z,M,]'Z,LB(u — u*) (4.3.17)
When (4.3.16) holds, exist C; > 0 such that
ly =97l < IT=AZ,M, 7' Z,LB[|u — u"|| < Cyf|u —a”| (4.3.18)

Similarly, let [Z,](n—-1yn,xKn, be the matrix form of the linear operator that only keep

adjoint shooting variables given input vectors of adjoints from all time steps,

= Z,[L7Q(y - y') - M, (4:3.19)
=Z,[L'Q(y = ¥) + L'Q(¥ — ") + AMy(p — p)]
and
y—y* =LB(u—1u") (4.3.20)
Substitute terms in (4.3.19) using (4.3.20) and (4.3.14),
I-AZ,M,|(p —p*) = \Z,L"QM,(§ — §°) + Z,L"QLB(a —a*)  (4.3.21)
Exists r, > 0 such that when
0< A <m (4.3.22)
the LHS matrix [I — A\Z,M,)] is invertible and thus
p—1" = [I—-AZ,M,| "' NZ,LTQM, (7 — ) + Z,L'QLB(u — @")]  (4.3.23)
When (4.3.16) and (4.3.22) holds, using (4.3.18), exist Cy, C3 > 0 such that
1P — Il <IMIT = AZ, M| Z, L7 QM, ||[|7 — 7|
+[|T - A\Z,M, ] 'Z,L"QLB|| ||z — @*||
rem (4.3.24)
<Collg = g°ll + Csllu — |

<(C1Cz + Cy)[lu — @’
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By (4.3.14) and (4.3.18),
[y =yl =l = MyA(y = 5]
<[AMy [lly — 7| (4.3.25)
<Cy[Al[IM [l —u*|]
Define Cy = C}|M,,|| and thus
Iy — ¥yl < CafAllla — a7 (4.3.26)
Using (4.3.12), (4.3.13), and the two bounds obtained above, (4.3.24) and (4.3.26),
IV.J(a) — gll <IB]|IB — pll
<IBIIL QY — ¥l + MM, [[7 — 57|
<IBIICAILTQIIM,|I[[l@ — @l + (C1C2 + Cs) A IM, [l @ — a*|l]
=[IBICIILTQIIM, [l + (C1C2 + Cs)IML D] ] [[a — @

(4.3.27)
Let
oo IBICHILTQIIM, [[[| + (C1Ch + Cs) [ M, )
Umin(H)
and
r = min(ry, ry)
Then, when
A <
by (4.3.11),
1V (@) = gll <CIA|own(H)||a —a"|
<C\[[VJ(w)|
which concludes the proof 0

The result (4.3.10) of Lemma 4.3.1 is intuitive in the sense that, when A is small,
the state/adjoint jumps g, p are relatively small compared to the shooting variables.
Making use of Lemma 4.3.1, I can characterize the location of eigenvalues of W («)

in the next lemma.
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Lemma 4.3.2 For any k > 0, exists & > 0 such that for all 0 < a < @, any

eigenvalue A of W (a) with |A| < 0.5 is in the cone
Cr, = {z€C : Re(z) >0 and |Im(2)|/ Re(z) < k} (4.3.28)
Proof: Let A be an eigenvalue of W (), with
Al <0.5 (4.3.29)

There are corresponding controls @, shooting variables g, p, state/adjoint jumps 9, p,

and gradient-type vector g such that

-y y—y y—y
ag| =W(a) la—a*| =X |a—a* (4.3.30)
—p p—p p—p
Then,
AMu—u")=ag

H(u — a*) = V.J(a)
where H, defined in (3.1.8), is the Hessian of the reduced control space objective

function J() (control as the only argument, no multiple shooting). For a > 0,

(H )5~ ") = V() — g

Let r and C' be given by Lemma 4.3.1, when
A <r (4.3.31)

The following holds, where o, (+) stands for the smallest singular value of a matrix,

omin(H = 23— | < (H = 2)(@ — )| = V(@) — gl
a a (4.3.32)

<INCIVI (@) = [NCIH(u —u)|| < [NCIH][u —u”|

By the fact discussed earlier,
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e For any a # 0, any eigenvalue of W («) is non-zero,

A#0 (4.3.33)

e For 0 < |A| < 1, the control part in the eigenvector is not the optimal control,

|la — || #0 (4.3.34)

Then, using (4.3.34), the inequality (4.3.32) can be reduced to

A
Fuin(H — =) < [AC|H] (4.3.35)
Note that
Re A\ Im A\ A A
min H 2 2= min H) - — < min H- — 4.3.36
Vi@ =B Aoy Ao m-d) s

and therefore, by (4.3.35) and (4.3.36),
|Oin () — R22 - < [A[C]/H]
|22 < [AICH]
Using (4.3.6),
lim,,_,o max {|amin(H) — R%’\| : dr s.t. W(a)x = Ar and || < 0.5}
lim, o max {|222] : Jz s.t. W(a)z = Az and |A| < 0.5} =0

and therefore

) ImA, B
ilII(l) max {|m : Jo s.t. W(a)z = Az and |A| < 0.5}
‘ max{|lm)‘\ } max{]lm)‘\ }
<1 < lim
= 050 min {|BA] <o} an0 min {0 (H) — \amm(H) C R
. max{|1m’\| }
=1
00 on (FL) — max { |amm(H) CR )
=0

which concludes the proof. 0
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Using Lemma 4.3.2, the convergence of iteration (4.2.15) can be readily proven using
the argument that with sufficiently small o > 0, the spectral radius of [I — W(«)] in
(4.3.3) is less than 1.

Theorem 4.3.3 With sufficiently small o > 0,
o1~ W(a)) <1

Proof: For small «, there are eigenvalues around 0 and 1. For those around one, in

this proof, I will make use of the cone defined in (4.3.28) of Lemma 4.3.2 to show they

are inside the unit circle. So, all eigenvalues are in the unit circle. Details follow.
Since I — W («) only has eigenvalue 0 and 1, by the continuity of eigenvalues with

respect to matrix coefficients, exist a; > 0 such that with
a <o (4.3.37)
All eigenvalues are around 0 and 1, i.e.,
{ANeC: Jzst. (I-W(a))z=M}C B(0,0.5) U B(1,0.5) (4.3.38)
To use Lemma 4.3.2, let K =1 and by Lemma 4.3.2, exists as > 0 such that with
0<a<a (4.3.39)
the eigenvalues of W(«) around 0 is in a cone, i.e.,

{AeC: Tz st. W(a)z =z and |\ <05} c Cy (4.3.40)

with € defined in (4.3.28). Looking at I — W (a) instead of W (), (4.3.40) is equiv-

alent to
{AeC: Jzst. (I—W(a))z= A and |\ > 0.5} (43.41)
C{ze€C: Re(z) <1and |Im(2)|/(1 —Re(z)) <1}
By (4.3.38),
{AeC: Jzst. (I-W(a))z =z}
={AeC: Tz st I-W(a))z =Xz and X € B(0,0.5)} (4.3.42)

Uu{reC: Jzst. (I—W(a))z=Azrand X € B(1,0.5)}
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By (4.3.41), the second set in the union in (4.3.42),

{AeC: Jxst. I-—W(a))z=Mxand X\ € B(1,0.5)}

={\eC: Jzst. I-—W(a))x=Arand A € B(1,0.5)} (43.43)
N{z € C : Re(z) <1and |Im(z)|/(1 —Re(2)) < 1}
CB(0,1)
Then both sets in the RHS of (4.3.42) are subsets of B(0,1) which concludes the
proof that

{ANeC: Jzst. (I-—W(a))z=2A}C B(0,1)

given « satisfies (4.3.37) and (4.3.39).
U

So far, the alternative convergence proof of the parallel-in-time gradient-type method

applied to linear-quadratic problem (3.1.1) is finished.

How to choose step size. In this convergence proof, similar to Section 3.5, I
only showed the guaranteed convergence given sufficiently small step size. However,
the proof does not shed light on how one should run an parallel-in-time gradient-
type method based algorithm to guarantee convergence, i.e., how to choose step size,
when to discard recent steps and return to a previous step, etc. I present the following
discussion related to the desired ability of determing, according to quantities observed
in the parallel-in-time gradient-type iteration, a step size that leads to convergence.
However, the discussion does not lead to a way of choosing step size.
The iterates in the iteration (4.3.3), namely,

U+ _ g 79 — g 79 — g

aut) — g+ | =[I-W(a)] |2 —g*| = [I - R(a)H] | @@ — 5+

puty — P — pr pi) — p*
is not directly observable since the optimal solution #*, ", p* is unknown. I rewrite

the iteration into another form where the iterates are explicitly known. Multiply H,
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on both sides of (4.3.3) yields

gU+D-—g* QU)_gf
H, [qU+D) —g*| = [I — HLR(Oé)]Hﬁ ad) — x| . (4.3.44)
p(j-i-l) —p* p(j) —p*

Since both H, and R(«) are symmetric,
I—-H:R(e)] =[I-R()H;]" = [I-W(a)]".

By (4.3.2) and (4.2.12),

y-u p(y, 4, p)
He |a—a*| = |g(y,u,p) (4.3.45)
p - ﬁ* z}(g7 u, p)

where ¢, g, p are defined in (4.2.10) and (4.2.11). Then, the implicit iteration is derived
on the state/adjoint jumps and the gradient-type vector, which are readily observable

after each iteration,

gu+n QU)
g | =1 -W(a)]" |40 ] . (4.3.46)
ﬁU+U ﬁU)

The newly derived (4.3.46) is closely related to (4.3.3). Note that
p(I=W(a)]") = p([I - W(a)])
and by (4.3.45) and H, being non-singular,
gu) g — g

p(j) ]j(j) —p
The iterates in iteration (4.3.46) is observable, however, one can not adjust step

size directly according to the change in norm of the iterates. It is worth noting that

it is proved above that with small «, the spectral radius p(I — W(«)) < 1, however,
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Figure 4.2: Plot of ||[(I — W(a))*||» against k. In the legend, p((I — W(a)) is also
appended.

the 2-norm of the asymmetric iteration matrix ||[I—W/(a/)||5 is often greater than 1 in
the case number of subdomains N > 1. In the some cases, it might requires a large
power k so that

1T = W(a))*]l < 1

Experiment shows that it is not necessary that
min {k € Z" : ||(I—W(a))|. <1}

can be bounded by a function of number of time subdomains.

I demonstrate this by an example problem (A.3.2) with K = 200,p = 0.9,7 = 0.1
and N = 10 time subdomains. Note that below, the notation p refers to p((I —
W («)) rather than the problem parameter above. Step size a = 0.01 approximately
minimizes p((I — W(a)) which leads to p((I — W(a)) = 0.9925. In Figure 4.2,
for three different step sizes, I plot ||[(I — W(a))*|» against k. In the case when
p((I— W (a)) < 1, it requires a big power k so that ||(I — W(a))¥||s < 1.
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Figure 4.3: Ratio [|((50+9)7, (¢5+0)T, (50+0)T) ||/ (59)T, (49)T, (5)T) | against

0)

iteration index j. Step size a = 0.01. Random initial §(©, (@, 5 is used.

It is also natural to check the ratio between norms of consecutive iterates, i.e.,

g(jH) g(a’)
[ gut DI/ g9 | (4.3.47)
ﬁ(j+1) f,(j)

in (4.3.46) in Figure 4.3. In this case with random initial §(, ¢, 5 it takes many
iterations before this ratio is stably below 1.

In conclusion, currently, for linear-quadratic problem, although it is proved that
for sufficiently small o > 0, it is true that p((I— W (a)) < 1, I do not have an efficient
method to determine if a step size a leads to p((I—W (a)) < 1. One possible direction
is to investigate the conjecture that, if the iteration is initialized by a full gradient

sweep, i.e., 2N — 1 steps of a = 0 iteration, then a sufficiently small fixed step size
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a > 0 leads to the monotonic decreasing of the norm of the iterates in (4.3.46) and

also the convergence to the optimal solution.

4.4 Summary

In this chapter, I revealed the connection between the parallel-in-time gradient-type
method and the direct multiple shooting reformulation of the optimization problem.
I showed that the gradient of the multiple shooting formulation Lagrangian contains

three components that are key quantities in the parallel-in-time gradient-type method:
e the state variable jumps at the subdomain boundaries,
e the adjoint variable jumps at the subdomain boundaries,
e and the gradient-type vector in the parallel-in-time gradient-type method.

By this fact, the parallel-in-time gradient-type method is interpreted as applying
rotated and scaled gradient updates to solve the multiple shooting formulation opti-
mality system. For linear-quadratic problems, This optimality system is symmetric
positive indefinite and therefore solving this optimality system is to solve a saddle
point problem. I proved that the gradient-type update results from the parallel-in-
time gradient-type method, with sufficiently small fixed step size, is guaranteed to
converge to the optimal solution, i.e., to solve the saddle point problem. The proof
is using spectral radius argument of another iteration matrix different from the im-
plicitly constructed iteration matrix used in the convergence proof in Section 3.5.
However, although the parallel-in-time gradient-type method is guaranteed to
converge with sufficiently small step sizes, there is not a good way to determine how

small the step size should be.



Chapter 5

Parallel-In-Time Gradient-Type

Method in Nonlinear Problems

In this chapter, I prove the convergence of parallel-in-time gradient-type method ap-
plied to nonlinear optimization problems (as opposed to the linear-quadratic problem
(3.1.1) discussed in previous chapters) with sufficient small step size. In Section 3.5
and Section 4.3, convergence proofs are given for linear-quadratic problems which are
based on arguments using spectral radius of iteration matrices that arise from dif-
ference perspectives. The proofs I will provide in this chapter for general non-linear
problems rely less on linear algebra and the step sizes are not required to be fixed.
The convergence proof was written with the idea in mind that with sufficiently
small step size, the parallel-in-time gradient-type method should behave similarly to
the gradient method since with small step sizes, the gradient-type vector produced
by the parallel algorithm is similar to the true gradient and thus the control update
is similar to that of the gradient method. I point out that the sufficiently small step
size, which guarantees convergence by these following Lemmas and Theorems in this
chapter, is not particularly tight. Proofs are derived in the pursuit of “convergence
with sufficiently small step size” and not much effort is devoted to obtaining a tight

upper bound of the “sufficiently small” step size. If I trace the proofs and find the step

112
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size upper bound, it might be too small for optimal convergence speed in practice.
A convergence theorem and proof that shares the same flavor for a related topic,
distributed asynchronous gradient optimization algorithms, was given in [TBAS6].

Most proofs in this chapter are based on Lemma 5.2.1. I prove Lemma 5.2.1 for
the original parallel-in-time gradient-type method (same partition for forward/back
computation, no subdomain overlapping) written in the pseudo code form in Algo-
rithm 13. However, although not proved in this thesis a similar result is most likely
also true for the generalized method proposed in Section 3.4.

Since in some applications, as in the oil reservoir optimization problem discussed
in Chapter 6, the parallel-in-time gradient-type algorithm will be used in combina-
tion with metric projection in constrained problems where the control variables are
restricted in a closed convex set, in this chapter, majority of the proofs are for the
parallel-in-time gradient-type method combined with metric projection. These are
more general results than convergence theorems for the unconstrained problem, be-
cause the unconstrained problem can be seen as special constrained problem where
control variables are constrained in the whole space.

In the proofs, properties of projection onto closed convex set are extensively used.
In Section 5.1, I state with proofs a few standard results regarding metric projection
and some other useful projection properties, which are less seen in text books but
mostly interesting and intuitive, that will be used in this chapter.

Figure 5.1 illustrates the structure of this chapter by showing the dependence
between theorems. The proofs are organized as follows.

First, Lemma 5.2.1 proves an intuitive error bound between the gradient-type
vector and true gradient with the assumption that all generated control iterates stay
in a predetermined region. Then, with the similar assumption, Theorem 5.2.3 and
Proposition 5.2.7 proved convergence of the parallel method. This assumption is
restrictive and hard to verify. So, Theorem 5.2.5 and Corollary 5.2.6 used strong

convexity to replace the assumption mentioned above, so that a convergence theorem



114

Lemma 5.2.1
Grad.Type Err.

Theorem 5.2.3

Control Update Conv.

Theorem 5.2.5
Bound 1 Control Iterate

Lemma 5.3.1
Iter.Wise Grad.Type Err.

Proposition 5.2.7

Compact Conv.

Corollary 5.2.6

Bound Control Iterates

Theorem 5.3.2
Unconstr.Mono.Obj.

Theorem 5.3.3

Unconstr.Mono.Dist.

Theorem 5.3.5
Constr.Mono.Obj.

Theorem 5.2.8
Conpact D Conv.

Theorem 5.2.9

Convex Conv.

Corollary 5.3.6
Constr.Mono.Obj.

Figure 5.1: Theorem Dependency Structure in Chapter 5
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for convex problem Theorem 5.2.9 is proved. Alternatively, Theorem 5.2.8, rather
than adding the assumption of convexity, assumption that the projection set D is
compact is used.

Another branch starting with Lemma 5.3.1 in Figure 5.1 aims for monotonic con-
vergence results. Lemma 5.3.1 uses a mathematical induction type of proof to show,
with small step sizes, an iteration-wise error bound between the gradient-type vector
and true gradient can be given in contrast to the bound in Lemma 5.2.1 which involves
gradient-type vectors of previous iterations. Based on this lemma, Theorem 5.3.2 and
Theorem 5.3.3 develops proof of monotonic convergence in terms of objective func-
tion value and control error for unconstrained problem. For constrained problem,

Theorem 5.3.5 and Corollary 5.3.6 gave similar but slightly weaker results.

5.1 Metric Projection Properties

In this section, I give some metric projection properties since the parallel-in-time
gradient-type method convergence related proofs are given in the context of its being
combined with metric projection. All lemmas are intuitive, some of which are better
known in the standard texts and the rest of which I did not find proofs elsewhere
and thus I provide proofs here. All vector norms used are 2-norm (or, equivalently,
Frobenius norm) unless otherwise explained .

Given a closed convex set D € R", the metric projection onto D is defined as
follows, for any x € R",

:

Pp(z) = arg min ||z — y||2
yeD

This is well defined for D being closed and convex.
The following standard result Lemma 5.1.1 characterizes metric projection onto a

closed convex set, on which most of the other lemmas rest.

Lemma 5.1.1 If D € R" is a closed convex set and Pp is the metric projection to
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D, dx € R"™, then

Pp(z+6x) =2 = (x —y) 6z >0,y D
Proof: Since Pp(x + éx) = z,

x = argmin ||z’ — (z + dx)]|. (5.1.1)
z'eD

For all s € [0, 1], due to the convexity of D, x + s(y — x) € D, by (5.1.1),

o — (@ + 62)]| < Il + s(y — @) — (@ + ). (5.1.2)
Squaring both sides of (5.1.2) and rearranging terms leads to

T S 2
(@ —y) 0z 2 —|ly - 2|

Since this inequality holds for all s € [0, 1], (x — y)Tdz > 0 is proved. O

The Lemma 5.1.2 states that 1 is a Lipschitz constant for the projection Pp. In the

proofs of this chapter, Lemma 5.1.2 is sometimes used without reference to it.

Lemma 5.1.2 If D € R" is a closed convex set and Pp is the metric projection to
D, then
1Po(z) =Po)ll <llz -yl Ve,yeR"

Proof: The lemma is true when Pp(z) = Pp(y). Below, assume Pp(z) # Pp(y).
Define unit vector h = [Pp(y) — Pp(x)]/||Po(y) — Pp(x)||, then

y—z=1[y—Pol+[Pp(y) — Pp()] + [Pp(z) — ]
The magnitude of y — z is greater than that of its projection onto the direction of h,
ly = || = [IkA" [[y = Po(y)] + [Pp(y) — Pp(@)] + [Pp(z) — ]|
By Lemma 5.1.1, h'[y — Pp(y)] > 0 and h' [Pp(x) — z] > 0, therefore

ly — =]l Z[|hh* [Pp(y) — Pp(x)]|
=[Pp(y) = Po(2)]
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AT+ kv

7+ v

Figure 5.2: Illustration for Lemma 5.1.3, Lemma 5.1.4, and Lemma 5.1.5 on the

relationship between the blue and red lengths and angles.

The following Lemma 5.1.3, Lemma 5.1.4, and Lemma 5.1.5 compare quantities
arising from a pair of related projection, see Figure 5.2 for illustration. Lemma 5.1.3

states that a greater offset leads to a greater offset after projection.

Lemma 5.1.3 If D C R" is a closed convex set and Pp is the metric projection to

D,xeD,veR" and k > 1 then

IPo(z + kv) = zl| = [|Pp(z +v) — |
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Notation | Definition

a Pplx+v) —x

b z+v—Pplr+v)

c z + kv — Pp(x + kv)
d Pp(z + kv) — Pp(x + v)

Table 5.1: Notations for the Proof of Lemma 5.1.3, Lemma 5.1.4, and Lemma 5.1.5

Proof: If £ = 1, the lemma is true. Below, assume k£ > 1. In this and several
following proofs, slightly complex algebraic computation is involved, to simply the
equations I define notations in Table 5.1,

Decompose v and kv,

v=a+b (5.1.3a)

kv=a+c+d (5.1.3b)
Multiply k£ on (5.1.3a) and combine the result with (5.1.3b),
(k—1)a=—-kb+c+d (5.1.4)

By Lemma 5.1.1,
—kb"d >0
cl'd>0

Then, (5.1.4) and the assumption that k£ > 1 leads to

_ —kbTd+c"d+ ||d|)?

T
d
@ k1

>0 (5.1.5)

Hence,
1Pp(x + kv) = |* = [la + d|

= |lall* + 2a"d + |d]]*
> lal* = [Pp(z +v) — ||

which concludes the proof. O]
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The following Lemma 5.1.4 together with the above Lemma 5.1.3 forms a pair of
upper and lower bound of ||Pp(z + kv) — z|| in terms of ||Pp(z + v) — z||.

Lemma 5.1.4 If D C R" is a closed convex set and Pp is the metric projection to

D, xe D, veR" and scalar k > 1 then
E||Pp(x 4+ v) — x| > ||Pp(z + kv) — ||

Proof: If £ =1, the lemma is true. Below, assume k& > 1. Use the set of notations

defined in Table 5.1. To prove this lemma is to show
|\ka|l > |la+ d|| (5.1.6)

Since

kla+b)=a+c+d

by the assumption that k£ > 1,

_ct+d—kb
R -

The inequality (5.1.6) is equivalent to

c+d—kb , c+d—kb 9

- = v e B |

[ e L
which, by rearranging terms, is equivalent to
Ellc||® + K| kb||? + ||c — kb||* + 2kc"d — 2k*bTd > 0 (5.1.7)

By Lemma 5.1.1, ¢? > 0 and b”'d < 0, and thus (5.1.7) holds, and subsequently (5.1.6)

holds, which concludes the proof. U

Lemma 5.1.5 is related to the intuition that the more offset in the update direction

of v, the more the projected update deviates from the direction v.

Lemma 5.1.5 If D C R" is a closed convex set and Pp is the metric projection to

D,zeD,velR"” and k> 1 assume

Pp(x+v) £z (by Lemma 5.1.6, equivalently, Pp(x + kv) # x)
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then
+ (Pp(z + kv) — x) < + (Pp(z+v) — )
[Pz +kv) —z|| = |[Pp(z+v) -z

Proof: Use the set of notations defined in Table 5.1. The assumption Pp(x+v) # z

implies that ||a + b|| # 0 and ||a|| # 0. To prove this lemma is to show

(a+b)T(a+d) - (a+b)Ta

< (5.1.8)
la + d]| ol
which, by rearranging terms, is equivalent to
lal|*(a”d + [|d||* = b"d) + a"b(2a"d + ||d||*) > 0 (5.1.9)

By (5.1.5) in Lemma 5.1.3, a’d > 0. By Lemma 5.1.1, a’b > 0 and b"d < 0. So,
(5.1.9) and (5.1.8) are valid, which concludes the proof. O

Lemma 5.1.6 states that the property of projected update of a point being itself
is a property of the update direction independent of the scaling of the update.

Lemma 5.1.6 If D C R" is a closed convex set and Pp is the metric projection to

D, xeD,veR"” and a > 0 then
Pplx+av) =z < Pple+ pfv) =2,V >0

Proof: If v =0, the lemma is true. Below, assume v # 0. Only need to prove the
implication

Pp(x 4+ av) =2 = Pp(z+ fv) =2,V5 >0

For an arbitrary 5 > 0, there are two cases,

o If 3> «, by Lemma 5.1.4,

|Pp(z+ pv) — x| < §|]73D(:E~I—av) —z||=0 (5.1.10)
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e If § < a, by Lemma 5.1.3,
o+ Bv) — 2]l <I[Poe + 580) ~ a]
=||Pp(z + av) — z| (5.1.11)
=0

In conclusion,

|Pp(x + Bv) — x| =0

Lemma 5.1.7 If D € R" is a closed convex set and Pp is the metric projection to

D, then
[ 4+ 6z — Pp(x + 6z)]"[Pp(x + 6z) —2] >0 Va,6 € R"

Sxl [Pp(x +6x) — 2] >0 Va,6r € R"
and 6xT [Pp(x + dz) — x] = 0 only when

dx=0 or Pplx+dr)—x=0
see Figure 5.5.
Proof: By the definition of metric projection,
Po(Pp(z + dz) + [z + dz — Pp(x + dz)]) = Pp(z + ox)
By Lemma 5.1.1,
(Pp(z + 6z) — 2)T[x + 6z — Pp(x + dz)] > 0

adding (Pp(x + dz) — )T (Pp(x + dz) — ) > 0 onto the inequality above yields the
second result,

(Pp(z + 6x) — x)T6x >0
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Figure 5.3: Illustration Lemma 5.1.7. The blue angle is no larger than /2.

5.2 Convergence in Constrained Problem

In this chapter, I consider the constrained Discrete-Time-Optimal-Control problem,

K
Minimize ZJk(yk, Ug) (5.2.1a)
k=0
subject to Yk+1 = Fk(yk,uk), k= 0, ,K - 1, (521b)
Yo = Ygiven (521C)
ueD (5.2.1d)

where u € R™*% and u;, € R™ k=0, ..., K — 1 denotes the kth component vector of
u representing the control variable for time step k. D C R™*¥ is a closed convex sets.
Frobenius norm is used for the space R™*¥ a direct result of which is the implication

relationship
u € B(u*,R) C R™*¥ = u, € B(u},R) C R™ for k=0,..., K — 1.

with generic v* € R™>*%X and R > 0. The norm used in R™ is also Frobenius norm

(for vectors, it is the same as 2-norm).
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In the context of this chapter, for u,v € R™>*X when they are seen as a whole
variable as opposed to the combination of K length n, vectors, they are treated as
long vectors of length Kn, for common linear algebra operations. Particularly, when
inner product “u’v” is used, it refers to the vector inner product treating v and v as
“fattened” vectors of length Kn,,.

In some occasions, with S € R™ being a non-open set, I use notation C*(S) with
k = 1,2 to refer to function class that has k-th order continuous derivative in the set
S. This is not standard because usually differentiability is defined in an open set. One
understands C*(S) in the sense that functions in C*(S) are defined on an open set
containing S and their k-th order derivatives are continuous in S. The notation C*(S)
is used to describe functions Fj,yi, k = 0,..., K — 1 and is used in Lemma 5.3.4, so
that the following implication can be used. In the case where S is compact, the k-th
derivative of a function in C*(S) is bounded in S by the boundedness of continuous
function (i.e., the norm of the derivative) in a compact set.

Since the states y, ..., yx are determined by controls wug, ...,ux — 1 by the state
equations (5.2.1b), the notation

K
J(u) =Y Te(ye(vo, .., up—1), up)

k=0

is used to represent the reduced control space objective function. In some cases, vJ
or V2] is used without differentiability of Fy, Ji being explicitly assumed in advance.
In these cases, the differentiability is not the central topic. Please assume that the
proper differentiability assumption of Fy, Jy is valid.

The parallel gradient-type method with N time subdomains is combined with
metric projection. See Algorithm 13. The step sizes {a;}32, is arbitrary in the

algorithm but the convergence theorems below enforce restrictions on them.
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Algorithm 13 jth iteration of the parallel-in-time gradient-type method with step

size a; > 0. Describes the tasks executed by processor of rank n € {0,..., N — 1}

1

2:

3:

4.

10:

11:

12:

13:

14:

15:

16:

17:

18:

19:

20:

21:

22:

23:

Input control u%i, u%i TP >u%31+1—1- > initialization of the iteration

if n >0 and 7 =0 then
Input initial yg(_nl)

end if
if n<N—1and j=0 then

Input initial p%_nlll
end if
if n =0 then > solve the state equation forward in time

ygzl—‘,—l = FK"<ygiveH7 u(f‘gzl)

else
. - .
U 1 = Fre, (i V)
end if

fork=K,+1,...,K,;1 —1do

yl = Fuly? u)

end for
if n=N — 1 then > solve the adjoint equation backward in time
G @
p(j) _ 8JK"+1(yK_n+1’uKn+1)
else
o @ e
p(j) _ aJKnH(yKnﬂ’uKnﬂ) + (aFK”+1(yKn+1’uKn+1))T (3-1)
Kni1—1 = ' ' Kn
end if
for k=K,,1,—1,...,K,+1do
p = 2wl aFk(y,if?,u,(j)))T (3)
k—1 6’!,/]2:]) 8y,(j) k
end for

(continued on next page)




125

24: for k=K,,...,K,;1 —1do > update control
(G+1) _ () o w) | oR i\ ()
20wl =Pplug’ - j[ PO o) P )
k k
26: end for
27: if n > 0 then > communication between processors

28: send p% to rank n — 1

29: receive y% from rank n — 1
30: end if

31: if n < N — 1 then

32: send y%ﬂ to rank n + 1
33: receive p%iﬂ from rank n + 1
34: end if

5.2.1 Gradient-Type Vector Error Bound

Since the parallel-in-time gradient-type method breaks up the whole time domain into
several subdomains, the convergence analysis of the method involves state equation
corresponding to individual time steps instead of treating all state equations of all
time steps as a whole. To build the convergence theorems upon the state equations
properties, I introduce the notion of control set and state set to use frequently in this
chapter, U C R™*X and Y (U) C R™*K. Use notation U, C R™ k=0,...,K —1 to

denote the sets of control variables corresponding to time step k.
Ud:ero X U1 X e X UK,1

Usually, it is assumed U is convex and equivalently each of Up, k = 0,..., K — 1, is

convex. Given U, define for k =1, ..., K, convex hull Y;(U) C R,
Yk(U) (g COHV({yk’yO = ygivemlerl = E(yla ul)aul € Ulal = 07 EERE) k— 1}) (522&)

and

Y (U) = Yi(U) x Ya(U) x ... x Y(U), (5.2.2h)
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i.e., Y, (U) contains all states at time step k possibly generated by controls in U and
convex combination of them. Expression “u € U” is used to represent that “u; € Uy,
for k =0,..., K—1". The convexity assumed above guarantees the Lipschitz continuity
assumptions made on these sets are well defined.

Use {«;} to denote the step size used in the parallel-in-time gradient-type method,
where iteration ¢ uses step size a;. Notation V.Jj is the gradient of J; and V F}, is the
Jacobian of F}, with respect to the combined argument [yl ul]T.

The following Lemma 5.2.1 is simple in spirit and tedious (but still straightfor-

ward) in proof.
Lemma 5.2.1 If there exists U such that
o VJi and VFy is Lipschitz and bounded for uy € Uy and yy, € Yi,(U) for all k

Then, when the projected parallel-in-time gradient-type method with step size {a;},
Algorithm 13, is applied to problem (5.2.1), exist Qg > 0 and constants

Gy, My, My > 0 such that, for any 0 < & < Qg if for a certain i > 4(N — 1)
e 0<q;<aforali—2(N—-1)<j<i
o v e, forall0<k<K—1, foralli—4(N—1)<j<i

then, the gradient-type vector is bounded, i.e.,

g9 < Gy fori—2(N —1) <j<i

and
2(N-1)
90 = g9 < My 3 [Jul=7D )|
=1
;(N_l) (5.2.3)
<aMy Y |lg"7| < aMy
j=1

where the parallel-in-time gradient-type vector in optimization iteration i, ¢, at time

step k is o
(i) aer Oi(yy ) up))
k - .

OF, y(i)’u(i) .
( k k )>Tp’(€)'

+ ( :
8u,(;) au,(;)
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See Algorithm 13 for other notations.
Note that,

e Step size upper bound Gyl s is named so because this upper bound is used to
establish an inequality describing the relative relationship between the difference

from ¢ to V.J(u®) and consecutive g1 ¢(i=2) _ g(i=2(N-1)),

e Showed in the proof, given a problem, the value of &4 only depends on U.

Proof: For the N =1 case, the Lemma 5.2.1 is trivially true since for all 7,

In the following proof, assume N > 1. Table 5.2 at the end of the proof summarizes
the proof steps below, which may serve as an atlas to the detailed proof.
Since

w) € Up k=0, K =1, =i—4(N =1),....i,

we have

y €YilU). k=1, K j=i—3(N-1),..i

The boundedness and Lipschitz continuity below is in the context where
u,(j) € Uk,yl(/j) € Y, (U) for all proper k ,j =1i—3(N —1),...,1. (5.2.4)

By the assumed boundedness, I first show the computed p,(j ), j>1—2(N-1), for
all 0 < k < K — 1, is bounded. Note that the “p,gj)”s computed by Algorithm 13 are
not the actual adjoint variables but adjoint-type vectors resulted from the formula in
Algorithm 13 using a similar formula as the computation of adjoint variables.

By the boundedness of VJi, let By be a constant such that |V Ji||2 < By, for
all time step k. For simplicity, I do not assign separate constants to the upper bounds

of VJ; with respect to y and u respectively.
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Using VF}; to denote the Jacobian of Fj, let Bypr be a constant such that
|V Filla < Byr for all time step k. Note that Byp is also an upper bound of VFj,
with respect to y and u respectively.

For j > ¢ — 2(N — 1), time subdomain n € {0,..., N — 2}, and time step index

ke {Kp,.., K,y — 1}, by the following telescopic back substitution,

) ) aFk+1(yk+1> ul(c—&)-l)

; aJk"rl(y[E;j)l?uk;l
Ipd| = || U Ry Yol
aykJrl 8yk+1

< Byy + Byr|pili|l < By + Byr(Byy + Byrllpils])
Kni1—k—1

Kni1—k
<( Y Byp)Bvs+Ber FIpi ]
s=0

K—2—k (5.2.5)
Z BYp)Bys + BER FIp =)

N
w

—k K—-1-k

< (S Biy)Bos+ BS; " Bo, = ( > Byr)Bus
s=0 s=0
K-1

<()_ B%r)Bv,.

0

s

When n = N — 1 and k € {K,,..., K,+1 — 1}, this bound also holds. So, p,(gj) is
bounded for i > ¢ —2(NN —1). It is required that j > i —2(/N — 1) because N parallel-
in-time gradient-type method iterations finish a backward sweep starting from time
step K, the end of the whole time window. For j > i — 2(N — 1), the p,(cj) only
depends on u,yW | =j —3(N —1),...,j by (5.2.5). Since u) € U, y® € Y(U),l =
j— (N —1),....j, the boundedness and Lipschitz continuity hold in (5.2.5) by (5.2.4).
Then, by (5.2.5), for j > i —2(N — 1) and all £,
3Jk(yk ,u,(j)) N (3F k(uy ’ul(c)>>T 0|

K
u,C 6uk
. (5.2.6)
< By, + Byr((Y>_ Byp)Byi] = Z Byp)By,.
s=0

def

Define B, = (2% B¢.) By, and thus

199N < Byj>i—2(N —1),k=0,... K — 1
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which leads to the boundedness (g € R™*K) with Gy = VK B,,

N

||gk N2 < VKB, =Gp,j>i—2(N—-1)
0

Hg(J) ||Fr0benius -

T

Assume {«;} has an upper bound &. This leads to a bound on the difference of

controls generated by several consecutive iterations, i.e., for 1 < j < 2(N — 1),
[u® — I = ful = (D + > i gt )

J J
o o (5.2.7)
<D aillg I <ad gt
s=1 s=1

< ajB, < aBy(2N —2).
Note that this holds trivially for j = 0.
Let Ly be a Lipschitz coefficients for all Jacobians of Fy, k=0, ..., K — 1. Then,

by the assumed Lipschitz continuity of the Jacobians, for any k, for generic y, v, and

0, of proper dimensions,

1Fi(y,w) = Fi(y, u+ 6u)|| (5.2.8a)
—H/ OFi y’8u+55 )5.s| (5.2.8b)
=|| / 20 a( (aF’“(y’(;;Jr ) _ aFk(;z’u))}éuds|| (5.2.8¢)
S [ A CEEY)
< [ P o] s (5.2:8¢)
<) 2B s+ s (5:251)

Lipschitz continuity with respect to the second argument of Fj on a convex set con-
taining the line segment between u and u + 4, is used from (5.2.8d) to (5.2.8e).
Use g,Ef), k =0,..., K, to denote the true solution of the state equations (5.2.1b)
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(5.2.1c), given control Uo ,ug), ...,ug?_l, ie.

i = F@ ), k=0, K -1,

.7](()1) = Ygiven-

For 0 < j < 2(N — 1), at the first time step of state equations,
155 = 5 =1 FoGagvens 15”) = Fo(ygiven, u§ )|
aF(ygIVCrMuO )

Lyr, i
Sl | et el (R
o w 0 L (5.2.9a)
Yoiven, U VF i i—j i i—j
=(I=—"2 5+ =5 llug” = ug ™ Dl — ug ™|
u
aLyrBy(2N —2) . i
<(Bvr + 92 )||ué)—ug ])”-
For k € {1,2,...,K - 1} \ {Kl,KQ, ...,KNfl},
195 =y =1Fe @ ) — By, )|
< Fe(@ uly = B ul )|
+HFk<yk,u; ) = By uf )| (5.2.9b)
<(Byr + vE 92( ))HU;)—Ui ])H
LVF 1
+ (Bor + =3 = w7 — w7

Similarly, but at the time subdomain boundaries, for k € {K;, Ko, ..., Ky_1},

~(7 7—1 7 7 1 1—7
195, = o =1Fe@ ) = By 0 ul )

< F(@ ™ uly = F(@d a0

1—1 1—1 1—7—1 1—1q
+ 1 F @Y “)—Fk@,if L) (5.2.9¢)
aLVFB (2N )
<(Bvr + g2 )” _Uk )”
1 1 1—71—1
<Bw+—uy — I Y =

Note that in (5.2.9a)(5.2.9b)(5.2.9¢), w as a part of coefficient of Hu,(;) —

u,c || in the equalities RHS, can be made arbitrarily small by choosing @, e.g., for
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sufficiently small &

Byr +

aLypB,(2N —2)
< B 1.
5 < byr +

By (5.2.92)(5.2.9b)(5.2.9¢) and at most K — 1 back substitutions, one can see that
177 — 47| is bounded by [[u® — u(i=9|| scaled by a constant scalar. Additionally,
using the fact that, for any 0 < j < 2(N — 1),

J 2(N-1)
”u(i) _ u(z‘—j)” < Z Hu(z’—k+1) _ u(z‘—k)H < Z Hu(i—kz—H) _ u(i—kz)H (5‘2‘10)
k=1 k=1

exists M, > 0, such that, with sufficiently small & > 0, for 0 <j < N —1,

2(N-1)
15 — gD < M, |Ju® — w9 < M, Z w0 — =9 (5.2.11)

j=1

Note that the reason why 0 < j < N — 1 instead of 0 < j < 2(N — 1) is for the
back substitutions of (5.2.9a)(5.2.9b)(5.2.9¢) involve N — 1 previous iterations, i.e.
i—j—1,i—3j—2,..,i—j—(N—1). Let p¥) be the adjoint vairable corresponding

to u® and 7@, i.e.

5O 2l i)
K-1 8;}&?
, NOINO NONNO) ,
~(3) _ OJk(Gy ) OFy (gy, yuy )\T ~(7) .
pk*l - lj(z) : Ij(l) k ) pk y k == K — ]_, ceny 1
ayk 8yk

By the same logic as (5.2.9), with the condition (5.2.11), exists M, > 0, such that,
with sufficiently small & > 0,

2(N-1)
199 =pPl < @by 3 a0 —ut ), (5:212)
j=1

i.e. a bound on the adjoint variables for the single iteration i. Given Jy, ..., Jx and
Fy, ..., Fx_1 in (5.2.1), the upper bound of the sufficiently small step size required in
(5.2.11) and (5.2.12) is determined by U, Y (U) and ultimately only by U. Denote this

upper bound by Qnelgs. Below, I require

a < Qhel.gs (5.2.13)
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Finally, for ¢ > 2(N — 1), build the bound of ||V.J(u®) — (i)H Since

Vu(i)J(u(z)) (yk za)uk ) 4 ( (yk ) ))T~](€)
r auk auk

and

(i) _ DT (ys' >U§g)) OF(y ui) o i
9k + ( (@) ) Py’
8uk Ou,,
the difference in time step k is

o , () (0) (i
Voo Jw®) — g = [8‘]’“(9’9 ) _ 0Nl g >} (5.2.14a)
u k () ()
k Ouy, ou,,
OF i ) 1oy
+ OB ) e (5.214b)
6uk
5Fk(yk ) (l)) T 8Fk(yl(:)aui(j)> T7,.(9)
8uk Ou,,

Now, bound each of the three terms in the RHS (5.2.14). By the Lipschitz continuity,
let Ly be a Lipschitz coefficient of V.J, for all k.

The RHS of (5.2.14a), by (5.2.11),
015, wy) M(yk ,uk )

[ o I < Lesllg” = o
ouy, A k
A(N-1) (5.2.15)
< Ly;M, Z Hu(i—jﬂ) —u(i‘j)H.
j=1

The term in (5 2. 14b), by (5.2.12),

(5 = p)|| < Byrllpy — pi||
Guk

- (5.2.16)
< ByrM, Z Hu(wH) _ u(w)n_
=1
Lastly, the term in (5.2.14c), by (5.2.5) and (5.2.11),

(@) (@) @ ,
H[(aFk(?/k ) ))T_ (aFk(yk » Y ))T} (Z)H

auk 8u,(f)
<Lyrlgy” = v 1pl (5.2.17)
K—

SLVFM Z BVJ Z Hul ]Jrl Z ])H
=0 j=1
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By inserting (5.2.15)(5.2.16), and (5.2.17) into (5.2.14), there exist M{, > 0 such that,

2(N-1)
Hvul(:)j(u(i)) gl < My YT (Y — D for 0 < k<K -1 (5.2.18)
j=1

Then, exist a scalar My for the inequality corresponding to the whole time domain,

2(N—1)

-1
IVT(@®) — g9 < My Y a7 — w79, (5.2.19)
j=1

This is the first inequality in (5.2.3).

By projected parallel-in-time gradient-type method,
LUt — PD(U(j) _ ajg(j)) Vj > 0.
Then the control update is bounded, for all j > 0,

w9+ — O || = || Pp(ul) — Oéjg(j)) —u9)|

— [P ~ asg) = Po ()]

| | | (5.2.20)
< H(u(ﬂ) _ @jgu)) _ u(])”
= ajllgV||
This yields the second inequality in (5.2.3),
2(N-1) 2(N-1)
My Y ol —uC ) <aMy Y 9" (5.2.21)
j=1 j=1

By (5.2.6), ||| is bounded for j = 1,...,2(N — 1), then exists My such that

2(N-1)
aMy Y g" | < ally (5.2.22)

j=1
which is the third inequality in (5.2.3). Note that these conclusions are made under

the assumption @ < Gyl gs in (5.2.13).
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j>i—4(N —1) u e U,
j>i—3(N—1) y9 € Vi (U)
j>i—2N-1) ! < (25 Byr)Buy

|u® — w9 < aB,(2N — 2)
j=i—(N-1) 159 =y < @My, 3330 19|
j=i 19 —pO < aM, 33 Qllg‘“”ll

VT (®) — g@|| < aMy 33N [gt=)]).

Table 5.2: Summary of Lemma 5.2.1 Proof. See the proof for the notations.

Consider a special scenario where step size a = 0. In this case, 2N — 1 parallel-in-
time gradient-type iterations with the same control (as a result of 2(N — 1) steps of
step size a = 0 parallel-in-time gradient-type iteration) are virtually a pair of a full
forward and a full backward computation. Starting from any iteration ¢, if 2(N — 1)
step size 0 iterations are executed, any further step size 0 iteration will not change

any state/adjoint variables in the algorithm, i.e.,

(i+(2N-1)) _  (i+(2N—1)+k)

p and y (i+(2N-1)) _ y(i+(2N71)+k) ,Vk >0

=D

So, practically, by performing a full forward/backward sweep, using 2(N — 1)
steps of step size 0 parallel-in-time gradient-type iterations, one achieves the same
state/adjoint variables values as arbitrarily many (more than 2(N — 1)) step size 0
iterations will have. By this observation, I introduce the Corollary 5.2.2 on the effect

of full gradient step on the parallel algorithm.
Corollary 5.2.2 [f there exists U such that
o VJ, and VFy is Lipschitz and bounded for uy € Uy and yx, € Y3, (U) for all k

o exists i* such that u") € U and step sizes o, Qi i1y ooy Qe pa(N—1) = 0

( “full gradient step”)
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Then, when the projected parallel-in-time gradient-type method with step size {c;},
Algorithm 13, is applied to problem (5.2.1), exist Qe g5 > 0 and constants My, My >0

such that, for any 0 < & < Qpepgs of
o for a certaini > i*+2(N—1), 0 < a; <& for all max(i —2(N —1),i*) < j <i

o uY) € U, for all max(i —4(N —1),3*) < j <i

then
2(N—1) 2(N—1)
IVI(u?) = g@| < My D (ol —ubD| <aMy Y |lg" | < aMy
j=1 j=1

Corollary 5.2.2 says if a full gradient step is executed, to check the assumptions in
Lemma 5.2.1 of control being in a predetermined set, one does not need to examine

steps before a full gradient step.

5.2.2 Convergence of the Control Update

Lemma 5.2.1 gives a bound of the difference between the gradient-type vector and the
true gradient based on which the similarity of behavior of the parallel algorithm and
the serial classic gradient method can be utilized to prove the following convergence

theorem.

Theorem 5.2.3 In problem problem (5.2.1), if there exists U such that
o VJi and VFy is Lipschitz and bounded for uy € Uy and yy, € Yi,(U) for all k
o J(u) is bounded from below

When the projected parallel-in-time gradient-type method with step size {a;}, Algo-
rithm 13, is applied to problem (5.2.1), exists Qcony.p. > 0 such that, if for a certain

iteration index 1,
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e the step sizes satisfies

0 <oy < Qeonpp. fori—2(N—1)<j<i

0 <aj S dconv.p. fO’I"j Z {

° ug)GUk,forallO§kSK—l,fOTjZi—4(N_1)

then
lim ||Pp(u? —a;VJ(uD)) —u?| =0 (5.2.23)

j—+oo

If in addition, there exists 0 < « < Qeonp.p. Such that

conv.p.

e the step size is bounded away from zero

Q < a; < Qeonvp.  forjg > (5.2.24)

=conuv.p.

then
lim ||Pp(u? — VJ(uW)) —u?| =0 (5.2.25)

J—+o00

Proof:

In the first part of the proof, I show

lim [Ju¥t) — 4@ =0 (5.2.26)
J—00

For j > i, the parallel-in-time gradient-type method iteration is defined as
w9t = Pp(u) — a,;gV) (5.2.27)
By (5.2.27), the convexity of D, and Lemma 5.1.7,

() — ;g9 — wUT)T (G — 4 0)) > (5.2.28)
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which is rearranged, by the fact that a; > a.qyy, >0, to

— gD (U — @) > iHu(jH) Ol (5.2.29)
;

Using Taylor expansion and Lipschitz constant L of V.J due to the assumption that
VJi, VFy are Lipschitz and bounded for all proper k,

J(wYtD) — J(ul)
A , . L . .
<VJ(uNT (Ut — u(])) + EHU(J'H) _ u(J)H2
) ; . A . . ) L . )
:g(J)T(u(J‘H) —u)) + [V J (W) — g7 (uU+) — ) 4 §||u(y+1) —u)|?
Pick 1 > 0 whose value will be determined later in this proof and use (5.2.29),
j(u(j)) _ j(u(j+1))

> — gU hE (u U+ _ o, ])) [VJ( ) g(j)]T(u(jH) —uW)) — gHU(HD — u(j)H2

> 2 Ly 02 — ) — g0 Jut ) — o)
O[j 2
1 L . ) A ) ) )
>(—— = 2 )l WO D a7~ 7 ) — g0 ) — )
conv.p.
(5.2.30)
Sum up the above inequality (5.2.30) from j =i to j =m
F) = J0) 3 E ) S ) a0
o aconv.p. 2 j=i
+ 3 [uu Y =) — [V (WD) = gD[ [ — ]
=i
(5.2.31)

By the assumptions that J (u) is bounded below for u € U and w9 e U for j > 1,

with a fixed 4, exists B, such that

J?) = Ju™V)y < B; W¥m > (5.2.32)
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To show (5.2.26), I bound the second summation in (5.2.31) from below as follows.

m

Z MHU(J+1 uD|]2 = VI (D) = gD |[]|ul*D) — u(a’)M

_/“LZ [ (G+1) _ (J’)H2 _ Z ij<u(j)) _ g(j)||Hu(j+1) _ u(j)H
j=t

. ) 1 g
ZMZ [ub* D — a2 = =3 VT @) = g+ ub ) — O]
j=t

Jj=t
I~ A 1 L A
—(y — = G+ _ 02 _ = @y — 402
== 5) D) —uO P = 2 3TV w) — g0
J=1 J=1

In (5.2.33), the control update term is rearranged below into an average form so that

(5.2.33)

the bound in Lemma 5.2.1 that involves terms in multiple iterations can be used and

ultimately provides a lower bound,

T — |7 = FYZVEEETE (G+1-k) _ , (i—FK)| 2

Jj= 2+2

where the term C only involves fractions of the first several terms in the series in the

LHS of (5.2.34), namely,

PR | 1 -
CEDY Julit — 0|2 — AN 1) Z Z |ulH=R) — ,0=R)|2
=i

=i+2(N—-1) k=1
CaN ” (5.2.35)
1

(N—-1)-2
=— 2N — 1) — 1 — ][ — @2 > 0
A L AN )1 -

The term C'is positive, but its being positive is not a essential part of the proof though
it is used in (5.2.36) for simplicity. What is important is that C' is independent from
the iteration index m. By Cauchy-Schwarz inequality, (5.2.35), and (5.2.34),

m _ ‘ 1 ‘
G+1 ()12 - (J+1-k) (J—k) 12
>~ 2 gy > §j [u =0 — w0

j=i+2(N-1) k=1

1 m : ,
>_ - E E { (+1=k) _ ,,(G—=F)|\2

j=i+2(N—1

(5.2.36)
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Let Quelgs. and My be given by Lemma 5.2.1. In the case when

aconv.p. < O_érel.gs.a (5237)

By (5.2.36) and Lemma 5.2.1,

m ' 4 1 m 1 X 4 |
U — D2 > s — Gy — 402
; R A(N — 1) 2. A IV @) = g7 (5.2.38)

j=it2(N-1) U

Insert (5.2.38) into (5.2.33) and use My in Lemma 5.2.1,

Z[uHu”l D)2 = VI (WD) = gD|[||ubtD) — u@|]
Jj=i
2 plwere X VI o - 5 LIV
T 2N =1 MU
j=i+2(N—1)
w— 1 1 m 1 z+2(N7 )—1
_ 2 _Z FuDy — g2 — = F(uDy — g2
<4(N—1)2M5 2 Z IVI (™) = g™ = 3 Z IV J(u?) — g%
J=i+2(N-1) Jj=i
1 m
v 122 3 J ! - ! - conv. M
_<4(N—1)2M5 2>' Z IVJ(u') — gV 5 Q o.My
j=i+2(N-1)
(5.2.39)
For any
4(N —1)2ME +1
pz ( )2 = (5.2.40)
by (5.2.39),
. ; G 2N —-1)—1_ _
D [ullu Y — w2 — |V I (@) = gDt — u)] > NGt 5 ) Qconv.p. Mus
Jj=t
(5.2.41)

Using (5.2.31), (5.2.32), and (5.2.41), when p satisfies (5.2.40),

1 2N —1)—1 _

5 Qconv.p. My (5.2.42)

(=

Qconv.p.

— )Y ) = ) < By
Jj=t

If the step size upper bound deony.p. meets the requirement below,

1
Qeonv.p, < 77—, (5.2.43)
P %‘f‘#
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(5.2.42) leads to

m ' ‘ BA + 2(N_1)_1d N M
Z HU(JJrl) _ u(j)”? < J i D) £co v.p.i1U
J=i Qconv.p. - 2 - /1/

The process of m — 400 implies (5.2.26). This concludes the first part of the proof.
The rest of the proof is simple. (5.2.26) is rewritten into

lim ||Pp(u?) — a;g¥) —u || =0 (5.2.44)
j—o0
By (5.2.26) again and Lemma 5.2.1,

lim ||[VJ(uP) - gW|| =0 (5.2.45)

j—+o0
By triangle inequality and Lemma 5.1.2,
0 <||Pp(u) — ajvj(j)) —uV|
§||73D(u(j) _ ajg(j)) _ u(j)H

+[Pp(u") = a;g9) — uD] — [Pp(ul?) — ajVj(j)) —u]| : )
5.2.46
< Pp(u) — a;gW) — uWD|| 4+ ||Pp(u? — a;99)) — Pp(u) — a; VID))|

<||Pp(ut — ajg(j)) — || + ||[u(j) _ ajg(j)] _ [u(j) _ OZjVj(j)]H
<[[Po(u? = ajg") = uM || + Geonp [V (u) — gV

Then, use (5.2.44) and (5.2.45),

lim ||Pp(u") — a;VJ(uP)) — | =0 (5.2.47)

j—4oo
This is (5.2.23).
If, in addition, (5.2.24) holds, for all j > 1,

e In the case « < 1, by Lemma 5.1.3 and Lemma 5.1.4,

=conv.p.

[Po( — ;97 (u)) = |

A

ZHPD(UU) —« Vj(u(j))) — u(j)”

“conv.p.
1 : _— , (5.2.48)
:Qconv.p.—”PD(U(]) — gconv.p.VJ(u(j))) _ u(]) ||

Eeonv.p.

>q |Pp(u) — VI (1)) —u||

—=conv.p.
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e In the case « > 1, by Lemma 5.1.3,

Leonv.p.
[Po(® = a;VJ () =P
>[[Po (D — g, VI () — u| (5.2.49)
>||Pp(u) — Vj(u(j))) —u|
Combine (5.2.48) and (5.2.49),

|Pp(u? =V J (1) —u? || < max(1,

)||73D(u(j)—ajVj(u(j)))—u(j)H (5.2.50)

=conv.p.

By (5.2.47) and (5.2.50),

lim ||Pp(u?) — VJ(uW)) —u?| =0 (5.2.51)

J—+o00

This is (5.2.25).

5.2.3 Bound Iterate Around Optimal Control

In Theorems and lemmas in Section 5.3.1 and Section 5.2.2, it is assumed that control
stays in a control set U so that various boundedness and Lipschitz continuity holds.
Next, I show that when the reduced control space objective function .J(u) is convex
in a region around the optimal solution, there is an upper bound of step size that
guarantees the newly generated controls stays in this region given the previous control
iterates are in this region so that the assumption of controls in U can be dropped. To
do this, I will use the following Lemma 5.2.4 which holds by triangle inequality on a
sphere.

Lemma 5.2.4 Given three vectors vi,ve,v3 in an inner product space, let 0;;,1 <
1 < j <3, be the angle between v; and v; induced by the inner product. If 012,023 > 0
and 01 + by3 < /2, then

|012 — O3] < 013 < 015 + Oo3
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Given control u € R™*X and R > 0, since the R™*¥ space is equipped with
Frobenius norm and R™ is equipped with 2-norm,

Cartesian product of K terms
7\

g ™~

B(u, R) C B(ug, R) x B(uy, R) X -+ x B(ug_1, R).
Define set
Y(u,R) Y (B(ug, R) x B(uy, R) x -+ x B(ug_1,R)) (5.2.52)

with the RHS defined in (5.2.2). If F, € C(Yi(u, R) x B(uy, R)) for all k, then
Yi(u, R) is compact for all k and thus Y (u, R) as the Cartesian product (5.2.2b) is

compact.

Theorem 5.2.5 Let u* be a local minimum of the constrained problem, if

® eTists Tpmin, Omas, B > 0 such that, for u € B(u*, R),

Omind =< VQj(u) < Omazl -

o Ji, ), € C*(Yi(u*, R) x B(u}, R)) for all time k
( Yi(u*, R) defined in (5.2.52). Differentiability in a non-open set, refer to

explanation on Page 123 )

When the projected parallel-in-time gradient-type method with step size {c;}, Algo-
rithm 13, is applied to problem (5.2.1), exists &, > 0 such that, for a certain
i>4(N —1), if

o 0 < <ayy foralli—2(N—-1)<j<i
o ul) € B(u*,R)N D foralli—4(N —1) < j <i

then,
™ € B(u*,R)N D

Before the proof, note that,
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e Two sets B(u*, R) C R™*% and B(u}, R) C R™ are in different spaces and
u € B(u*,R) = u € B(uj, R) for k=0,..., K — 1.

This implication relationship ensures the validity of the recursive argument that

yields Corollary 5.2.6.

® (1, is named so because it is a threshold related to bounding iterates u® in a

bounded set.

e similar to Lemma 5.2.1, the conditions on the history of past iterations can be

conveniently satisfied by using several a = 0 steps.
Proof: At the beginning of the proof, I state an implication of the assumptions,

e To use Lemma 5.2.1, let

def 5

Uk = B(u}z, R)

and U = Uy x...xUg_1. Then, for all k, Uy, x Y, (U) C Yi(u*, R) x B(u}, R). By

the assumption of Ji, Fi, € C*(Yi(u*, R) x B(u}, R)), the second order deriva-

tives of Ji, F, is bounded in Yy (u*, R) x B(uj, R) and therefore also bounded
in Uy, X Y, (U), which implies Jacobian V F}, and gradient VJ; are Lipschitz and
bounded for uy € Uy and yi, € Yy (U). Then, assumptions in Lemma 5.2.1 hold.

Let constants celgs, G, My be given by Lemma 5.2.1, if
Qb S O_érel.gs- (5253)

then,
IVJ (@) = g@ < aup My (5.2.54)

This proof has two parts. Pick any 0 < r < R.
e In the first part, I prove if

u € (B(u*,R)\ B(u*,7))N D
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then ||u™V —u*|| < ||u® — u*|| and thus
) € B(u*,R)N D
See Figure 5.4.
e In the second part, I prove if
u € B(u*,r)N D

then
™ e B(u*, R)N D
See Figure 5.5.
Combination of these two parts yields the claim of this theorem.
First part of the proof. I will show if u¥ € (B(u*, R) \ B(u*,7)) N D, then
|+ —u*|| < ||u® —u*|| with small step size. I first show that the negative gradient

direction, —-Vv.J (u®), form an acute angle with the direction, u* —u®®, to the optimal

control u*,

A

(" —u)T[=VJ(u?)]
=(u" — u(i))T[—Vj(u*) / VQj(u* + s(u @ — *))(u( u*)ds]

(" — uYT [V ()] + (" — /v? u* + s(u® —u))(® - u)ds]
(5.2.55)

Since u* is a stationary point of the standard gradient projection iteration, i.e.,
Pp(u* — VJ(u*)) = u,
by Lemma 5.1.1, the first term in RHS of (5.2.55), (u* — u®)T[-V.J(u*)] > 0. Then,
(u* — uNT[=VJ(uD)] > (u* — ul / V2 (u 4 s(u? — u*))(u® — u*)ds]

Z o-minHU' —Uu Z)HQ

(5.2.56)
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Now, construct an upper bound of ||V.J(u®)]|| using ||u* — u®||. Upper bound of the
Hessian singular values lead to Lipschitz continuity,

] 1 2 T(n* z)_

O-m ax

1 t . . ,
> ry/'VﬂJru*+~ﬂu“>—zﬁ)xu@>—zf>dﬂ\ (5.2.57)

Umax

IVJ(u) = VI ()]

Umax

By the assumption that v € B(u*, R) \ B(u*,7),
Jut = u > 7 = e [V I (w)] (5.2.59)
VJ(u

For any t € [0, 1], by (5.2.57) and (5.2.58),

lu* — ul H—tHU —uVf + (1= t)[Ju” — |
s, 5 r(1—t) - (5.2.59)
> HVJ(U)—VJ(U())HJFA—*HVJ(U )
Omax ”VJ(U )H
Equate two coefficients —— and ”g} i)l\ by choosing t = 0ax /(M + Oumax)s
* i 1 T % 7(..(i T(. %
" ) > (19 ) — VIO + [V ()]
— Omax
T (5.2.60)
> IV ()]
[ZTCSTRA,
Combine (5.2.60) and (5.2.56),
(0 — O [T J ()] > i u” — O
oo | . (5.2.61)
- Omn @Ol (i
> e~ = )
Note that in the case where |[VJ(u*)| = 0, as in the unconstrained case,

amm/(mﬁu*)H + Omax) in (5.2.61) reduces to the reciprocal of an upper bound of
Hessian condition number in (B(u*, R) \ B(u*,r)) N D. Define

IIVJ( )l
~ def _l_ max
K =

Umln



Let 0, be the angle between u* — u® and —V.J(u®),

1

cos(f,) >
R
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(5.2.62)

For all u € (B(u*, R) \ B(u*,7)) N D, ||[VJ(u)| > 0, otherwise u is the unique

solution of the optimization problem with a convex objective function with a convex

constraint. Since ||V.J(u)|| is continuous and B(u*, R) \ B(u*,r) is compact, there

exist l||vj|| such that
IVJ(W)]| > gy, Vu€ (B, R)\ B(u,r)) N D

By (5.2.54), when

z
G, < dvdl
20y’
then
. ! Lo
J @y _ @) < ay M < HVJHM — HVJH
9.7 = g9 < G Mr < N = I
The following holds,
i 50 (i 50 (i i v _ byvi
lg® 1 = VI @)] = VT () = g9 = gy = 454 = 0

Again, by (5.2.54),
19 = VI (uD)|| < @y My

Taking the square of (5.2.66) leads to

2(VJ (), g7) 2 VI @)? + gW)* — agy, M

Let 6, be the angle between V.J(u®) and ¢®. By (5.2.67)(5.2.63)(5.2.65),

(VJ(u),9)

97 [lg0]

_ 9T @2+ lg9)2 — a2y, i1
2|V 7 ()] [lg]

cos(by) =

VI P+ g9 a2, 6
AV TS 29 F s
MQ

IvJ|

(5.2.63)

(5.2.64)

(5.2.65)

(5.2.66)

(5.2.67)

(5.2.68)
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Note that 6, is also the angle between —Vj(u(i)) and —g¥. Let 6, be the angle

between u* — u® and —g®. Since

lim cos(04(ayp.)) =1 and  lim sin(fy(@up.)) =0,
Qy.b.—0 Qy.b.—0

exists Qangle > 0, such that for
0 < ayp < Qangle, (5269)

by Lemma 5.2.4,

cos(8,) > cos(B, + 04) = cos(8,,) cos(y) — sin(8,,) sin(fy)

1 1 ! (5.2.70)
> Ecos(ﬁd) —/1- ?sin(é’d) 2 5

Using this inequality, a relation on the distance to optimal control change of a parallel-
in-time gradient-type method iteration before projection is derived,
[u® = w2 = [ (" — ag®) —u*|?
= —afllg?|® + 2a;(u® — u)"g"
2(u — u*)T g

=il g™ [1%( : — )
19|12
:Oé'|‘g(i)||2(2||u(l) —u*| (u(z) _ u*)Tg(’) ) (5.2.71)
lg@l u® —w([fg@|]

i 2”“@ — u*|
:Oéng( )HQ(W cos(fy,) — a;)
> lla®]12 r A
>ailg (s - )

Recall that the constant Gy above is an upper bound of ||g?|| given by Lemma 5.2.1.
Inequality (5.2.71) implies that when

r

Qup, < (5.2.72)

GU/{',

the relation ||(u® — ag®) — u*| < |u? — u*| holds. Therefore,
[ — | = [Pp(u® — ag®) — || = [Pp(u!? — ag?) = Pp(u’)]

<@ = ag?) — | < ut? — |
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Figure 5.4: Ilustration of the first half of the Theorem 5.2.5 proof for the uncon-
strained case, i.e., D is the whole space and the projection Pp is trivial. Note that this
is a two dimensional illustration of an arbitrary dimensional problem. ¢, vJ (u(i)),
and u* — u® do not necessarily lie in the same two dimensional plane. It is typically

not true that |6, — 9~u| =0,.

which means the updated control is closer to the optimal solution. By this, I conclude
that in the case where @, satisfies the bounds in (5.2.53), (5.2.64), (5.2.69), and
(5.2.72),

u” € (B(u*,R)\ B(u*,7))ND = vV € Bu*' R)ND =U (5.2.73)
See Figure 5.4 for an illustration of the first part of the proof.

Second half of the proof for the case u'” € B(u*,r) N D. Since there is an
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upper bound Gy for ||g@|, it is easy to see, with
R—r

Gu

p. < (5.2.74)

The new control is guaranteed to stay in B(u*, R) N D, since

[ | = [Po(a? — aig®) — '] = [Pp(u® - aig®) - Polu)|
< [ — asg® — ]| < lu® — '] + asllg®]
o]
<r+R-nT N op
Gu

I conclude that, in the case where a, . satisfies the bounds in (5.2.53), (5.2.74),
u € B(u*,r)ND = v ¢ B(u*,R)ND =U (5.2.75)

See Figure 5.5 for an illustration of the second part of the proof.
Finally, Combining the results above, by (5.2.73) and (5.2.75), if &y, sufficiently
small, i.e., it satisfies the bounds in (5.2.53),(5.2.64),(5.2.69),(5.2.72),and (5.2.74),

u'Y e Bw , R)ND=U

Theorem 5.2.5 guarantees that under certain condition u*! stays in a fixed
region around optimal solution given u®® is in the region. Recursive application of

Theorem 5.2.5 results in Corollary 5.2.6.
Corollary 5.2.6 Let u* be a local minimum of the constrained problem, if

® eTists Trmin, Omazy B > 0 such that, for u € B(u*, R),

Omind =< ng(u) < Omazl -

o Ji, Fy, € C*(Yi(u*, R) x B(u}, R)) for all time k
( Yi(u*, R) defined in (5.2.52). Differentiability in a non-open set, refer to
explanation on Page 123 )
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Figure 5.5: Illustration of the second half of the Theorem 5.2.5 proof for the uncon-

strained case, i.e., D is the whole space and the projection Pp is trivial.
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When the projected parallel-in-time gradient-type method with step size {c;}, Algo-
rithm 13, is applied to problem (5.2.1), there is a step size av,p. such that, if for a

certain index i > 4(N — 1) and a certain index i*
o 0<a; <@y foralli—2(N—1)<j<i
e ul) € B(u*,R)ND foralli—4(N —1)<j <i

then,
u? € B(u*,R)ND  foralli<j<i¥

5.2.4 Convergence Theorems

In this section, results from Section 5.2.2 and Section 5.2.3 are combined to build
convergence theorems.

With the assumptions of Theorem 5.2.3, extra conditions of uniqueness of station-
ary point of classic gradient projection methods and step size being bounded away

from zero yields the following convergence theorem.

Proposition 5.2.7 In problem (5.2.1), if there exists compact sets
UO: U17 ) UK—l C R™
and UE Uy x Uy X - x Ux_1 , such that,

o Ji, F € C*(Y3,(U) x Uy) for all time step k

( Differentiability in a non-open set, refer to explanation on Page 123 )
e there is a unique u* € U such that

Pp(u* — VJ(u*)) = u*

When the projected parallel-in-time gradient-type method with step size {a;}, Al-
gorithm 13, is applied to problem (5.2.1), exists @eopv.c. > 0 such that, for any

0<

—Conv.c.

< Qeonv.c. if for a certain iteration index i,
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e the step sizes satisfies

0 <oy < Qeoppe. fori—2(N —1) <j<i

Qcomj,c, Saj S C_Vcom/,c. fOT’j Z [/

o ul) €U, forj>i—4(N—1)

then

lim «"Y = u*
j—+oo

Proof: By the continuity of Fj, .J; of all k, J is continuous with v € U. Using the
compactness of U,

e J(u) is bounded from below for u € U.

By the compactness of Y;(U) x Uy and second order continuous differentiability of

Ji, F}, for all proper time step index k,
e when u, € Uy, and y,, € Y3 (U), VJ, and VF}, is Lipschitz and bounded for all k&

The assumptions of Theorem 5.2.3 are satisfied. Let Gconvp. be given by Theo-

rem 5.2.3, require in the proof below
Qconv.c. < Qeonv.p. (5.2.76)
Define function
S(u;a) = |Pp(u—aVJ(u) —ul| uwelack (5.2.77)

By the differentiability assumptions, with any scalar «, the non-negative S(u;«) is
continuous with respect to u. For any € > 0, by the assumption of the unique

stationary point

S(u;1) >0 weU\ B(u',e€) (5.2.78)

by Lemma 5.1.6,
S(u;

—COHV.C.)

>0 welU\B,e (5.2.79)



153

with respect to u and the compactness of U \

Due to the continuity of S(u; eopyc.)

B(u*,€), there exists 0, > 0 such that

S(u; a ) >0, ueU\B(u"e) (5.2.80)

) =conv.c.

For any j > i, the step size assumption requires a; > «

—=—=conv.c.?

by Lemma 5.1.3,
S(uw;a5) > S(U; onve) >0 ue U\ B(u',e) (5.2.81)
By Theorem 5.2.3, when the step size condition (5.2.76) holds,

lim S(u%;a;) =0 (5.2.82)

j—+o0
Then, when the step size threshold @cony.c. satisfies (5.2.76), by the fact that € > 0 in
(5.2.81) being arbitrary and (5.2.82),

lim «Y =
Jj—+oo

Otherwise, there exists € > 0 such that for any j > 0, there is 7 > j' such that
[t — || > e

which, by (5.2.81), leads to
S(u; ;) > 6.

contradicting with (5.2.82). This concludes the proof. O

The condition in “u¥) € U, for j > i — 4(N — 1)” in Proposition 5.2.7 is not
straightforward to check. The following Theorem 5.2.8 and Theorem 5.2.9 replaces
this condition by compactness of D and convexity of the reduced control space ob-
jective function respectively.

In the case that the control variables are projected to a compact set, Proposi-
tion 5.2.7 leads to the dropping of condition “u) € U, for j > i —4(N —1)” without

additional assumption of convexity.
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Theorem 5.2.8 In problem (5.2.1), if D = Dy X Dy X -+ X Dg_1 with Dy compact
for all k and

o J, I}, € C*(Yi(D) x Dy) for all time step k

( Differentiability in a non-open set, refer to explanation on Page 123 )
e there is a unique u* € D such that

Pp(u* — VJ(u*)) = u*

When the projected parallel-in-time gradient-type method with step size {a;}, Al-
gorithm 13, is applied to problem (5.2.1), exists Qcopv.e. > 0 such that, for any

0<« < Qeonp.c. if for a certain iteration index 1,

—conv.c.
e the step sizes satisfies

0 <oy < @eoppe. fori—2(N—1) <j<i

chmj,c_ Saj S @conv,c. fOTj Z [/

lim «Y = u*
J—+oo

Proof: Define U, < Dy, for all k and U= = U; X ... x Ug_;. The projected step in

every iteration guarantees that all control iterates are in U, i.e.,
It = Pp(uY) — ;g e U =D, j=0,1,..

Application of Proposition 5.2.7 completes the proof O

Adding Additional convexity assumptions to Proposition 5.2.7 enables Corol-

lary 5.2.6 and yields the following convergence theorem.
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Theorem 5.2.9 Let u* be a local minimum of the constrained problem, if
® eTists Trmin, Omazy B > 0 such that, for u € B(u*, R),

Omind =< ng(u) < Omazl -

o Ji, Fy, € C*(Yi(u*, R) x B(u}, R)) for all time k
( Yi(u*, R) defined in (5.2.52). Differentiability in a non-open set, refer to

explanation on Page 123 )

When the projected parallel-in-time gradient-type method with step size {a;}, Al-
gorithm 13, is applied to problem (5.2.1), exists Qeony. > 0 such that, for any

0<« < Qeonw., if for a certain iteration index 1,

—Cconv.
e the step sizes satisfies

0 <o < Qeopy. fori—2(N—-1)<j<i

a Saj S @conv, fOT’j Z {

o u) € Blu*,R)ND, fori—4(N —1)<j<i

then

lim u¥) = u*
Jj—+oo
Proof: Let
Up= B(u},R),k=0,...K —1and U= Uy x ... x Ug_,
Let ay. be given by Corollary 5.2.6. If the step size condition

O_Cconv. S @u.b. (5283)

holds, by Corollary 5.2.6,

u e U for j >i
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By first order necessary condition of optimality
Pp(u* — VJ(u*)) = u*
For any u € U \ {u*},

VJ(u) + /0 1 V2 (u+ s(u* — u))(u* —u)ds = V.J(u*) (5.2.84)

left multiply (u* — u)? on both sides, by the optimality of u*,

A

(u* —u)T [V (u) + /0 V2 (u+ s(u* — ) (u* —u)ds] = (u* —uw)'VJ(u) <0

which yields, with the strong convexity of J,

A A

(u* —u)'VJ(u) < —/0 (u* —u)"V2J(u+ s(u* —u))(u* —u)ds <0  (5.2.85)

which leads to
Pp(u — Vj(u)) #u forue U\ {u*}

Otherwise, it contradicts with (5.2.85) according to Lemma 5.1.1. This implies the
uniqueness of the point that satisfies the first order necessary condition of optimality.

Let @cony.c be given by Proposition 5.2.7, require
@COHV S dCOHV.C (5286)

With step size threshold acony satisfies (5.2.83) and (5.2.86), By Proposition 5.2.7

lim «Y% = u*
j—+oo

which concludes the prove. O
Again, the condition of the theorem
“u) € B(u*,R)ND, fori—4(N —1)<j<i”

can be easily satisfied by initializing u~*"=1) € B(u*, R) N D and setting a;; = 0

for i — 4(N — 1) < j < i. As mentioned before, 2N — 1 steps of parallel-in-time
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gradient-type iteration with no control update, which is corresponding to 2(N — 1)
steps of step size 0 parallel-in-time gradient-type step, compute the exact gradient
and further step size 0 steps will not alter the control and shooting variables any more.

This observation yields the following corollary as a simple result of Theorem 5.2.9.
Corollary 5.2.10 Let u* be a local minimum of the constrained problem, if

® €Tists Opmin, Omaz, B > 0 such that, for u € B(u*, R),

Omind < V2j(u) < Omazl -

o Ji, ), € C*(Yi(u*, R) x B(u}, R)) for all time k
( Yi(u*, R) defined in (5.2.52). Differentiability in a non-open set, refer to

explanation on Page 123 )

When the projected parallel-in-time gradient-type method with step size {o;}, Al-
gorithm 13, is applied to problem (5.2.1), exists Qcopy. > 0 such that, for any

0 < (87 S O_écomm Zf

e v ¢ B(u*,R)N D
e the step sizes satisfies

a; =0 for0<j <2(N-1)

0 Saj S dconv. fOT’j Z 2(N - ]-)

—Cconu.

then

lim «%) = o*
j—4oo
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5.3 As a Perturbed Gradient Method: Iteration-
Wise Monotonicity

This section discuss about the possibility of enforcing an iteration-wise difference

bound, of type (5.3.2), i.e.,
IVJ(u®) = g@ < 4[|VJ ()]

between the exact gradient and the parallel-in-time gradient-type vector, as opposed
to the bound (5.2.3) involved with many iterations in Lemma 5.2.1. The consequent
results of guaranteed monotonic convergence in several senses are presented afterward.

The convergence proofs in the previous sections of this chapter does not provide
any information on if the convergence is monotonic, in the sense of objective function
value and control error. In the linear-quadratic problem examples, it is usually ob-
served that with an optimal fixed step size, the convergence is monotonic in neither
objective function value and control error, see Figure 3.9.

A natural question is: can I guarantee monotonic convergence by enforcing another
step size upper bound? The answer is yes, partly.

Now, I give additional theorems stating that apart from the step size upper bound
for convergence, there is other step size upper bounds that guarantees monotonic con-
vergence of the parallel-in-time gradient-type method. In some sense, these theorems
shows that some monotonicity properties, namely, in objective function value and,
for unconstrained problem, in distance to optimal control, of classic gradient method
with sufficiently small step size are maintained in the parallel-in-time gradient-type

method, although the required step size may be different.

5.3.1 Iteration-Wise Gradient-Type Vector Error Bound

In this section, I prove Lemma 5.3.1 stating that with suitable initial condition and

small step sizes, an iteration-wise error bound between the gradient-type vector com-
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puted in the parallel-in-time gradient-type vector and the true gradient corresponding

to control iterate. This lemma will be used to establish the monotonic convergence

results.
Lemma 5.3.1 If there exists U such that
e VJi and VFy is Lipschitz and bounded for uy € Uy and yy, € Yi,(U) for all k
® eTiStS Oumin, Omaz > 0 such that, for u € U,
Omind =< sz(u) < Omazl -
Then, when the projected parallel-in-time gradient-type method with step size {c},
Algorithm 13, is applied to problem (5.2.1), for any v > 0, exists &, > 0, such that for

parallel-in-time gradient-type method with step size less than ., if there is a certain

index i* and a certain index i* such that

e previous several iterations has iteration-wise relative error bounded by

IVJ @) — gD < AVI@D)|, i= i —2N 1), =1 (53.1)

e 0<q; <@, foralli* —2(N —1) <i<i#
o u) €U, for alli* —4(N — 1) <i <i?

then
VI (@) — gD < 4|V D), Vi <i<i# (5.3.2)

Proof: Prove by mathematical induction.

(induction base step) Let i = ¢* — 1. (5.3.1) certifies that
IVI (@) = g < AIVI @), j=0,...2(N 1) — 1 (5.3.3)
(induction step) Let ¢ = k > i*, assume that (5.3.3) is true for i = k — 1, i.e.,

IV *) = gB D < 4 [V @), =002V = 1) =1 (5.3.4)
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By triangle inequality, induction assumption (5.3.4) implies
g™ < A+ NIVI @), G =0,02(N =1) — 1 (5.3.5)
The projected parallel-in-time gradient-type method executes the control update
k=it = PD(u(k_j) — ozk_jg(k_j)), j=1,..,2(N—-1)
and therefore, for j = 1,...,2(N — 1),

1
Vj(u(k_j+1)) :Vj(u(k_j)) +/ v2j(u(k—j) — s(u* I — (B (R g =0y g
0

(5.3.6)
Since Tmin < V2J < Omaxs
IV (@*= )| 2|V (@* )| = o [u® 7 — w79
=V I ()| = o[ Po (w7 — ") — w2
>[|VJ ()| = omaxcrjllg* |
o ’ o (5.3.7)
>[| VI ()| = omaxcvr—; (v + D VI (@)
=[1 — ag—jomax (7 + 1)]|Wj(u(k_j))\|
>[1 = @y Omax(y + DI VI ()|
By recursive substitution, for j = 1,...,2(N — 1),
IV @) = [1 = ayoma(y + DP VI (@*9)] (5.3.8)
Let Quelgs, My be given by applying Lemma 5.2.1. Require,
Qy < Qrel gs (5.3.9)
by Lemma 5.2.1, (5.3.5), (5.3.8), and the assumption that
_ 1
G, < (5.3.10)

7= 20max (7 + 1)



161

The following bound holds,

2(N-1)
IVI®) — g® <@y 3 (g%
j=1
2(N-1)
<a,(1+7)My Y IV (5.3.11)
j=1
2(N—1)
<a(1+7)My Y [1= G0mal(y + 1)) 7V (@®)]
j=1

When @&, is smaller than a threshold, i.e.,

v

& < T T i, (5.3.12)
assume (5.3.10) holds,
2(N—-1) 2(N-1) 1
0y (L +7) My ; (1= & 0max(y + 1)] 7 < @, (1 + )My ; =37
1 — 2(N-1)
= a,(1+ ’V)MUQ? (5.3.13)
< @, 22V (1 4 9) My
<7

By (5.3.11) and (5.3.13), when the step size threshold &, satisfies (5.3.9), (5.3.10),
and (5.3.12),
IV (™) = g™ < 4[|V ()] (5.3.14)

This concludes the induction step. 0

5.3.2 Unconstrained Problem

In this section, making use of Lemma 5.3.1, I give two monotonic convergence results
for unconstrained problem, i.e. D is the whole control space. Theorem 5.3.2 is for
monotonic convergence in objective function value and Theorem 5.3.3 is for monotonic

convergence in distance to optimal control.
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Theorem 5.3.2 If there exists U such that
o u* €U is a local minimum of the constrained problem
o VJ. and VFy is Lipschitz and bounded for uy € Uy and yx, € Y. (U) for all k

® cTiStS Opmin, Omaz > 0 such that, for u € U,

Omind < V2j(u) =< Omazl .

Then, when the projected parallel-in-time gradient-type method with step size {a;},
Algorithm 13, is applied to problem (5.2.1), exists Qmono. and v > 0, such that if there

is a certain index i* and a certain index i* such that

e previous several iterations has iteration-wise relative error bounded by ~y

IVJ@®) = gD <A VI@D), i =i —2(N =1),i* =1 (53.15)

e 0 < a; < amono, for alli* —2(N —1) <i < i#
o u) €U, foralli* —4(N — 1) <i <i#

then

J@) < J@W)  for all i* <i < ¥

*

where the equality holds only when o; =0 or u™ = u*.

Proof: In the unconstrained problem, for ¢ > 0,

D) = 4 g6



163

First, look at the first order approximation of the difference between the objective

function values corresponding to u+") and u®, for i > i*,

A

VI [~;g?] = —a; VI (@I [VJI (D) + (g9 — VI (u?))]
VI (@) (g9 — V()
1977 ()2 |
B ||Vf(u(“)lll|g<"> - V)]
IV (u®)]]?
g = V(@)
IV ()]

= —a|[VJ (?)|*[1 +

< —a| VI ()1 ]

= —a,|[VJ () [P[1

Pick any
0<y<l1

and let @, be given by Lemma 5.3.1, when
dmono. S @’y

for i > i*,

IV )| < 7llg® = VI ()]

The following holds by (5.3.16),

~

VI ) ~aig?] < —ai(1 =) VI ()|,

Again, by Lemma 5.3.1,
lg”l < (L + NIV I (u®)]

(5.3.16)

(5.3.17)

(5.3.18)

(5.3.19)

(5.3.20)

Then, examine the exact relationship between consecutive objective function values,

using (5.3.19) and (5.3.20),
j(u(i+1)> :j(u(i) _ oz,-g(i))

~ . ~ . . 1 .
SJ(U(Z)) + VJ(U(Z))T[_CWQ(Z)] + §Umaxuai9(z)”2

7 ] 7 i max 2 1 2
<) - i1 =TI @7 + T

2
IV @))?

— A(u(i)) _ Oéi[(l _ ’7) _ Umaxai(21 + 7)

IV ()]

(5.3.21)
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When

2(1 —7)
mono, < ————— 5.3.22
o T ( )

The equality holds
J(u) < J(u®) (5.3.23)

In conclusion, for any 7 satisfying (5.3.17), when the step size threshold amono.
satisfies (5.3.18) and (5.3.22), the monotonic decreasing in objective function, i.e.

(5.3.23), holds. And the equality holds only when a; = 0 or u® = u*. O

By the same set of conditions as Theorem 5.3.2 requires, a monotonic theorem on

the control iterate error compared to the optimal control can be proved.
Theorem 5.3.3 If there exists U such that

e u* € U is a local minimum of the constrained problem

o VJ. and VFy is Lipschitz and bounded for uy € Uy and yx, € Y3, (U) for all k

® CTiStS Oomin, Omaz > 0 such that, for u € U,

Omind =< sz(u) < Omazl -

Then, when the projected parallel-in-time gradient-type method with step size {a;},
Algorithm 13, is applied to problem (5.2.1), exists Qmono. and v > 0, such that if there

is a certain index i* and a certain index i* such that

e previous several iterations has iteration-wise relative error bounded by v

IVJ(u®) = gD <~V (WD), i=i"—2(N—=1),....,i" =1  (5.3.24)

o 0 < a; < amono. for all i* —2(N —1) < i < i

o u) €U, for all i* —4(N — 1) <i <i?
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then
D — | < [u® — |

*

where the equality holds only when o; =0 or u™ = u*.

Proof: By a similar argument as in the proof of Theorem 5.2.5, let 0., be the
angle between u* — u® and —V.J(u®), using (5.2.62) with ||[V.J(u*)|| = 0 in the

. def
unconstrained problem and & = 0y /T min,

(5.3.25)

S

cos(f,) >
Pick
0<~vy<1, (5.3.26)
whose value will be determined later, and let ., be given by Lemma 5.3.1, then, when
. (5.3.27)
the following holds by Lemma 5.3.1,
IV I (@) = g@ <AV I ()] (5.3.28)

Square both sides and rearrange terms,

) o (L= PAIVI )P + 9@

Vj(u(i))Tg(i > 5

and therefore, with 6, denoting the angle between —V.J(u(®) and —g@,
B VJ (u®)Tg®
VT @)g®]
S (1= 72)||VAJ(U(i))|!2 + g2
21V I ()9
0= AAVIOIE +IgOP) |
21V (u)|[[lgD|
Let 6, be the angle between u* — u® and —¢. By Lemma 5.2.4, 6, < 0, + 6,4, and
using (5.3.25) and (5.3.29),

cos(fy)

(5.3.29)

cos(6,) > cos(f, + 04) = cos(B,,) cos(b) — sin(b,,) sin(6,)

5.3.30)
1—~2 1 (

> /1= = /1= (1=72)

. = (1-7?)
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Since the RHS of (5.3.30) converges to 1/k as v approaches 0, Exists ¥ > 0 and ¢ > 0
such that if
v < (5.3.31)

The following holds by (5.3.30),

cos(6,) > ¢

Now that it is proved that the —g(® direction forms an acute angle 6, with u* — u(®,
to show a control update —a; ¢ yields a decrease in control error, one only needs to
show when « is less than a threshold, the actual step is not too large, see Figure 5.4.

By Lemma 5.3.1,

991 < (1 + DITIEO)] < (14 7)omuellu — (5.332)
When
2c
7mon0. < e 5333
@ (1 + ")/)Umax ( )

the following holds, using (5.3.30) and (5.3.32),

= 2)lgD)|? — 20 (u* — u?)T[—g®]
= afllg"[* — 20 cos(Bu)[u” ~ u] g

< 0‘1'2||9(i)H2 — 2a4¢lju” — u(i)”Hg(i)H

(5.3.34)
: Jur — ul|
= il g )* (e — 2c————)
g
- 2c
< (@) )2 P —
< a0~

<0

In conclusion, for 7 satisfying (5.3.26) and (5.3.31), when step size upper bound ayeno.
satisfies (5.3.27) and (5.3.33),

Hu(i—i-l) _ U*H < ||u(i) _ u*” (5.3.35)
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holds. By (5.3.28),
(L=DIVI@) < g7 < (1 + )V (u?) (5.3.36)
with A < 1 by assumption (5.3.27) and therefore in U,
Il =0 & V1) =0 & u® = u

Since the equality in (5.3.34) holds if and only if a; = 0 or [|¢@| = 0, the equality in
(5.3.35) holds if and only if a; = 0 or u® = u*, O

These two theorems talk about the potential monotonicity of objective function
value and distance to optimal control, which, however, are both unobservable. Be-
cause, if the parallel-in-time gradient-type method with step size a > 0 is used, i.e.,
no full forward sweep, which can be achieved by N steps of degenerate step size a = 0
parallel-in-time gradient-type method, then the objective function value, J (u®), is
not observable. And the distance to optimal control, ||u( —u*|, is also not observable
since the optimal control is unknown.

In the contrast, so far, I did not obtain monotonicity results on the observable
state/adjoint jumps and gradient-type vector magnitude.

Another remark is that for the classic gradient method on an unconstrained min-
imization problem of a strongly convex function, the monotonic decreasing gradient
norm can be guaranteed. But I have difficulty proving the same result for the parallel-
in-time gradient-type method, if it is true at all. In the assumption of Lemma 5.3.1,

I attempted to prove the monotonicity in the following way,
1
V@) =V + [ VIO + sl-aig ) g ds
0
1
:/ (I — V2 (u® + s[—;g])) VI (ul?)ds
0

1
+a / V2J(u® + s[—a;g )V (u?) — gD]ds
0
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Then
[J @) < (1= i) IO + Q10 |9 w®) — g0
< (1= @) VW) + i1+ ) [V ()
= [1 + i0maxy + i (max — Tuin)] [ VI ()|
However, the coefficient [1 + @;0maxY + ®i(Omax — Omin)] can not be bounded below

one by only manipulating «;.

5.3.3 Constrained Problem

In the following Lemma 5.3.4, I first introduce two simple and intuitive bounds related
to classic projected gradient step when control variable is away from the optimal
control. The first bound (5.3.37) is a lower bound of the angle between the negative
gradient direction and the actual control update after the metric projection. The
second bound (5.3.38) is a lower bound of the ratio of the actually control update

magnitude over the tentative gradient step magnitude.

Lemma 5.3.4 Consider generic constrained minimization problem,
min.J(u)
ueR”

subject to uwe D CR"

If D is closed, convex and exists compact U such that,

e J € CYU) (For non-open U, refer to explanation on Page 123)
e J is strongly convex in U.
e u* is a local minimum of J in U.

Then, for arbitrary r > 0 and arbitrary & > 0, exist T;fggle > 0, 774 > 0 such that

» Ira

aer —VJI(W)[Pp(u—aVJ(u)) — ul ; B
det > pongle <a< 3.
O ) = R Polu—aviw) —u] = ™o 0So<a  (3337)
W, o) & NP0 = VIW) Zull o o g cq (5.338)

[V (u)]] -
for allu e (U\ B(u*,r)) N D.
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Proof: Due to strong convexity, u € (U \ B(u*,r)) N D implies VJ(u) # 0. By u
being not optimal, Pp(u —aVJ(u)) —u # 0. Lemma 5.1.7 yields,

~VJW)'[Pp(u—aVJ(u) —ul >0 we (U\Bu,r)ND
and trivially
O(u,a) >0 we (U\B",r)ND

By the continuous differentiability of J and continuity of metric projection Pp,
O(u, @) is continuous with respect to u in the compact set (U \ B(u*,r)) N D, and

thus exists 7, ngle - 0 such that
O(u,a) > 72 we (U\ B(u',r)ND (5.3.39)
Since o < @, using Lemma 5.1.5,
O(u, ) > O(u, @) > Tﬁggle >0 (5.3.40)
Similarly, exists 7;%" > 0 such that

U(u, @) > 72 o e (U\ B(u*,7))N D (5.3.41)

r,a

When 0 < a < @, using Lemma 5.1.4,

_ 1Pp(u—aVJ(u)) — ull _ 1£Pp(u—aVJ(u)) — ull
[aVJ(u)] [aVJ(u)]

1Po(u— aVJ(w) - ul o
> — =U(u,a) > 72"°
[av ] (wa) 27,

U (u, ar)

Making use of Lemma 5.3.4, the following Theorem claims that monotonic de-
creasing in true objective function value corresponding to the control iterates can be

guaranteed before the distance to the optimal control falls below a threshold.

Theorem 5.3.5 If there exists compact U such that
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u* € U is a local minimum of the constrained problem

VJy and VFy, is Lipschitz and bounded for uy € Uy, and yy € Yi(U) for all k

Je CY(U) (For non-open U, refer to explanation on Page 123)

exiSts Oumin, Omaz > 0 such that, for u € U,

Omind =< VQj(u) < Omazl -

When the projected parallel-in-time gradient-type method with step size {a;}, Algo-
rithm 13, is applied to problem (5.2.1), for any

r>0, (5.3.42)

there is a step Size Qmono.p. and v > 0 such that, if for a certain i > 4(N — 1) and a

certain index i

e previous several iterations has iteration-wise relative error bounded by v
IV I (@) = gD <AV, j=1i—=2(N =1),.pi =1
e step size satisfies
0 <a; < Qmonop.  fori—2(N—1)<j< i
e u) €U foralli—4(N—1)<j<i?
e control is away from the optimal control in the sense of
u? & B(u*,r) for alli < j < i* (5.3.43)

then,

JWI™) < J@WDy  foralli < j < i

where the equality holds only when a; = 0.
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Proof: Use previous results,

e For arbitrary v > 0 to be determined later in this proof, by Lemma 5.3.1, if
@mono.p. S 077, (5344)

where o, is given by Lemma 5.3.1, the iteration-wise gradient-type vector error

is bounded, i.e.,

IVI () = gD < VI, v < j<it (5.3.45)

To compare .J(u?) and .J (uF*1), first look at the first order term in Taylor expansion,

~

VJ(uNT () — 4@y = V] ()T (Pp(u) — a;99) — uW))
=V J (W (Pp(u — a;VJ (D)) — uld) (5.3.46)
PSP~ ayg?) ~ Pp(u — 0V J(u)]
Examine the magnitude of the second term in (5.3.46), by (5.3.45),

VI W [Pp(u) — a;99) — Pp(u) — a; VI (1))

<[V I @) [[[Po(u? = a;9¥) = Pp(u? — a; VI ()]

<VI @[ (@D = a;g?) = (u — a; VI (uD))]] (5.3.47)
=a;[| VI (u)|[lg? = VI ()]

<a;7||VJ (@P))?

Apply orthogonal decomposition to the projected gradient step update in the first
term of (5.3.46),

Pp(ul) — ajVj( D)) — u)

. Vj<u(j)> ( ) T ) )
IV )| [V »N p(u = 0V () —u) (5.3.48)
+[I — VJ(u?) JA( b [(Pp(u? — a;VJ (D)) — u))

IV (@) [V ()]
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which is well defined since V.J(u) # 0 due to u) & B(u*,r) N D. Because the
second term in (5.3.48) is perpendicular to V.J(u")),

VI (Pp(u") — a; VI (u))) — u))

o VI (@?) VJ@O)" () ) ()

=VJ = PpuV —a;VJ(u —u
) IV.T ()| V] (ul ”)II( ( e )

~VJ (@) TPp(u — a;VJ(u)) — u) (5.3.49)
| = VI D) [P (u) — a; V. (uld)) — u®)]
”PD(U(] — o VJ(uD)) = u)||
| — o VJ(ul)|

To avoid a potential seemingly recursive dependence of the step size upper bound,

— — [V

pick arbitrary qupper > 0. By Lemma 5.3.4, if

/\

C_Ymono.p — Ctupper (5350)

Then, in (5.3.49),

_vif( uWDVEPp(ud — oy VI (u®)) — u(a g

| = VI W)|[[|Pp(u) — a;VJ(u)) — )| = "
[Po(u? ~ 0,9 (") - >||

| — o; V.J(u@)]| = TrGupper

(5.3.51)

and therefore,

~

Vj(u(j)>T(7)D(u(j) _ ajVj(u(j))) _ U )) < %Taggle ratio

TyQupper ' ,Qupper

VJ(u9)|? (5.3.52)

Combine (5.3.47) and (5.3.52) using (5.3.46),

VJ (T (w0 — @) < —qr2ugle pratio

r aupper T,Qupper

VI @)+ apy | VI @)

= —ay(rime, e — )|V ()

'r'aupper T,Qupper

If the iteration-wise relative error satisfies,

Tarigle ratio

/y S T',Otuppel‘2 T,&upper (5353)

A bound for the first order term in Taylor expansion is obtained,

angle ratio

VJ(U(‘]))T(U(]+1) _ u(])) S —a] Tr,ééupper2 T,Qtupper

VJ (uW)]? (5.3.54)
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Control update is also bounded by the true gradient scaled by step size,
Hu(j“) _ u(j)H — HPD(u(j) _ ajg(j)) _ u(j)H
<yl (5.3.55)
< a;(y+ D[V (@)

Now, look at the objective function value change, with L being a Lipschitz constant

for V.J which exists for the boundedness of the largest singular value of V2J in

B(u*, R) N D, using (5.3.54) and (5.3.55),

N N . . , L . ,
J(WYDY — J(u9) < J(uO)T (w0 — W) 4 §||u(y+1) — u|?

angle ratio
T;Qupper T,Qupper

S _Of] 2
angle ratio
= —q. L(ry + 1)2 (TT,&ipperTT,éfuppcr .
T2 L(y+1)?

A L A s
VI + S (v + DIVI@O)]]?

o) [V ()|

(5.3.56)
This leads to a upper bound of the step size,
TTaggle ratio
Gmonop, < — L(er)z (5.3.57)

In conclusion, for arbitrary Gupper, any v that meets (5.3.53) and any @moenop. that

validates (5.3.44), (5.3.50), and (5.3.57), will guarantee, by (5.3.56),
J(ul) < J(u)

where the equality holds only when «a; = 0. U

In Theorem 5.3.5, the monotonic decreasing objective function values are guar-
anteed away from a certain proximity of the optimal control. By strong convexity
of objective function, the condition on control that the distance to optimal solution
greater than r can be replaced by a condition on objective function value that it is
greater than the optimal objective function value plus an arbitrarily small positive

number, €. In other words,



174

Corollary 5.3.6 If there exists compact U such that
e u* € U is a local minimum of the constrained problem
o VJi and VFy is Lipschitz and bounded for uy € Uy and yy, € Yi,(U) for all k
e Jjc CY(U) (For non-open U, refer to explanation on Page 123)
® CTiStS Opmin, Omaz > 0 such that, for u € U,
Omind =< VZj(u) < Omazl -

When the projected parallel-in-time gradient-type method with step size {a;}, Algo-
rithm 13, is applied to problem (5.2.1), for any

e >0, (5.3.58)

there is a step Size Qmono.p. and v > 0 such that, if for a certain i > 4(N — 1) and a

certain index 1%

e previous several iterations has iteration-wise relative error bounded by y
IVI@®) = g9 < A VTP, =i = 2N =1),.i— 1
e step size satisfies
0 <o < Qmonop.  fori—2(N—1) <j<i#
o u) €U foralli—4(N —1) <j<i#

e control is away from the optimal control in the sense of

J(w9) > J(u*) 4 € for all i < j < i (5.3.59)

then,
JWI) < JW9y  foralli < j < i

where the equality holds only when a; = 0.
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Proof: Let L > 0 be a Lipschitz constant for v.J , since

A

J(u) = J () < VI (@) (u—u) + 5 llu—u|?

I (5.3.60)
< VI @)l =l + Fllw = v
By root formula of second order polynomial, for any € > 0, when
VNI 4 2L — [V ()]
lu— v} <r=
L
The relation J(u) < J(u*) + € holds and therefore the condition
J(u9) > J(u*) 4 e for all i < j < i
implies
u ¢ Bu*,r)N D for all i < j < i
Then, applying Theorem 5.3.5 completes the proof. 0

However, the guaranteed monotonic decreasing objective function values are not ob-
servable during the parallel-in-time gradient-type iterations with non-zero step sizes,
since the state variables in memory are not feasible.

Similarly, given any open neighborhood of the optimal control, when control vari-
ables are outside such neighborhood, the monotonic convergence of constrained prob-
lem in terms of distance to the optimal control is also guaranteed. The proof is in

the first part of Theorem 5.2.5 and I do not repeat it here.

5.4 Summary

In this chapter, I investigated the behavior of the parallel-in-time gradient-type
method in general nonlinear problems, as opposed to the linear-quadratic problem
discussed in previous chapters. The projected version of the parallel-in-time gradient-
type method is considered, which appends a projection of control variable to a closed

convex set to each of the parallel-in-time gradient-type control update.
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I established a series of theorems to ultimately build the convergence proof of the
method. For the logic dependency structure of the theorems, please refer to Fig-
ure 5.1. The results obtained in this chapter are based on the similarity between the
true gradient and the gradient-type vector. There are existing convergence proofs for
the classical gradient method, e.g. [NWO06]. I gave the proofs for the parallel-in-time
gradient-type method by combining the techniques used in classical gradient method
proofs and carefully bounding the error introduced by the gradient-type vector con-
sidered as a type of inexact gradient.

The convergence is guaranteed only when sufficiently small step size is used. If
someone traces back the proofs and finds the upper bound of step size that guarantees
convergence, it maybe too small to yield good performance in practice. This situation
is similar to the one in [TBA86|. The theorems in this chapter are of a different type
from the practical convergence theorems, for example, of line search methods based
on the Armijo-Goldstein condition, which provide a path to compute step sizes.

Two types of assumption of the problem yields convergence theorems that is par-

ticularly convenient to apply,
e the reduced control space objective function is strongly convex (Theorem 5.2.9);
e the projection set of control variable is compact (Theorem 5.2.8).

After the convergence proofs, I studied the possibility of monotonic convergence
in terms of objective function value and distance to the optimal control. The previous
numerical experiment in Section 3.6.1 showed that with an optimal fixed step size,
the convergence can be non-monotonic in terms of distance to the optimal control.
However, in this chapter, I proved that the monotonicity can be achieved. For un-
constrained problem, with sufficient small step size, the parallel-in-time gradient-type
method is guaranteed to converge monotonically. For constrained problem, outside
any neighborhood of the optimal solution, the parallel-in-time gradient-type method

is guaranteed to converge monotonically with a sufficiently small step size that de-
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pends on the neighborhood.



Chapter 6

Reservoir Optimization

6.1 Introduction

The energy demand of the world is increasing. Currently, renewable sources as solar,
wind, biomass, and geothermal energy is not able to substitute the fossil based energy
as oil and coal. More large oil fields are moving into their recovery operation mature
stage. Oil companies are considering an efficient way to develop and maintain the
production quality in the existing fields. [Bro04]

In the secondary oil reservoir recovery, water is injected into an oil reservoir to
displace oil. In a reservoir, water is injected into a large number of wells at fixed loca-
tions across hundreds of miles and over many years. By this injection, oil is displaced
through the subsurface porous media and produced from a number of production
wells.

Seeking the optimal scheme of injection/production wellrates allocation in sec-
ondary oil reservoir recovery can be quite challenging. Various factors, as large com-
plex geographical structure and fluid components interaction, influences the reservoir
at the same time.

In the early 1980s, mainly vertical conventional wells were used, which penetrate

the reservoir vertically and has the disadvantage of limited contact area with the
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reservoir. In the late 1980s, horizontal wells were technically available. In the begin-
ning of the 2000s, multilateral wells that branches in the reservoir greatly increasing
the contact area and smart wells with downhole sensors and valves appeared. These
valves allow continuous (both in time and flow rate) adjustment of injection and pro-
duction wellrates (compared to wells with only on/off modes), which offer flexible
operation scheme to control the fluid flow pattern. With this possibility of flexible
operation schemes, petroleum engineers can potentially improve oil reservoir recovery
by using an optimal operation scheme. Therefore, more work is needed to find the
optimal operation of wells taking advantage of these flexibilities.

In this project, optimal control theory is applied to solve the problem of finding
the optimal wellrates governed by a highly nonlinear PDE system. Using optimal
control theory (using adjoint approach to compute gradient) to solve this optimization
has the advantage that the gradient computation load is independent of the number
of controls which can be large taking into account large number of wells and time
dependent wellrate adjustment in the simulation window. Therefore, the adjoint
method is especially suitable to apply here.

However, even with adjoint method to avoid the costly finite difference approxi-
mation of the gradient, the forward and backward computation required to obtain the
gradient is still expensive since both of them involve solving time dependent PDEs.
Therefore, I apply the proposed parallel-in-time gradient-type method to accelerate
this time dependent PDE constrained optimization problem and compare its numer-
ical performance with the classical gradient method.

The numerical method is formulated to maximize the net present value of an
(secondary) oil recovery process. An oil/water two-phase immiscible incompressible
model is used and solved by a finite volume based sequential splitting method. Bound
constraints on the wellrates are implemented explicitly. The practical limit of adjust-
ing wellrates in discrete time points is enforced implicitly, by using piecewise constant

basis function for the control variables, in the scenarios where wellrates are only peri-
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odically adjustable in several predetermined time. Wells are models as point sources
and sinks. Objective function gradient is computed by the adjoint method.

The implementation uses the Sandia National Lab’s Trilinos Project [HBH™05]
libraries framework to facilitate parallel linear algebra, linear system solver and pre-
conditioner, and automatic differentiation.

The related work on reservoir water flooding optimization is reviewed in Sec-
tion 2.3.

This chapter is organized as follows. In Section 6.2, I introduce the objective func-
tion for the water flooding optimization problem, its discretized form, discrete adjoint
variable computation, and projected gradient method. In Section 6.3, I present nu-
merical examples using both classical gradient method and parallel-in-time gradient-
type method.

The reservoir simulator used in this project is standard brick-cell finite volume
method with backward Euler scheme in time. In Appendix B, I include a detailed
description of the reservoir physics of the incompressible, immiscible water/oil twoi-
phase model and discretizaiton of the PDE. Implementation details of the parallel-

in-time gradient-type applied to this particular problem is discussed in Appendix C.

6.2 Optimization

In this section, I introduce the oil reservoir well rates optimization problem, its ob-
jective function, fully discretized form, and structure of the classical gradient method

applied to this problem. Reservoir model details are included in Appendix B.

6.2.1 Example Objective Function

The Net Present Value (NPV) of the oil recovery process is used as the optimization
objective function.

Let Ii,; and I, be the index sets of injection and production wells respectively.



181

For i € Iinj or i € I, z; denotes the location of that well. Since the well rates g,
¢ in the infinite dimensional formulation (B.1.15) are in unit [time™!], T assign a
constant 7 [length?] for all wells. This scaling can be different for different wells and
in the fully discrete case it will be related to the finite volume discretization, As an
example, I will optimize the following net present value (NPV) of the sum of water
injection cost, water treatment cost, and oil revenue,

injection cost water treatment cost oil revenue
7\ 7\

Ve

g 320t Taper 3 Ol ) + o 3 2lates O] olsurist)

i€ Iinj i€Tpro i€Ipro

0 (1 + rais)’
(6.2.1)

Note that g(z;,t) < 0 for production wells and ¢(x;,t) > 0 for injection wells. The co-
efficients rinj, Toper; Toil; Tais = 0 represent water injection cost, cost of water production
and treatment, oil price, and time discount rate, respectively.

As is common, the abstract formulation of the optimization problem is written
as a minimization problem. Therefore, I minimize the negative of (6.2.1), i.e., J in

(6.2.2a) below represents the negative of the discretization of (6.2.1).

6.2.2 Discretized Form of the Optimization Problem

I discretize the PDE system (B.1.15) by a finite volume method, as described in
Section B.2. Furthermore, to be specific I use a particular sequential approach to
discretize the resulting semidiscretized PDE system.

Let K be number of discrete time steps, and N be number of Finite Volume
Method cells. The vectors representing water saturation, global pressure, and well
rates at different time steps are denoted by sq, s1,..., Sk, by po,...,Px_1, and by
q0, 91, ---, 4K, respectively. Furthermore, @)y, ..., Qx are the closed convex sets of fea-
sible well rates, which incorporates the discretization of the zero-sum condition of
incompressible flow model fQ q(z,t)dz = 0 for all ¢, as well as pointwise constraints

on the well-rates. In the examples all sets are equal Qg = Q1 = ... = Q.

dt
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The abstract form of the discretized optimization problem is given by

K
Minimize J (80, 15 -y SK3 Qs - K ) i= Z Je(Sk, qr) (6.2.2a)

k=0

subject to

Hk(sk,pk, qk) =0 for k = O, ceey K — 1, (6.2.21:))
Gr(Sk, Sk+1, ks q) = 0 for k=0,....,K —1, (6.2.2¢)
S0 = Sgiven; (622d)
qr € Qk for k=0,...K —1, (6.2.2¢)

where Hj and G}, is representing the pressure and saturation equation developed in
Subsection B.2 at time step t; respectively. (I include an auxiliary control gk in the
objective to avoid distinction between time steps £ = 0,..., K — 1 and time step
k = K, although in this time stepping the constraints (6.2.2b-e) do not involve ¢k.)

The abstract formulation also appears in [Wiel0], where other variations of the
sequential time stepping method and the IMPSAT time stepping method have also

been considered.

6.2.3 Classical Gradient Method

I assume that for given well-rates qx € Qr, k = 0, ..., K — 1, the discretized satura-
tion and pressure equations (6.2.2b-d) have a unique solution sg, S1, ..., Sx, Do, -y PK—1-
Then I can equivalently formulate (6.2.2) as an optimization problem in the well-rates
qo, ---, ¢ and define discretized saturations and pressures sg, S1, ..., Sk, P, -+, PK—1 as
implicit functions of well-rates. This implicit constrained formulation of the opti-
mization problem is given by

K

Minimize J(qo, ..., qx) = Z Ji(sk(q0s -, Qi)+ Qk) s (6.2.3a)
k=0

subject to g € Qx, for k=0,....K — 1, (6.2.3b)



183

where for given ¢ = (qo, ..., i) the discretized saturations and pressures sg, $1, ..., Sk,

Do, ---, P —1 are given as solutions of

Hk(sk7pk,qk) = 0, for k = 0, ciey K — 1, (624&)
Gr(Sk, Skt1, Dks @) = 0, for k=0,...,K —1, (6.2.4Db)
S0 = Sgiven- (624C)

6.2.4 Adjoint Equation Approach for Gradient Computation

The gradient of Jis computed via the adjoint equation approach as in [Hei08, Wiel0].

The Lagrangian associated with the minimization problem (6.2.2) is

K K
‘C(S7p7 q, L, 1, 5) = Z Jk(skv Qk) + ST(SO - Sgiven) + Z uZHk‘(Sk’vpkv qk)
k=0 k=0
K-1
+ Z Mk Ge(Sks Sk1s Pes Q)
k=0

The adjoint equation is obtained by setting the partial derivatives of £ with respect
to sk, pk, K = 0,..., K, to zero. The gradient of J is then given by the partial
gradient of £ with respect to qx, k = 0, ..., K. The computation of the gradient of J

is summarized in the following Algorithm 14.

6.2.5 Projected Gradient Method

Given the gradient, a number of optimization algorithms can be used. For com-
pleteness I state the projected gradient method for (6.2.3) as Algorithm 15 below and
illustrate in Figure 6.1. See, e.g., [Kel99]. In Algorithm 15, Pg denotes the projection
onto the closed convex set Q & Qg X ... X Q.

In the implementation, the projection step as a quadratic programming problem
is solved by Gurobi [GO16] or CGAL (The Computational Geometry Algorithms
Library) [Thel6].
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Algorithm 14 Gradient Computation via Adjoint Equations

1: Input ¢ = (qo, -, gx)-

2: Solve the state equations

Hy(5k, pr,qr) = 0 k=0,..,.K—1,
Gr(Sks k415 Py ) = 0 k=0,.,K -1,
S0 = Sgiven;

forward in time for sq, ..., Sk, Po, ..., Pr—1-

3: Solve the adjoint equations (I omit the arguments of Hy, Gy, Ji)

UK = 07
OHy . 7, 0Gy 1
= —(=—£ , k=K-1,...,0,
o (3pk) (3pk) s

= (= —)T E=K-1,...,1
Mk—1 (8Sk ) [VSka+<8k)nk+(aSk)Mk]a ) )

backward in time for py, ..., ftr, Moy -y NEc—1-

4: Compute the gradient (I omit the arguments of Hy, Gy, Ji)

OHy, . 1

- OGy
B, HE

quj(QOa---aQK) V%Jk_'_( +(a k:> Nk, k:O,,K—l
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Algorithm 15 Projected Gradient Method for Solving (6.2.3), illustrated in Fig-

ure 6.1

1: Input ¢ = (q(()o), '--7Q§?))'

2: for j =0,... MAX_ITER — 1 do

3 Compute J(¢¥) and VJ(¢).

4: Check termination criteria; stop if termination criteria is satisfied.

5: Find step length o) such that Pg(q\) — oz(j)Vj(q(j))) satisfies the sufficient
decrease condition.

6: Set, qUtY) = Py (g — a DV J(g)).

7. end for

—a DV J (g9

Figure 6.1: Ilustration of a projected gradient step described by Algorithm 15
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6.3 Numerical Examples

I preset numerical results,

e In Section 6.3.1, I give optimization results using classical gradient method as

a validity check of the model problem.

e In Section 6.3.2, performance of parallel-in-time gradient-type method with a

predetermined step size is demonstrated.

e In Section 6.3.3, I tested a heuristic watchdog type of algorithm that modify
the parallel-in-time gradient-type method by periodically executing full serial
gradient in order to obtain true objective function value by which the algorithm

potentially apply backtracking and adjust step size.

All experiments use permeability and porosity data extracted from the SPE 10
data set (http://www.spe.org/web/csp/datasets/set02.htm). The coefficients in
the NPV objective function are set as follows. The oil price is r,; = 80 dollars/bbl,
the water injection cost is 7,; = 5 dollars/bbl, the water treatment operation cost is

Toper = D dollars/bbl, and the time discount rate is rgs = 2 x 107*/day.

6.3.1 Classical Gradient Method

This numerical experiment uses a portion of permeability and porosity data from the
upper quarter of the SPE 10 data set. The model dimension is 1200 x 2200 x 40
feet, which is discretized into 60 x 220 x 20 = 264, 000 finite volume cells. Simulation
time span is 500 days, split into K = 1000 time marching steps. I place 25 injection
wells and 25 production wells in the reservoir in two layers at 20 feet and 30 feet
depth, Figure 6.2. Well injection/production rate bounds are set to be 566.37 bbl/day
(floating points by the unit conversion). Well rates are piecewise constant functions

with constant pieces of length 25 days.


http://www.spe.org/web/csp/datasets/set02.htm
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The computations reported on in this subsection are run using 24 cores on the Rice
University DAVinCI cluster *. The 24 processor cores locate in 2 Westmere nodes
(12 cores in each node) at 2.83 GHz with 48 GB of RAM per node. Nodes are con-
nected between each other and to the GPFS fast scratch storage by QDR InfiniBand
(40 Gb/s). A typical iteration of the Projected Gradient Algorithm 15, including
forward /backward computation, steps size computation, and control updating, takes

about 40 minutes.

2200 2000 1800 1600 1400 1200 1000 800 600 400 200 0
v (ft)

Figure 6.2: Location of injection and production wells. Production wells are indicated
by crosses; injection are indicated by circles. Markers connected by solid lines are on

the 30 feet layer; markers connected by dotted lines are on the 20 feet layer.

To generate initial well-rates, I first assume that the well rates are constant across
all time steps. This leads to a version of (6.2.3) with 25425 well-rates (one for each
production and injection well). This smaller problem is optimized and the optimized
constant well-rates are used as initial conditions in the formulation of (6.2.3) in which
each well-rate can be adjusted in 25-day intervals. The left plot in Figure 6.3 shows
the constant initial well-rates and the right plot in Figure 6.3 shows the optimal well-
rates. Note that it is not necessary to obtain the initial well-rates by this procedure
for the optimization algorithm to converge. In this example, I take this procedure
since it gives the optimization iterations a reasonable well-rates to start, by which
the objective function value decrease is more meaningful.

The time dependent behavior of the individual term in the NPV objective function

IThis cluster was supported in part by the Data Analysis and Visualization Cyberinfrastructure

funded by NSF under grant OCI-0959097 and Rice University.
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Figure 6.3: Initial well rates (left) and optimized well-rates (right) for the 25 injection
well and 25 production wells. The color bars with negative well rates above the dashed
line in the middle represent the 25 production wells; the color bars with positive
well rates below the dashed line in the middle represent the 25 injection wells. The
markers (crosses and circles) on the left of each plot are consistent with the markers

in Figure 6.2.

is shown in Figure 6.4. The left plot shows the contributions of the various terms
in the objective function at the initial well-rate settings; the right plot shows the
contributions of the various terms in the objective function at the optimal well-rate
settings. The objective function values correspond to the area under the black curve.

The objective function Iteration history of the projected gradient method is shown
in Figure 6.5. The optimization of the well-rates reduced the negative NPV from
—6.857 x 10% to —7.986 x 10°, a 16.5% improvement. The optimal NPV is essentially
reached after 20 iterations. The remaining iterations are used to reduce the norm of
the projected gradient below the required tolerance.

Contours at day 100, 300, and 500 (final time) of water saturations resulting from

optimized well-rates are shown in Figure 6.6.
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Figure 6.4: Contributions of oil revenue (top blue dashed line), water treatment cost
(dot-dash red line blow zero), and water injection cost (bottom green dotted line) to
the NPV (solid black line) at the initial well-rate settings (left plot) and at the optimal
well-rate settings (right plot), for the example problem in Section 6.3.1. Optimization
uses the classical gradient method. The area below the black solid line is the NPV.
The NPV for the initial well rates (left) is 6.857 x 10°; the NPV for the optimized
well rates (right) is 7.986 x 105. A 16.5% improvement is achieved. The jumps in the

curves are caused by the discontinuity in the piecewise constant wells rates.
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Figure 6.5: Iteration history of the projected gradient method. After 20 iterations the
optimal NPV is essentially reached and the remaining iterations are used to reduce

the norm of the projected gradient below the required tolerance.

6.3.2 Parallel-In-Time Gradient-Type Method

In this section, I present numerical results of applying the fixed step size parallel-in-
time gradient-type method to this reservoir optimization problem. The implementa-
tion is described in Algorithm 18 of Appendix C with an emphasis on the effect of
implicit state equations on the data communication. Aiming for a heuristic way of
adjusting step size to help convergence, I present a varying step size modification of
the parallel-in-time gradient-type method in Section 6.3.3.

I test the fixed step size parallel-in-time gradient-type method.

1. The fixed step size parallel-in-time gradient-type method is used and timed
without any kind of globalization technique, such as backtracking, to guarantee
convergence. Because, the states and adjoints are not feasible, i.e. The discrete
state and adjoint equations at time subdomain boundaries are not satisfied,
during the optimization process in parallel gradient-type method and therefore,
the objective function value corresponding to the control at a specific iteration

can not be accurately evaluated, I do not have an effective merit function (which
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Figure 6.6: Contours at day 100, 300, and 500 (final time) of water saturations
resulting from optimized well-rates. Only the bottom half of the reservoir (depth
20-40 feet) is shown to better display water saturations at the 20 feet level, where

several of the wells are located.
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is the objective function for classical gradient method) to evaluate the new
tentative control produced by the parallel gradient-type method. The true
objective function value corresponding to a control iterates can too different

[114

(for backtracking purpose) from the “objective value” computed during the
parallel-in-time gradient-type method runtime using state variables with jumps
at subdomain boundaries, see an example in Figure 6.13. So, I accept all the
control updates. The tested parallel-in-time gradient-type method optimization

process stop after a predetermined number of iterations.

2. Objective function values used in the performance comparison are evaluated
after the optimization process by running full forward simulations with every
wellrate schedule on the optimization trajectory. This takes time and is not

included in the timing of the parallel-in-time gradient-type method.

3. The parallel-in-time gradient-type method subdomain boundary state/adjoint
variables are initialized by a full gradient forward-backward sweep. As a result,

the first step takes longer time than the rest of the steps.

The step size of both gradient method and parallel gradient-type method are set
to be the same. In these tests below, the step size is found by running classical
gradient method with backtracking to convergence and choosing a suitable step size
from its optimization history.

However, according to experience, a fixed step size, even chosen from a previous
optimization history, is not always suitable for the highly nonlinear reservoir optimiza-
tion problem. Because, usually, during the optimization process, in different region
of control variables, the most suitable step size is different. For example, in some
cases, in the region near optimal solution, relatively small step size need to be used
to converge. But if this small step size is used from the beginning of the optimization
iterations, slow convergence will hinder me from comparing the performance of the

classical gradient method and the proposed parallel gradient-type method, since us-
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ing step sizes that are smaller than necessary in the early iterations far from optimal
control gives artificial advantage to parallel gradient-type method over the classical
gradient method. Therefore, I chose a moderate step size that will not lead to the
final convergence of a very high accuracy, i.e. iterates from both methods with this
step size eventually jitter around the optimal solution, but is sufficient to demonstrate

the performance of the two methods before the need for decreasing step size.

6.3.2.1 Example 1

In this example of small reservoir size, I apply the parallel gradient-type method in
a problem of 2 wells in a 3D reservoir. 4 time subdomains are used in the parallel
gradient-type method. The parallel computation is run on a desktop computer with
4 cores in 1 CPU.

The model dimension is 640 x 320 x 2 feet® discretized into 32 x 32 x 1 = 1,024
finite volume cells. Simulation time is 100 days with 100 time marching steps of size
1 days. 1 injection wells and 1 production wells are placed in the only one layer in
the discretization. See Figure 6.7 for the location of wells. Wellrates are piecewise
constant functions with constant pieces of length 10 days.

In the iteration history in Figure 6.8 of first 200 iterations, I observe that in each
optimization iteration, both gradient method and parallel gradient-type method de-
creases objective function value similarly in each optimization iteration. However,
time-wisely, the parallel gradient-type method has around 3.5 times speed-ups com-
pared to the gradient method.

I did not optimize the splitting of time domain and used the evenly split subdo-
mains, which usually results in suboptimal performance, since the time expense in
forward computation is different between time marching steps. In Figure 6.9, it can
be seen that the forward computation corresponding to the earlier time subdomain
is slower than that to the later subdomain, though every time subdomain consists

of the same number of time marching steps. It is due to the fact that in the earlier



194

water_saturation
8.000e-01 day 25

0.65

©
o

T -m\ll\\ll\'\'wl\\\l\\l\\

"
o
(o8]
(6]

=2.000e-01

Figure 6.7: 2D reservoir example, water saturation at day 25. The blue and red

squares mark the injection and production well respectively.
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Figure 6.8: 2D reservoir example, iteration history of gradient method and the parallel

gradient-type method. The parallel gradient-type method uses 4 time subdomains.
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stage of the simulation, the saturation change between time marching steps is often
larger than in the later stage of the simulation, which leads to more computation,
such as more Newton’s iterations in solving the nonlinear time marching saturation
equations. This imbalance of computation load causes the cores, other than the first
one, waits for the first core to complete forward simulation. This is the reason why
the timing plot in Figure 6.8 does not show 4 times speedups instead of around 3.5. In
Figure 6.9, one can also see that the backward computation of each time subdomain
roughly takes a similar amount of time. A test on using a time subdomain partition
based on computation load, instead of even number of time steps, for load balance is

included in Appendix D.

Figure 6.9: Trace graph of about 11 optimization iterations, generated by HPC-
TooLkIT [ABF*10]. The horizontal axis is the time axis. Four horizontal rows
represent computation timing of four cores. The top row is for the first time subdo-
main, etc. One optimization iteration consists of three major blocks of one purple,
one green, and one brown. The purple blocks are for forward computation, the brown

blocks are for backward computation, and the green blocks are for waiting.

According to Figure 6.8, the objective function value is apparently convergent.
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But the control variable, i.e. well rates, has yet to converge at iteration 200. At iter-
ation 200, the optimized control variable from two methods are similar, but different
due to different optimization trajectory, and plotted in Figure 6.10. This fixed step
size will converge neither the gradient nor parallel-in-time gradient-type method even
given more iterations by experiments. I show the iteration history only of the first 200
iterations in Figure 6.8 for the reason of fixed step sizes, as I stated in the beginning
of this section. The point is clear that the parallel-in-time gradient-type method has
significant potential to have a speed-ups compared to the commonly used gradient
method in reservoir optimization. However, it needs to be equipped with an efficient

step size choice algorithm and a globalization technique.
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Figure 6.10: 2D reservoir example, optimized well rates at optimization iteration 200.

6.3.2.2 Example 2

In this example, I apply the parallel gradient-type method in a problem of 20 wells in
a 3D reservoir. 4 time subdomains are used in the parallel gradient-type method and
4 cores in each time subdomains perform the computation in the forward /backward

computation. In total, 2 level parallelism of 16 cores is utilized in parallel computing.
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The parallel computation is run on a cluster using 16 cores in 2 computing nodes.
The model dimension is 1200 x 600 x 10 feet® discretized into 60 x 60 x 5 = 18, 000
finite volume cells. Simulation time is 500 days with 1000 time marching steps of size
0.5 days. 10 injection wells and 10 production wells are placed in the middle layer of
5 feet depth. See Figure 6.11 and Figure 6.12 for the location of wells. Wellrates are

piecewise constant functions with constant pieces of length 25 days.

Figure 6.11: Location of injection and production wells. Circles and crosses are for

injection and production wells respectively.

For the parallel-in-time gradient-type method, two dimensions of parallelism is
exploited in this example. Computations on 4 time subdomains are executed at the
same time in parallel; 4 cores are used in forward/backward computations in each of
the 4 time subdomains. Totally, 4 x 4 = 16 cores are computing in parallel.

Both gradient method and parallel gradient-type method run 50 iterations with
no backtracking. Objective function values are evaluated after the optimization iter-
ations finish by conducting full forward simulations for each wellrate schedule in the
optimization trajectory.

In the iteration history in Figure 6.13, per optimization iteration, two method
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water_saturation

Figure 6.12: Contours at day 100 and 500 (final time) of water saturations resulting
from optimized well-rates. Only the bottom half of the reservoir (depth 5-10 feet) is
shown to better display water saturations at the 5 feet level, where all of the wells

are located.
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decreases objective function value similarly. The time consumed for each parallel
gradient-type method iteration is roughly 1/4 of that for gradient method and there-
fore significant speed-ups are observed when objective function values are plotted

against computation time.
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Figure 6.13: 3D reservoir example, iteration history of gradient method and parallel
gradient-type method. Gradient method uses 4 cores in the linear solvers and precon-
ditioners in the forward/backward solves; parallel gradient-type method uses 4 time
subdomains in each of which 4 cores are used in the forward /backward solves, totally,
4 x 4 = 16 cores are computing simultaneously for the parallel-in-time gradient-
method. Parallel gradient-type method is initialized by a full gradient sweep and, as
a result, the first step takes as long as a serial gradient step. There are vertical red
bars on the parallel gradient-type objective values. The other end of bars indicate
the infeasible “objective value” computed, for research purpose, during the parallel

method runtime using the state variable with jumps at subdomain boundaries.

Figure 6.13 shows that 50 iterations of 4 time subdomain parallel gradient-type
method take slightly longer than 1/4 of the running time of 50 iterations of the

classical gradient method. This is due to the same reason of unbalanced computing
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load as stated in the example in Section 6.3.2.1. The trace plot of the 16 cores is
presented in Figure 6.14. The cores performing the forward computation of the first
time subdomain take the longest time in every optimization iteration and fairly large
blocks of time exist for other cores waiting for them. Adjusting the current evenly
splitting of the time marching steps among the 4 time subdomains will likely improve

the load balance. A test on using a time subdomain partition based on computation

load, instead of even number of time steps, for load balance is included in Appendix D.

Figure 6.14: Trace graph of about 10 optimization iterations with evenly split time
subdomains, generated by HPCTOOLKIT [ABFT10]. The horizontal axis is the time
axis. From top to bottom, the 16 rows corresponding to 16 cores are grouped into
4 groups. The top 4 horizontal rows represent computation timing of the 4 cores
performing parallel computing in the first time subdomain, etc. One optimization
iteration consists of three major blocks of one purple, one brown, and one green
block. Purple blocks are for forward computation, brown blocks are for backward

computation, and green blocks are for waiting.

For this optimization problem, there are several local minimums and the controls
within a region around a local minimum often gives similar objective function values

even the well rates can be noticeably different. For the sake of step size being fixed, the
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number of iterations is predetermined to be 50. The last iteration of both methods
decreases the objective function less than 0.01% relative to the objective function

value. Two methods produce similar control at iteration 50, see Figure 6.15.
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Figure 6.15: 3D reservoir example, optimized well rates at iteration 50.

The numerical state variables are nearly continuous for the parallel gradient-type
method at iteration 50 in the sense that no significant jumps of the state of the discrete
time steps at the time subdomain boundary are observed.In the numerical solution of
a discretized in time system, the state difference between consecutive time marching
steps can be used as a measure of continuity. In Figure 6.16, however, the change in
state variable between two discrete time steps is still larger at the time subdomain
boundaries than in the interior of subdomains at iteration 50. But as iteration goes
further, the discontinuity at the time subdomain boundaries becomes not noticeable,
i.e. in the same magnitude as between two time marching steps in the interior of a
time subdomain, see Figure 6.17. The discontinuity of the curve at locations other
than the subdomain boundaries is caused by the change in wellrates every 50 discrete
steps and different wellrate setting leads to different rate of the state change from a

time step to the next time step.
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Figure 6.16: At parallel gradient-type method iteration 50, the 3 dashed lines mark
the position of time subdomain boundaries. As a measure of discontinuity, the blue
dots are computed by taking the norm of the difference of the states in the current

time marching step and the state in the last time marching step.
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Figure 6.17: At parallel gradient-type method iteration 160, the 3 dashed lines mark
the position of time subdomain boundaries. As a measure of discontinuity, the blue
dots are computed by taking the norm of the difference of the states in the current

time marching step and the state in the last time marching step.
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6.3.3 A Heuristic Watchdog Type Parallel Algorithm

In this section, I introduce a heuristic watchdog type of algorithm as a modification

of the proposed parallel-in-time gradient-type method for the two following reasons,

1. The reservoir water-flooding optimization problem does not necessarily meet all
the assumptions for convergence in Chapter 5, e.g., of the reduced control space
objective function, uniqueness of the stationary point to use Theorem 5.2.8 or

convexity to use Theorem 5.2.9. The convergence is not guaranteed.

2. Need a method to adjust step size according to the algorithm behavior instead
of manually empirically setting an assumed suitable fixed step size before the

algorithm starts.

This watchdog type algorithm aims to provide a practical way to heuristically con-
verge the parallel iterations by periodically sacrificing the parallelism and applying
serial gradient step. In the serial gradient step, exact objective function correspond-
ing to the current control iterates are obtained and used as a backtracking criteria. In
addition, the serial gradient step also helps the state/adjoint information propagation
across the whole time domain.

Although, no convergence proof is given for this watchdog type algorithm, numer-
ical experiments show that it works well in the sense that the algorithm converges in
test cases and the parallel speed-ups persists to some extent (see Figure 6.18) after

adding the serial gradient step into the originally fully parallel algorithm.

Algorithm. The algorithm in a big picture is roughly represented as follows.

e serial gradient step
— parallel-in-time gradient-type step
— parallel-in-time gradient-type step ...

e serial gradient step, decide if to backtrack to previous step
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— parallel-in-time gradient-type step
— parallel-in-time gradient-type step ...

e serial gradient step, decide if to backtrack to previous step ...

Pseudo code of the watchdog type algorithm is in Algorithm 16.

Algorithm 16 has an outer-inner two loops structure. In the inner loop (Line 11
to Line 14), parallel-in-time gradient-type control updates are performed, which is
the major part of the algorithm. The outer loop iterates on the control variable
u,j = 1,..., Iyer. The inner loop iterates on the tentative control variables,
uYD 1 = 1, ..., Liner, updated by the parallel-in-time gradient-type steps. The al-
gorithm outside the inner loop ensures necessary additional forward and backward
computation is executed so that exact objective function value and true gradient are
obtained corresponding to the control variable as a result of the inner loop, based on
which decision of accepting the tentative new control or returning a previous control
is made in Line 19. Line 3 computes the exact objective value corresponding to the
initial control u(®). Line 4 distributed the serial computation result to each of the
cores whose computation involves these state variables. In the for-loop (Line 6) a
series of backward computation is performed without state and control update. The
N — 1 backward computation steps in this for-loop and the first backward compu-
tation (Line 11) in the inner loop constitute a full backward sweep. Similarly, in
the for-loop (Line 16) a series of forward computation is done without control up-
date. These N — 1 forward computation steps in this for-loop and the first backward
computation (Line 14) in the inner loop constitute a full forward sweep which yields
the exact objective value corresponding to V) used in the objective value decrease
condition of Line 19. The objective decrease condition test in Line 19 is heuristic
without guarantee of convergence. If the test is passed, the outer loop iterate ul)
is set to the result of the inner loop parallel-in-time gradient-type iterations result.

Otherwise, If the test fails, ©) is not changed from uU=1, step size is cut by paet.,
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Algorithm 16 A Heuristic Watchdog Type Parallel Algorithm, N time subdomains

1:

2:

3:

10:

11:

12:

13:

14:

15:

16:

17:

18:

19:

20:

21:

22:

23:

24

25:

26:

Input u(®
Set initial step size «, inflation factor py,; > 1 , deflation factor 0 < pger. < 1.

Execute serial full forward computation with u®© and obtain .J(u(®).

. Distribute feasible state variables corresponding to u(®)

for j =1, ..., Iyuter do
for(=1,....N—1do
(*)Do parallel-in-time backward comp. and communicate adjoint
end for
w0 — ¢, @)
for [ =1,..., [jne do
(*)Do parallel-in-time backward comp. and communicate adjoint
Compute gradient-type vector g and ut = ¢U+=Y — ag
O = Pinf. &
Do parallel-in-time forward comp. and communicate state
end for
for(=1,....N—1do

Do parallel-in-time forward computation and communicate state

end for

if J(u0Y) < J(uUV) then
wl@) = 6D

else

Distribute the computed state/adjoint variables corresponding to w1

O = Pdet. (X

end if

end for
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and the previously computed feasible state/adjoint variables corresponding to ul=b
is restored (Line 23) to memory which does not require any forward/backward com-
putation. In this case, in the next outer iteration, the for-loop (Line 6) and the first

“* in the pseudo code

(I = 1) backward computation in Line 11 is not necessary (
to indicate this) since exactly the same computation has been done before and the
result is restored in Line 23. To maintain the pseudo code readability, I did not write
extra code to indicate that this unnecessary computation should be skipped.

This watchdog type Algorithm 16 is not fully parallel in the sense that the two
for-loops in Line 6 and Line 16 are essentially performing serial computation on the
whole time domain and consequently one can not expect strong scaling as in the
previous experiments in Section 6.3.2.1 and Section 6.3.2.2.

I estimate the potential speed-ups of Algorithm 16 compared to the classical gra-
dient method below. Consider a single outer iteration in the for-loop in Line 5. liner
gradient-type control updates are executed in Line 12. If I assume each control update
is comparable to a control update in classical gradient method in terms of decreasing

objective value, what I compare the watch dog algorithm with is the computation

time of I iterations of classical gradient method which I denote as
]innerTserial (6 3. ].)

For the watchdog algorithm, in one for-loop in Line 5, one full forward/back compu-
tation consuming 7ieia and lip,er — 1 parallel computation in subdomains consuming

(Linner — 1)% are executed, which sum up to

Tserial
N

Eerial + (]inner - 1) (632)

By computing the ratio of the timing (6.3.1) over (6.3.2), the estimation is obtained

I inner Tserial 1 .
speed-ups ~ — = < min(lipper, N) (6.3.3
Tserial + ([inner — 1)% . + % B IinnlcrN ( ) ( )

[inncr

In Figure 6.18, I plot the estimated speed-up as a function of N and [jy,er-
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Figure 6.18: Speed-Up Estimation for Algorithm 16

To avoid unnecessary repeated backtracking steps, Algorithm 16 keeps the ac-
cepted step size from the previous iteration to use as the first tentative step size in
the following computation, as opposed to returning to the predetermined (but maybe

inappropriate, e.g., too large) step size once the test in Line 19 is passed.

Numerical Experiments. [ demonstrate the performance of Algorithm 16 using
the same wellrates optimization problem as in Section 6.3.2.2 by two tests.

In the first test, inflation factor py,r = 1, the initial step size « is set to be a suitable
value, 0.03 in this case, and no backtracking is needed, illustrated in Figure 6.19. The
watchdog-type parallel-in-time gradient-type method start the algorithm by the first
iteration of a full forward /backward computation so that the state/adjoint subdomain
boundary value can be set properly. From the plot, it can be seen the first iteration
of the watchdog parallel-in-time gradient-type method takes about 4 times as long
as the subsequent iterations, which uses about the same time as one iteration of,

and also produces exactly the same control update as, the classical gradient method.
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Figure 6.19: Watchdog-Type Algorithm with Suitable Initial Step Size. Initial step
size « = 0.03, inflation factor pj,r = 1. Serial Gradient Method is checking objec-
tive decrease condition (Line 19 in Algorithm 16) in each step. The watchdog-type
parallel-in-time gradient-type method with [, = 10 tests the decreasing condition

every liner = 10 steps, marked by the big red circle.
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With [ipner = 10, the algorithm with tests the decreasing condition once every 10
iterations, marked by the big red circle. For example, at iteration 10, a full forward
computation (for-loop in Line 16 in Algorithm 16) is executed so that the accurate
objective function value corresponding to the current control iterates can be obtained
and compared with that at iteration 0. At iteration 20, the same is done to compared
with iteration 10, etc. Iteration-wise, two methods behaves similarly, demonstrated
by the lower subplot. The serial gradient method finishes 50 iterations by 22730
seconds and the watchdog parallel-in-time gradient-type method uses 7655 seconds
which brings 2.97 times speed-up. This agrees with the speed-up estimation yielded

by the formula (6.3.3), i.e.,

1 1

speed-ups &~ — T — = — ~ 3.08

1 _ 1 1,41 1
Linner N Tinner N 10 4 10x4

In the case, 4 time subdomains yields 3 times speed-ups, one can see some parallelism
is sacrificed by the regularly applied serial gradient steps. I also tested the case where
Linner = 5 instead of 10, then 2.45 times speed-up is measured in experiment against
the 2.5 times speed-ups estimated by (6.3.3).

In the second test, with inflation factor py,y = 1, deflation factor pgesr = 0.5, 1
intentionally set the initial step size too large, o = 0.45 as opposed to the appropriate
0.03. The gradient method checks decrease condition (Line 19 in Algorithm 16)
every iteration. In the first tentative gradient step, the decrease condition fails and
consequently the tentative step is discarded and step size is halved. In a later iteration,
step size is cut to 0.028 (slightly smaller than the step size 0.03 used in the first
test) by successive backtracking and the iterations continues from this point with
this suitable step size found. With I, = 5, the watchdog-type parallel algorithm
checks the decrease condition every 5 iteration. Although, the first iteration yields an
increase in the objective, it is not observed. The resulting control of the 5th iteration
has a lower objective than the initial objective value and hence accepted. In the later
iterations, it can be seen that, as a drawback of the watchdog-type algorithm, it also

takes much more iterations than the classic gradient method to find a suitable step
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Figure 6.20: Watchdog-Type Algorithm with Large Initial Step Size. Initial step

size a = 0.45, inflation factor py,r = 1, deflation factor pger = 0.5. Serial Gradient

Method is checking objective decrease condition (Line 19 in Algorithm 16) in each

step. Crosses mark the iterations that fails the objective decrease condition test and

thus halves the subsequent step sizes. The watchdog-type parallel-in-time gradient-

type method with I, = 5 tests the decreasing condition every 5 steps, marked by

the big red circle (pass) or cross (fail).
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size, since in the watchdog-type algorithm, there is not a mechanism to monitor the
behavior of the iteration in each optimization step.

For completeness, I also include in Figure 6.21 an example with initial step size
a = 0.45, inflation factor py,¢ = 1.02, deflation factor pger = 0.5. Comparing this with
Figure 6.20, one sees that the backtracking iteration has changed for the watchdog-
type algorithm.

6.4 Summary

In this chapter, I presented numerical experiment results of the classical gradient
method and the parallel-in-time gradient-type method applied to the reservoir water
flooding optimization problem.

The reservoir water flooding optimization problem maximizes the oil reservoir
recovery Net Present Value (NPV) by adjusting the wellrates of injection and pro-
duction wells to manipulate the subsurface flow pattern. A two-phase immiscible
incompressible reservoir subsurface flow model is used. Reservoir permeability and
porosity data is from the SPE-10 dataset. This governing PDE system is highly
nonlinear.

The parallel-in-time gradient-type method uses two levels of parallelism, the newly
introduced parallelism in the time dimension and the existing parallelism in the space
dimension, i.e., in linear solver/preconditioner. The speed-ups from two level of
parallelism multiply.

In one example, the parallel-in-time gradient-type method with 4 time subdomains
and 4 parallel process in space dimension in each subdomain (16 cores in total) is
tested. Compared to the gradient method with 4 parallel process in space dimension,
around 4 times speed-ups is achieved. In his case, the step size for both method is
predetermined to be the same proper value according to knowledge from previous

experiments.
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Figure 6.21: Watchdog-Type Algorithm with Large Initial Step Size. Initial step size
a = 0.45, inflation factor py,r = 1.02, deflation factor pger = 0.5. Serial Gradient
Method is checking objective decrease condition (Line 19 in Algorithm 16) in each
step. Crosses mark the iterations that fails the objective decrease condition test and
thus halves the subsequent step sizes. The watchdog-type parallel-in-time gradient-
type method with [jne, = 5 tests the decreasing condition every 5 steps, marked by

the big red circle (pass) or cross (fail).
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In the parallel-in-time gradient-type iterations, because the state variables in
memory is not feasible (there are jumps at time subdomain boundaries), there is
not a good merit function to evaluate the control updates to adjust the iterations by
backtracking, changing step size, etc. Without a good merit function, one can not
dynamically adjust the iterations conveniently. Then, if there is no prior knowledge
of what a good step size is, it is hard to set a proper step size at the beginning of the
iterations. Too small step size leads to slow convergence. Too large step size leads to
divergence.

As an attempt to dynamically adjust the parallel-in-time gradient-type method
in the oil reservoir optimization application, I introduced a heuristic watchdog type
of algorithm. This algorithm adds a full serial gradient sweep periodically in the
parallel-in-time gradient-type method to obtain the feasible state corresponding to
the current control iterates and thereby acquire the objective function value. Then,
by the objective function value, the algorithm performs backtracking and step size
adjustment.

Experiments show that this heuristic watchdog type of algorithm maintains a
part of the parallel speed-ups in the parallel-in-time gradient-type method and in
some cases is able to adjust an improper initial large step size to a suitable step size.
However, compare to backtracking in the classical gradient method, this watchdog
type of algorithm is less efficient in the sense that it takes more iterations to find a
suitable step size because only in the periodically executed serial full gradient sweep

the merit function is evaluated.



Chapter 7

Conclusions and Outlook

Conclusions. Using a gradient-type method to solve time-dependent optimization
problem can be computationally expensive, especially the problem is governed by a
time-dependent Partial Differential Equation (PDE) system [Gun03, BLUU12, Janl11,
DCZ15, HCCT13]. The repeated solution of the inherently serial-in-time forward
PDEs and the backward PDEs is required by the gradient computation and consumes
a lot of computation time.

I proposed a new parallel-in-time gradient-type method for time-dependent opti-
mal control problems to introduce parallelism in the time dimension. This method
decomposes the time domain into multiple time subdomains. The forward and back-
ward computation in these multiple time subdomains is performed at the same time in
parallel using boundary information of state and adjoint variables from last optimiza-
tion iteration. In the time consumed by one iteration of the classical gradient method,
multiple iterations of the parallel-in-time gradient-type method can be executed. In
the evenly splitting time domain into N subdomains case, ideally, N iterations of
the parallel algorithm consumes similar time as one classical gradient method, which
brings significant speed-up in example problems.

Then, by introducing a set of data aggregation/communication rules, I general-

ized the newly proposed parallel-in-time gradient-type method to accommodate more
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flexible partition of the time domain, allowing overlapping subdomains and different
number of forward/backward subdomains.

For linear-quadratic problems, I interpreted the generalized parallel-in-time
gradient-type method as a multiple part splitting method [de 76, AN81]. I proved
the convergence of the generalized parallel gradient-type method with sufficiently
small fixed step sizes by the spectral radius arguments of an implicitly constructed
iteration matrix.

I also showed that there is a close connection between the parallel-in-time gradient-
type method and the multiple shooting reformulation of the optimization problem.
The state/adjoint jumps, gradient-type vector in the parallel gradient-type method
constitute the gradient of the multiple shooting reformulation Lagrangian. The pro-
posed parallel-in-time gradient-type method is interpreted as a gradient type method
to solve the indefinite optimality system of the multiple shooting reformulation of
the optimization problem. An alternative convergence proof for the linear-quadratic
problem is given from the multiple shooting perspective.

Then, for general nonlinear problems, I study the properties of the parallel
gradient-type method combined with the metric projection of control variable onto a
closed convex set. I derived a series of theorems to establish the convergence proof of
the method with sufficiently small step size. Results on monotonic convergence are
also derived.

I presented numerical experiment results. In a distributed control problem
governed by a 3D linear advection-diffusion-reaction system, the parallel-in-time
gradient-type method achieved strong scaling with 50-60 processors. Other numerical
examples demonstrated different properties of the proposed method.

I introduced the wellrates optimization problem in oil reservoir optimization. I
used a two-phase immiscible incompressible subsurface fluid model with SPE-10 per-
meability and porosity data sets, which forms a highly nonlinear problem. The

parallel-in-time gradient-type method uses two levels of parallelism, the newly in-
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troduced parallelism in the time dimension and the existing parallelism in the space
dimension. The speed-ups from the two levels of parallelism multiply. Compared
to the classical gradient method, the parallel-in-time gradient-type method leads to

significant optimization acceleration.

Outlook. I proposed and investigated properties of the parallel-in-time gradient-
type method in this thesis. I answered some questions, which also opens up more
questions.

Below, as an outlook on possible future research, I summarize the aspects related
to the parallel-in-time gradient-type method that I was not able to take care of during
my research time. The aspects covered by different bullet points are not mutually

exclusive.

e Practical “sufficient decrease” criteria that guarantee convergence.
The convergence theorems in Section 3.5, Section 4.3, and Chapter 5 all only
state that for a sufficiently small step size the proposed algorithm converges.
But they are not informative in terms of how small the step should be. In
practice, these theorems are not convenient to use if not impossible. Consider
the classical gradient method. The backtracking line search method based on
Armijo-Goldstein “sufficient decrease” condition often efficiently leads to con-
vergence by discarding unsatisfactory tentative control updates and adjusting
step size. It is desired that an analogous mechanism can be designed for the
parallel-in-time gradient-type method that monitors the iterations and make

adaptive adjustments according to its behavior.

e Determination of suitable problems. Demonstrated by the examples in
Section 3.6.1 and Section 3.6.2, the speed-up of the proposed parallel method
compared to the classic gradient method heavily depends on the specific opti-
mization problem it is applied to. The proposed method can have heterogeneous

performance where it is applied to different problems. Definitely, the proposed
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method does not work well on all problems. It will be helpful if there is a guide-
line of how to identify suitable optimization problems to use the parallel-in-time

gradient-type method on.

Intuitively, optimal control problems in a very diffusive system with a Dirichlet
boundary condition is likely to be a suitable type of problem to apply the
proposed method.

How to partition the domain? Apart from the choice of how many subdo-
mains to use in the evenly splitting time domain case, the generalized parallel-
in-time gradient-type method (Section 3.4) has offered a variety of supported
computation subdomain arrangements, which I did not thoroughly study (an
exploration is in Section 3.6.3). There should be a guideline of domain parti-

tioning according to the nature of each specific optimization problem.

For example, in the problem with strong temporal dependence, overlapping

subdomains should probably be encouraged.

Explanation of why the proposed method yields speed-ups. I demon-
strated by numerical examples in Section 3.6 and Section 6.3.2 that, in some
optimization problems, the proposed method has an significant advantage over
the classical gradient method, by utilizing parallel computing, in terms of com-
putation time. However, I did not clearly explain why this advantage exists. I
only have the heuristic argument, which also serves as the intuitive motivation
of this whole research, that in the time for one classical gradient method itera-
tion, the parallel-in-time gradient-type method can execute multiple iterations.
If the gradient-type update is in some sense good enough, the fast iterations
yields speed-ups. But I did not explain carefully how good the gradient-type
vector the parallel method produces is in comparison with the exact gradient,
especially in terms of its effect in achieving the optimization goal, i.e., decreas-

ing the objective function value or control error. And I did not give reason why
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the gradient-type vector is good in the case it is good. A better understanding
of the reasons behind the observed speed-ups also helps answer the questions

in other bullet points.
The material in Section 3.6.3 and Section A.2 can be a starting point of this

discussion.

Further research that takes good care of these bullet points will potentially make the

parallel-in-time gradient-type method a very practical method.
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Appendix A

On the Multiple-Shooting

Formulation

A.1 On the Convergence of the Projected Parallel
Gradient-Type Method

In this section, I discuss the convergence of the parallel-in-time gradient-type algo-
rithm combine with metric projection, a topic that is also covered in Section 5.2
for general nonlinear problem. Now, I investigate the convergence from the multiple
shooting point of view for linear-quadratic problem.

In Section 4.3, the convergence proof heavily relies on the spectral radius of the
matrix [I — W(a)| in (4.3.3) being smaller than 1. It is proved that with sufficiently
small «, p(I — W(«)) is smaller than 1. It is natural that one conjecture that with
a « such that p(I — W(a)) < 1, the projected parallel-in-time gradient-type method
iteration converges. Below, I first define the projected iteration in (A.1.2) and then

use two counter examples to show the conjecture does not hold.
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Given a convex set D € n, x K, define projection

y (]
Pu,D( U ) = Pp (ﬂ)
D D

note that P, p is indeed a metric projection that projects the whole y, u, p vector onto

the convex set R™*K x D x Rw*K e

v 7
Pu,D( u ): argmin || 7 = la H
(@@ 7" )eER™ K x Dx R ¥ K
]5 ﬁ’ ﬁ

The parallel-in-time gradient-type method combined with metric projection executes

the following iteration modified from (4.2.15),

gU+h g\ 0 0 —Iy_ g
Ut | = u,D( al | — 0 alk 0 VL(|aW )) (A.1.1)
U+ ) —Iy4 O 0 )

Then, using expression (4.3.2) and definition in (4.3.4) leads to

gty yb) 0 0 —In_, gl — g
ait) | =Pup(|a?| —| 0 alx 0 |Hz|a®D —ar|))
U+ p) —In1 O 0 ) — p*
(A.1.2)
g\ 7

= Pup (L= W(a)] |aW) | + W(a) |a|)
p(j) P
where ¢*, u*, p* is the optimal solution of the unconstrained problem.

To prove the convergence iteration (A.1.2), following are two fruitless attempts.

e [t is tempting to prove a seeming general result that the iteration defined by

Tl = PD(ASL’k + b)
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always converges with p(A) < 1, which however does not hold. And the example

0.1 10
D = {[z1,15]" € R*|z; = 25}, A = b =10,0", 20 = [1,1]7,
0 0.1

results in divergence.

One may want to prove that with a small o > 0 such that p(I—W(a)) < 1, the
projected parallel-in-time gradient-type method defined by (A.1.1) or (A.1.2) is

always convergent. This is wrong. A counter example follows.

Consider optimization problem
1

. 1
min 5(9? + y§)+§(u§ +uj)

subject to =0
J v (A.1.3)
Y1 = Yo + uo
Y2 =Y1 + U
Its adjoint equations read

P1 = Y2

Po = Y1 +P1

Let the parallel-in-time gradient-type algorithm run with two time subdomains,
(A.1.4)

In this simple case, it does not need to do any backward computation in the

first time subdomain. Straightforward computation yields symmetric

2 01 -1

0 1 0 1
H; =

1 02 0

-1 10 0
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On the other hand, obviously, the optimal solution of the problem (A.1.3) is
y; =0,u* =1[0,0]",p5 = 0.

By (4.3.3) and (4.3.4),

g(j+1) g(j)
at+ | = [I — W(a)] |aW (A.1.5)
p(j+1) p)
with ~ -
0 0 0 -1
w |0 a 0 0
W(a)= H, (A.1.6)
0 0 a O
-1 0 0

When step size av = 0.4, the spectral radius p(I — W(a)) ~ 0.97723 < 1 and, of
course, the unconstrained iteration (4.2.15) converges. However, experiments

with
D={0} x[-1,1] or D={1} x [-1,1] or D = [—1,1] x [-1,1]
show that the projected iteration, (A.1.1) or (A.1.2), diverges.

By knowledge in Chapter 5, if the iteration is started by a pair of full for-
ward /backward sweep so that an initial true state/adjoint is computed, then the
projected iteration converges with sufficiently step size, but that is beyond the scope

of this section.

A.2 Behaviour of Spectral Radius p(I - W(«))

In Section 4.3, from (4.3.3), it can be seen that the convergence speed of the parallel-
in-time gradient-type method iteration (4.2.15) relies on the spectral radius of [I —

W(a)]. In this Section, I use numerical experiments to demonstrate some typical
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relation ship between number of subdomains N, step size «, and the spectral radius
p(I—W(a)).
Use the one dimensional distributed control problem in Section 3.6.3 as an exam-

ple. I compute p(I — W(a)) corresponding to different number of subdomains and

step size a.
1.35
13 = S
s
=\
o125 =
2 X
g 1.2
E11s
[&]
a
@ 1.1
1.05
1
0.95

5000

. 1000 )
number of subdomains 1 0 step size
| ‘ L ——
1 1.05 11 1.15 1.2 1.25 1.3

Figure A.1: Spectral Radius Against Step Size and Number of Subdomains. Two
horizontal axes are for step size a and number of subdomains. The vertical axis is
for the spectral radius. A yellow transparent horizontal layer is added at z = 1. See

Figure A.3 and Figure A.2 for two dimensional slices of this three dimensional plot.

Figure A.1 presents a overall relationship between the three quantities. Figure A.2

illustrates that for a fixed time subdomain splitting pattern, with sufficiently small
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Figure A.2: Spectral Radius Against Step Sizes. Five curves represent five different

number of subdomains.
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step size «, the spectral radius p(I—W (a)) < 1 as proved in Section 4.3. Additionally,
increasing « from 0 decreases the spectral radius almost linearly below a threshold.
One should notice that in the classical serial gradient method iterations, the spectral
radius of the corresponding iteration matrix p(I — aoH) as seen in (3.1.10) decrease
linearly as « increases when

x def 2

0<a<a" =
Amax (H) + )\mzn (H)
which is the behavior of the blue curve in Figure A.2. Actually, it is easy to see that,

for the serial classic gradient method (blue curve),

l—a\pin(H) 0<a<a?
p(I—aH) =

Apae(H) =1 a > a*

which is a piecewise linear function with respect to o. Another observation is that,
in this example, as the number of subdomain grows, the step size corresponding to
the minimum spectral radius as well as the spectral radius itself decreases.

Figure A.3 shows that with relatively small step sizes, when number of subdomains
increases before a certain threshold is reached, the spectral radius is not significantly

affected.

A.3 A Parallel-In-Time Krylov Subspace Based
Solver

In this section I show numerical results using a parallel Krylov subspace solver to solve
the optimality system in multiple shooting formulation. The multiple formulation is
also a permutation of the block tridiagonal optimality system developed in [Hei05].
This permutation reveals explicitly the structure that allows for parallel computation
in left multiplying the matrix to a vector. I present both positive and negative results
as for the performance of this parallel Krylov subspace solver. However, I do not

provide theoretical explanation of the different speed-up results.
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Figure A.3: Spectral Radius Against Number of Subdomains. Four curves represent

four different step sizes.
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In the context of linear-quadratic optimization problem, solving the saddle point

problem (4.2.13) is equivalent to solve the linear system

y 7 0 0
H, |a| =ve(lal)-ve(|o]) = -ved|o]) (A.3.1)
p p 0 0

The linear operator H, has the following important properties

e The application of the linear operator H, to a vector can be executed in parallel
with N parallel process in a N-subdomain multiple shooting setting. One should
note that applying an explicitly constructed matrix to a vector can be trivially
parallelized, but it is not always the case for linear operator whose matrix

representation is not explicitly constructed as for H.

e The matrix representation of H, is symmetric indefinite. The symmetry can

be easily seen since H is the Hessian of L.

To solve a linear system, gradient method is often not competitive against Krylov
subspace methods. Since the application of the linear operator H, to a vector is
parallel, the Krylov subspace methods can be executed in parallel. In this section, I
explore the performance of Krylov subspace based method in solving the optimality
system written in the multiple shooting form (A.3.1).

I test solving the symmetric indefinite system (A.3.1) using Krylov subspace solver
MINRES[PS75][FS12], which I refer to as the “parallel Krylov subspace solver” below.

For solving symmetric positive definite system as in the serial optimality system,
Hu = —-g

with H and g defined in (3.1.8), MINRES and Conjugate Gradient method uses sim-
ilar number of iterations. Three examples are used to demonstrate the performance

of the parallel Krylov subspace solver.
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1. Simple example with a scalar state at each time step.

1 K rK—l
. 2 2
mm§;yk+§;uk

) (A.3.2)
subject to  yr41 = pyr + ux

Yo=1
where K = 1000, r = 100, p = 0.99.
2. The 1D boundary control problem (3.6.1) in Section 3.6.1.

3. The 1D distributed control problem (3.6.5) in Section 3.6.3. Figure A.4 explic-
itly plots the sparsity pattern of the implicitly constructed matrix H, for this

test case.

200

400

600 -

800 -

1000
A~

Y M

Figure A.4: sparsity pattern of the H;, N = 4 subdomains, for test case 2 ((3.6.5) in
Section 3.6.3 where n, = n, = 31, K = 30)
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Figure A.5: Performance of the parallel Krylov subspace solver on problem (A.3.2).
The red dot represent the serial bench mark. The horizontal axes are number of
subdomains. The Top plot shows the number of iterations, I(/N), to reduce control
error from initial le — 1 to le — 12. Theoretical speed-up is N - I(1)/I(N). Parallel
efficiency is I(1)/I(N).
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Figure A.5, Figure A.6, and Figure A.7 present contrasting numerical results for
three test cases. In Figure A.5 for problem (A.3.2), it is observed that for less than 20
subdomains, the parallel algorithm takes less iteration than the serial algorithm, in
which case the scaling is better than strong scaling with parallel efficiency larger than
100%. In Figure A.6 for problem (3.6.1), by introduction of the parallelism, number
of iterations immediately tripled from around 30 to 100 and stayed roughly constant
with less than 10 subdomains with parallel efficiency around 30%. In Figure A.7 for
problem (3.6.5), parallelism does not yield any speed-up in all the tests with various
number of subdomains.

However, I do not have explanation for the different parallel performance in the

three test cases currently.



Appendix B

Reservoir Simulation

To do a reservoir simulation is to simulate the behavior of reservoir variables, such as
pressure, saturation, etc. , by a math model based computer program. I summarize
the basic reservoir physics in the PDE model and explain the numerical scheme to do

the simulation, which follows the framework of [CHMO06], [CJ86], and [Pea77].

B.1 Basic Physics

In this project, I use a two-phase, immiscible, incompressible flow model [AGL07]
[CHMO06]. There is a water phase and a oil phase. Being immiscible means that no
mass transfer between phases. The water phase consists of pure water; the oil phase
consists of pure oil. Being incompressible means rock, water and hydrocarbon are
all incompressible, i.e. rock porosity and fluid density does not change due to the

pressure change.

Q CcR3 open set representing the dimension of the reservoir
xr €0 space coordinate of 3-dimensional reservoir

T €Rt total simulation time

t €[0,7] time after the beginning of simulation

a € {water(w),oil(0)} phase in the composite fluid
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K(r) € R¥3

o(zr) €eR
Pa ER
Sa(z,t) € 1R
pa(z,t) € 1R
Peow(sw) € IR
p(z,t) € R
qo(z,t) € R
q(z,t) € R

vo(z,t) € R?

v(z,t) € IR?
kro(sw) € IR
e € IR
Aal(sw) €R
AMsw) €R
fuw(sw) € R

G e’

Sor € IRT

Swe € IRT

P, € R"
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permeability matrix at location x

reservoir porosity

density of phase «, assumed to be constant all space all time
saturation of phase a. Vx,Vt, s, (x,t) + s,(z,t) =1

pressure of phase «

capillary pressure, p, — Py = Peow

global pressure, defined in (B.1.5)

well (mass) rate of phase « at location x at time ¢

total well (volume) rate, i.e. % + %

flux of phase «, volume flow rate per unit area

total flux, i.e. v, (z,t) + v,(x, 1)

relative permeability coefficient for phase «, fully dependent

on the local phase saturation

viscosity of phase «, assumed to be constant all space all time

kra(sw)
Ha
total monility, i.e. Ay (Sw) + Ao(Sw)

Aw (Sw)
A(Sw)

vector of gravity acceleration, pointing downward

phase mobility, defined as

fractional flow function, f,(s,) =

irreducible oil saturation

i.e. the assumed lowest oil saturation that can be achieved
by a certain kind of recovery

connate water saturation

i.e. the saturation of water trapped permanently in the rock

entry pressure, used in Brooks-Corey formula

Table B.1: Nomenclature for the Reservoir Simulation

Derivation of Pressure Equation Water saturation s, (x,t) and oil saturation

So(x,t) describe the volume fraction of water and oil phase in the mixed fluid. In the
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two phase model s, (x,t) + s,(z,t) = 1. Phase density p,, p, define the density of
each fluid phase and, due to the incompressibility assumption, they are constant in
all space and time of simulation. Porosity ¢(z) is the the ratio of porous medium pore
space and the bulk volume of the rock. For the incompressibility assumption, ¢(z)
is a function of position and invariant with respect to time. I use v, (z,t), v,(x,t) to
denote phase flux/velocity, in the dimension of volume per area per time [% = %]

quw(x,t) and ¢,(x,t) is the rate of fluid phase mass injected /produced in a unit volume

[%] By mass conservation of two phases, for a € {o, w},

0pad(x)sq(z,t)
ot

Rock absolute permeability K(z) € R3*3 defines the flow direction in the presence

+ Vi (paval(z,t)) = qulz,t) (B.1.1)

of pressure gradient, each component of which has dimension [L?]. Relative perme-
ability k.o (sq(z,t)) describes the influence of phase saturation on the phase velocity
magnitude, dimensionless. Both absolute and relative permeability affects the phase

flow through Darcy’s Law

vale,t) = —K(z) Eroloal2:1))

[ (pra(l’,t) - paG>

where i, represents phase viscosity in the dimension of [%] G is the vector of

gravitational acceleration [Z]. Define phase mobility

)\a(Sa(ZE7 t)) = W

and total velocity

v(x,t) == vo(x,t) + vy(x, t) (B.1.2)
and the source term of total volume rate per space in the dimension of [7]
q(z,1) = qw(x’t)/pw—’_QO(xvt)/po (B.1.3)
Adding (B.1.1) of two phases and using the definitions above yields

o(@t) =~ (K@) (50 (@) (Vapu(, 1) — puG) + K(@)Ao(s0(2, 1) (Vapo(a, ) — poC)]

Ve v(z,t) =q(z,t)
(B.1.4)
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Following [AGLO07, P.27] and [CHMO06, P.24], define a global pressure p

Sw(x,t)
pat) =plet) = [ RO @ (B.15)

in which capillary pressure peo,(s.(z,t)) represents the pressure difference between

oil phase and water phase, Peow = Po — Pw- It is determined by the phase saturation

and I wrote it as a function of water saturation.

Vp.8) = Voo (.8) = Fulsulest) T (0, Vsl

= vmpo(xv t) - fw<5w(x7 t))vzpcow<sll)<x7 t))
Ao (2, 1)
Aw(T, 1) + Ao(, 1)

= pro(iﬁ,t) — v:c(po(xat) _pw<x7t))

Ao (2, 1)
Ao(T, 1) + Ao(2, 1)

B Aoz, 1)
= Aw(%?t)+M:U’lt)V:wo(fc,t)+

Define total mobility

Viebw(z,t)  (B.1.6)

A(Sw(, 1)) = Ao (Sw (2, 1)) + Ao (S0 (x, 1)) (B.1.7)

Insert (B.1.6) into (B.1.4). Instead of two phase pressures, global pressure is the new

unknown variable

{U(Jf, t) = —[K(@)A(80 (2, 1)) Vap(a,t) = K(2) (A (80 (2, 1)) puo + Ao (50 (1)) po) G]

Voola,t) = qlat)

(B.1.8)

This is the pressure equation

— Vo [K(2)A(50(2, 1)) Vap(x, 1) — K(2)(Au(50(2, 1)) pu + Ao(50(2, 1)) p0) G = q(2, )

(B.1.9)
Derivation of Saturation Equation Define fractional flow function
A
= v B.1.10

Start from water phase of (B.1.1), apply Darcy’s Law, and plug in v, = v — v,
(

V(1) = fu(sw(z,t))|v(x,t) +K(@)N(Sw(2, 1) ViDeow (T, t)

+K (1) Ao (80w(2, 1)) (pw — po)G (B.1.11)
Osw(z, . w(@,t)
G2 Vv (o,t) =
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This is the saturation equation.

About Capillary Pressure The capillary pressure p.,, is a scalar argument func-

tion of saturation s, (x,t), so
V ePeow (S (T, 1)) = Pl (S0(T, 1)) Visy (2, 1) (B.1.12)

where pl,_, is the derivative of scalar argument function pe,. The capillary pressure

related part of V, - v, is

Vo [fu(sw (2, 1)K (2) Ao (80(2, 1)) VaPeow(suw (2, 1))]

=V [fur(sw (@, 1)) K(2) Ao (50 (2, 1)) Py (50 (7, 1)) Vs (2, 1)]

Auw(50(@, 1)) Ao(s0(7, 1)),

=Va: [K(2) N (50 (T, 1)) + N5, 1)) L

(Sw(x, 1))V asy(z, 1)) (B.1.13)

Following Brooks-Corey formula [BC64] for approximation of capillary pressure, with

S (T,8) —Swe
1—80r—Swe

normalized saturation s’ (z,t) := , T use Pyst(z,t)"2 to approximate cap-
illary pressure. This approximation has a singularity at s’ (z,t) = 0. Numerically, I

apply a linearization near the singularity

(NI

Py(72e2uem)” if € < pru—tue
pcow(sw): 1 Sorsue 1=sor=swe (B114)

_%pde—%(m —€)+ Pz if 0 < Swmswe <

1—50r—Swe 1—sor—swec

Since, pl,, < 0 everywhere, (B.1.13) is a nonlinear diffusion term in the saturation

equation.

Coupled System The PDE system (B.1.9) and (B.1.11) describes the subsurface
flow in oil reservoir. Pressure equation (B.1.9) and saturation equation (B.1.11)
are coupled. In pressure equation, mobilities depend on saturation; in saturation
equation, total velocity is computed in pressure equation.

I neglect gravity. Let  be an open set in R3. In domain © x [0,7], the PDE
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system is

for x € Q,t € [0, 7]

—Vu [K(2)A(Sw(2, 1)) Vap(2,t)] = g2, ) (B.1.15a)

—K(2)A(s0(, 1)) Vap(z,t)

Juw(sw(x, 1) (v(z,t) + K(2) Ao (Sw(2, 1)) ViDeow (Sw(x, 1)) = vy(x, t) (B.1.15¢)

v(x,t) (B.1.15b)

¢(x)% + Vo v, ) = q”i)i’ D (B1154)
for z € 0Q,t € [0, 7]
v(z,t) n=0 (B.1.15¢)
Vo(T,t) n =0 (B.1.15f)
for x € Q)
5w(z,0) = so(x) (B.1.15g)

n is the outward normal vector on the boundary. The water phase source term is

determined by the total source term through

Q<x7t) Q<$’t) >0
fuw(sw(z,t))q(x,t) q(x,t) <0

Qw(x7 t) =

By (B.1.2), two Neumann boundary conditions (B.1.15¢)(B.1.15f) enforces no flow

condition for both water and oil phase.

B.2 Numerical Scheme

I apply Finite Volume Method to discretize (B.1.15) in space [EHMO03] [Mic03]
[Wiel0], solve pressure equation and saturation equation alternatively in a sequential
time stepping manner [AGLO07]. In solving saturation equation, I use backward Euler

method.




250

N ezZ*
K ezZ*
At €R
e <€ RN
pk c RN
q"* € RN
qk c ]RN
sk e RN

K,k c R3><3><N

grid size (number of cells), N = N, x N, x N,

last time step index (time step index is 0 based)

time step size

e; = (0,...,0,1,0,...,0)T with ‘1’ at the ith position

pressure vector of length NV at time step k.

The ith component, p¥, is the pressure for cell §;

well injection/production rates (mass per space per time) at time step k.
The jth component, (jf, is the well rates for cell €.

qu = lej q(z, ty)dx with g(x,t) defined in table B.1.

qt = Z;V:ql quelj, source vector of length NV at time step k.

The ith component, ¢¥, is positve for injection, negative for production
There are only N, non-zero components representing NV, controlled wells.

In the context of water flooding, define water source term
¢ ¢ >0

fuw(s¥)qr g <0

corresponding to ¢, (z,t) in (B.1.15d).f,, is defined in (B.1.10).

k
qw,i -

water saturation vector of length N at time step k.

The ith component, s¥, is the saturation for cell €);

3 x 3 relative permeability matrix array of length N at time step k.
The ith component, xF, is the 3 x 3 relative permeability matrix for cell €2,
M= (Ny;—1)x Ny, x N, + N, x (N, —1) Xx N, + N, x N, x (N, — 1)
flux between adjacent cells at time step k.

The component indexed by ‘ij’, vf”j, is the flux from cell €2; to ;.

Table B.2: Nomenclature for the Numerical Scheme of Reservoir Simulation

The domain of the reservoir is discretized into a rectangular grid of size

N =N, x N, x N,
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I use a series of evenly spaced time steps
o<t <ta<..<tp<..<tg=T (B.2.1)

where t, = to + kAt, Vk e {0,1,..., K}. Number of wells in the reservoir is N,. All
of the well locations are fixed during the simulation. Well i € I,,ey := {l1, ..., qu} is
located in cell €;. I;,; and I,,, represent the index set of injection and production

wells respectively
]inj U Ipro = Lwell Iinj N [pro = ®7 [inj7 [pro 7& @

Vz € OVt € [0,T]

(
>0 i€ I

q(z,t) § <0 i € Ly, (B.2.2)

=0 1 ¢ ([’Lnj U ]pro)

\

B.2.1 Solving Pressure Equation

I use Two Point Flux Approximation (TPFA) [AGL07] to solve (B.1.15a). At time
step k, define 3 by 3 relative permeability matrix x(x, ty)

k(z,ty) = K(2)A(sy(x, tr)) (B.2.3)
and the discretized version of permeability matrix for time step k

K',k c R3><3><N

is a 3 X 3 matrix array of length N, i.e. an array of length N whose every component
consists of a 3 X 3 matrix, approximating k(z, tx) by cell wise constant values.

Insert (B.2.3) into (B.1.15a),
— Vo k(z, te) Vap(x, ty) = gz, ty) (B.2.4)
Apply divergence theorem on grid cell €2;,

_ /dQ k(2 t,)Vap - = /Q q(z, ) (B.2.5)
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where n is the outward normal vector on the boundary 0€2; of €);. In this project, I
use rectangular hexahedron grid cells. ;; is the interface between grid cell €2; and €,
with normal vector n;; pointing from §2; to €2;.

_ /892. Kz, tk)Vap(a, ty) - n = — Z [m k(z, k) Vap(x, t) - iy (B.2.6)

Q; is adjacent to Q;

I replace Vp - n;; on ;; with numerical approximation

k k

ko (pj _pi)

6p1.7 - Ah¢+Ahj
2

(B.2.7)

where Ah; and Ah; are the dimensions of grid cell €2; and 2; in the direction from

2; to Q;. Then I obtain the approximation

/ k(2 te)Vap(z, ty) - nyj = 5pfj/ K(z,ty) (B.2.8)

Yij Yij

Since k* is discontinuous on 7;;, the value of r(x,t;) on ~;; is approximated by a

distance-weighted harmonic average of /-if,ij = Ny - /ifnij and /’i?’ij = Ny - /ﬁé?nij,
Ah;  Ah;
Ky = (Ahy + Ay (—— + —2) 7 (B.2.9)
iii Mg
Combine (B.2.5), (B.2.6),(B.2.7), (B.2.8), and (B.2.9)
Ah;  Ah; _
a3 GRS e B20)
& Q; is adjacent to Q; 2] J5iJ
Conventionally, define TPFA transmissibility
Ah;  Ah; _
h = 2y|(—— + KTJ) ! (B.2.11)
1,0j Joig
Then, I have TPFA discretized version of (B.1.15a) as follows
/ q(z,ty) ~ Z TZ’;(pf —ph) vV, CcQ (B.2.12)
Q;

Q; is adjacent to ;

In matrix form

As")p* =4 (B.2.13)
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In which A(s"’) = [aim], a N by N matrix, with s¥ in parenthesis to emphasize ’yfj’s

dependence on saturation

k .
g . . T m =1
Q, is adjacent to Q; '%J
iy, = g (B.2.14)

_Tilin m # i

The matrix A(s*) is singular. When S~ ¢! = 0, this system has solutions which
are determined up to a constant. By adding a positive constant to a;;, I make this
matrix non-singular and force the resulting pressure in {2; to be 0.

The flux from €2; to adjacent cell €2; is computed by

/ v(z,t) - ny ~ Uk] e (p pj) (B.2.15)
%i

B.2.2 Solving Saturation

For the time dependent saturation equation, (B.1.15d), integrate over grid cell €);

8sw (z,1) fQ qu(T,t)dx
/, o(x) / Vo - vy(z ” (B.2.16)

substitute (B.1.15b) into the equation above
/ Vi vp(z,t) / Ve fu(Sw(@, ) K(2)Ao(Sw (2, 1)) VabDeow(Sw(x, t))
—i—/ Vi fu(sw(z, t))v(x,t) (B.2.17)
Q;

The first integral of (B.2.17)

Ve Bulsulas DK@, 0) V(1)

corresponds to capillary pressure, by (B.1.13) and divergence theorem

/ Vo K@) Mo (50(2, 1)V aPreonw (50 (2, 1)

(0, )N (520(2, 1)),
/ Vo @30 0 + A(sula, D)0

_ /8 o [K () Ajgj?f{)?f}itix(;;t,)t))) o (50(2, ) Vasu(z,t)]  (B.2.18)

(8w(7, 1)) Vasu(z,1)]
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Below, I derive its discrete version. In the computation from time step k to time step
k+1, in terms of evaluating (B.2.18), I either choose k or k+ 1 as the time index for
saturation. For example, in a backward Euler scheme, all of the saturation used in
(B.2.18) is in step k + 1. Since the superscripts are all the same, I will omit them on

the saturation notation below for simplicity. Since,
891 = UQj is adjacent to Q;Vij

Look at the integration of (B.2.18) on the boundary surface of two cells,

[ ) A DSy (o0 Dasafe0] (8219

The permeability term, K(z), on the face is approximated by a constant, the har-
monic average of permeability on the two cells, §2; and €2;, sharing this face, v;;. In
this project, K(z) is diagonal. Assume the permeability diagonal component of the

direction normal to ;; is indexed by s (s = 1,2, 3),

2K, K,

K(z) = K K.
1,8 7,8

(B.2.20)

Saturation used in the rest of the integral is the arithmetic average of saturation in
Qi and Qj,

5y = SJ“TSJ (B.2.21)

And in (B.2.19) the term

Aw(s0(, 1) Ao(sw(, 1))

)\w<‘§w))‘o(=§w) /
Ao (8w(2, 1)) + Ao (Sw(z, t))pcow

(sulr 1) 3R T

(5,)  (B.2.22)

The component in the direction between €2; and §; of Vs, (x,t) is approximated by

a two point finite difference. Combine (B.2.20) and (B.2.21), on v;;,

2K,L'73Kj75 Sj — S;

ni; - K(2)Vysy(z,t) = K.+K,. &

(B.2.23)
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Lastly, by (B.2.22) and (B.2.23),

/391_ " [K(x)szvsw(x £

B.2.18) is approximated numerically

Sw)ho(Sw) -\ 2K Kjs sj—s;
~ . gl 2 —— Peow(Sw) 77— (B.2.24)
Q; is adjacent to €; )\w<3w) + O(Sw) Ki,s + Kj78 h
and I define
m )\ (glrun))\o(gzrﬁ> —m 2Ki,sK j,S syt — S;n
Eij(s™) = 7] ow (5 L2 ) (B.2.25)

)\ (Sm)—l—)\( )pcow Sw Kz‘,s"’Kj,s h

The second part of (B.2.17)

/ Vo Fulsu(z,)o(z, 1)
Q;

represents the fluid flow due to pressure gradient, apply divergence theorem

/Q_ Vo sl )o@ t) = [ Ffulsw )o(z,t) - n

0

— Z /fw sw(x,t))v(z,t) -n;  (B.2.26)

Q; is adjacent to ;

Here, to do approximation, I want

Ej(sm,vfj,pk) = / Juw(sw(x, tm))v(z, te) - nij (B.2.27)
The numerical approximation of saturation is cell wise constant and discontinuous
on the boundary of cells. T use upstream weighting for the fractional flow

L, fulsMo(@,te) -ny - pff = pj

/ Fulsulr )l ) -y (B.2.28)

Ly, fulsT)ola, te) -nig - pif < pj

Since, f%_j Jo(sT)v(@, tm) nij = fulsi)vf andf fu(ST)v(z, tm) nij = fu(s])vi;
by (B.2.15) Then, (B.2.27) and (B.2.28) are reduced to

Fi(s™, 05, p*) = (B.2.29)
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Since, flux fully depends on pressure. By (B.2.15), I can hide the dependence of

Fi; on vfj into the dependence on p* as follows

fulsP)Th(0f —pf)  pi >}
it ’ ’ (B.2.30)
k

E'(Sm, Ufj? pk) = F’i'(sm7 pk> =
Fu(SP)TS(WE —15) i <1

Assemble two parts of (B.2.17) With E;;(s™) and F;(s™, p¥) calculated in the

above two parts, (B.2.17) yields the discrete relationship for saturation

¢i 1 Qw,z
A_(Sfﬂ - Sf) + Z [QGij(SkH,pk) +(1— Q)Gij(sk7pk)] =
t ’ Z| Q; is adjacent to Q; Pw
(B.2.31)
where
(B.2.32)

Gij(s™,p*) = Eij(s™) + Fi(s™, p*)
0 switches the scheme between implicit and explicit, 1 for implicit and 0 for explict.

Implicit Saturation Equation When 6 is set to 1, (B.2.31) yields a backward

Euler implicit scheme for the saturation equation

% 1 w,t
%(sf“ — M)+ Z Gij(s" pF) = b, (B.2.33)

’ Z| Q; is adjacent to ;

I use a quasi-Newton method to solve this equation.

B.3 Trilinos Implementation
Trilinos Project Packages [HBHT05] are extensively used in this reservoir simulation.

e Epetra provides the data structures and routines in parallel linear algebra. I

use it to store saturation, pressure, permeability, porosity in distributed memory

and sparse system matrices in distributed memory.
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AztecOQO provides an object-oriented interface to the Aztec linear solver li-
brary. It solves the symmetric pressure systems by Conjugate Gradient and
solves the asymmetric linear equation systems arising from nonlinear satura-

tion equation by GMRES.

ML provides a black-box parallel multigrid preconditioner which significantly
accelerates the linear solvers in forward simulation and backward adjoint com-

putation.
SACADO provides classes for automatic differentiation.

Teuchos provides a set of convenient common tools, e.g. smart pointers, pa-

rameter lists, XML parsers.



Appendix C

Parallel-In-Time Gradient-Type
Method Implementation Details In

Reservoir Optimization

The reservoir optimization problem (6.2.2) has three characteristics that influences

the parallel-in-time gradient-type method implementation:

1. its state equations are implicit, i.e., the state in a new time step is given by

solving an equation system, which has an impact on adjoint variable values;

2. there are two state equations in each time step, i.e., the pressure equation

(6.2.2b) and the saturation equation (6.2.2c);

3. there are two state variables, i.e., pressure and saturation.

Of course, it can be reduced to the standard form of (5.2.1) and apply for the parallel-
in-time gradient-type method, Algorithm 13. However, in the implementation, some
new aspects needs to be considered, e.g. data communication with the implicit state
equation. In addition, I made slight adjustment of the backward computation time
subdomain partition in Algorithm 13 so that the parallel gradient-type algorithm is

more efficient.

258
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Therefore, for clarity, I give the implementation details of the parallel-in-time
gradient-type method applied to the reservoir problem.

I first give the parallel-in-time gradient-type algorithm with implicit state equa-
tions and show its equivalence to the parallel-in-time gradient-type algorithm with
explicit state equations in the sense that they produce exactly the same control up-
date. Then, I discuss the parallel-in-time gradient-type algorithm used in the reservoir

optimization.

C.1 Algorithms For Explicit/Implicit Formulation
of State Equations

In Chapter 5, the state equations of the model problem (5.2.1) has explicit form. For

reading convenience, I repeat (5.2.1) here:

K
Minimize ZJk(yk,uk) (C.1.1a)
k=0
subject to  yry1 = Fr(yr, ur), k=0,..,K—1, (C.1.1b)
Yo = Ygiven (CllC)
ueD (C.1.1d)

In practice, as the case in the reservoir optimization problem, state equations are

often implicitly defined as in (C.1.2b).

K
Minimize ij(yk, u) (C.1.2a)
k=0
subject to  Fiy(Yp, Ypr1, ur) = 0, k=0,.,K—1, (C.1.2b)
Yo = Ygiven (C12C)
ueD (C.1.2d)

Assume that, for k =0, ..., K — 1, given yy, ug, the state equation Fi(yx, Yx+1,ux) =0

uniquely determine yy1.
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C.1.1 Gradient Computation with Implicit State Equations

Lagrangian of problem (C.1.2),
K K-1
L= Jelyeun) + > M Fes yrrrs uk) + 07 (0 — Yeiven) (C.1.3)
k=0 k=0

Take derivatives of £ with respect to state variables, set them to be zero and obtain

adjoint equations,

oL OJk (Y, Uk ) 5FK—1(Z/K—1,Z/K,UK—1) T
0= = + Ak C14
Oyx Oy | dyx FAra ( Y
oL 0Ty, ur) OF% 1 (Y1, Yk, Uk—1) p OF% (Yk, Yr 1, U)
0=_-—= - A1+ A
Oy Oy, [ Oy, P+ Oy, A
k=1, K1 (C.1.4b)

Denote the reduced control space objective as J. The gradient is

(9j . &]K(yK, UK)

= 1.
Fur D (C.1.5a)
o.J OJx(Yr, ur) aFk(?/kayk+lauk> T
o 0w T ow % FT L Lo

C.1.2 Gradient Computation with Explicit State Equations

Note that problem with explicit state equations (C.1.1) is closely related to the special
case of (ClQ) with Fk(yka Yk+1, uk) = Fk<yk7 uk) — Ykt1-
Lagrangian of problem (C.1.1),

K K-1

L= Jelyew) + Y% (Felyr ur) = yesr) + 0" (Yo — Ygiven) (C.1.6)

k=0 k=0
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Adjoint equation

oL . &]K(yK, UK)

0= = — Vi C.1.7a
8/3 8Jk(yk,uk) 8Fk(yk,uk) T
0= — g [T TR C.1.7b
Oy, Oy, e+ Oy, o ( )
O0J (Yr, ur) OF . (yr, Yk 1) 1 OF % Yk, Ye1u) 17
- — _ + _
D Ye—1 + [—{ Do i 1" vk
(C.1.7¢c)
OJk(Yr, ur) OF e (Y, Y1) 7 OF % (Y Y1)
= — " — Y1 — C.1.7d
e Vo1 — | D [ Dot 7 e ( )
k=0, K—1

Compare adjoint equations (C.1.4) and (C.1.7) and the adjoint relationship is clear

NG e o W S S (g (C.1.8)
ayk-H
Then, the derivative
oJ  AJk(yk, uk)
p— :].'
8uK 8UK (C 93)
OJ Oy wr) OF(yk, up) g
= .1.9b
8uk 6uk + auk ] T (C ) )
Ok (Yk, ur) OF% (Yrs Vi1, )y OF k(Y Yot 1, Uk ) T
— + [— C.1.9¢
D, [—{ Vs D, " ( )
_ 8Jk(yk7 U’k) N aFk(yku Yk+1, uk) T aFk(yku Yk+1, uk)]fT,yk (019d>
Ouy, Ouy, Y11
OJe (Y, ur) OF (Y Yks1, Un) o7
— .
s + [ Y, " Ak (C.1.9e)
k=1, K—1

This verifies in form that the gradient computed by (C.1.5) and (C.1.9) is the same.

I summarize,

e The form of the state equation is not unique. Consequently, the resulting adjoint

variable corresponding to state equations of different form can be different.
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o If the state variables are all feasible, i.e. Fy(yk, Yps1, ux) =0,k =0, ..., K —1 or
equivalently Fi(yk, ug) = ygs1,k =0, ..., K — 1, the adjoint variable relationship

between an implicit and explicit state equation is in (C.1.8).

C.1.3 Algorithm with Explicit State Equations

In the generalized parallel-in-time gradient-type method framework, Algorithm 13 for

problem (C.1.1) has the forward/backward arrangement of

Refer to Section 3.4 for the generalized parallel-in-time gradient-type method frame-
work context. In the implementation of the parallel-in-time gradient-type method

applied to the reservoir problem, I adjust the arrangement to

st = K; er = Kiy i=0,..,N—1
sp=K—1, ef=K 1 -1 i=1,..,N-1 (C.1.11)
S(IJBZK(], €§:K1—1

Refer to (4.2.14) for its connection to the multiple shooting reformulation. I give the

pseudo code in Algorithm 17 with explicit state equation.

C.1.4 Algorithm with Implicit State Equations

Suggested by (C.1.8), in the parallel-in-time gradient-type algorithm with implicit
state equation, adjoint variable to communicate between processors are not A but

—[M]T&, which results in the Algorithm 18.
Yk+1

One can familiarize himself with the Algorithm 17 and Algorithm 18 by comparing
them line by line with the special assumption F (Yks Ypr1ur) = F(yr, ug) — yrr1 and
quickly realizing that both algorithms are performing the same computation under

this assumption.
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Algorithm 17 jth iteration of the parallel-in-time gradient-type method with step
size a; > 0 for problem with explicit state equation (C.1.1). Describes the tasks
executed by processor of rank n € {0,..., N — 1}. The first subscript of variables
indicates the subdomain it is associated to.

1: Input control u,(f)Kn, uflj)KnH, ud)

> initialization of the iteration

) n,K,H_l—l‘
2: if n > 0 and j =0 then
3: Input initial yfl_la
4: end if
5. if n < N —1 and j =0 then
. e 1 (=)
6: Input initial Vi Knsr
7. end if
8: if n =0 then > solve the state equation forward in time
9 k1 = Fro, (Yaivens Ul i, )
10: else
: - .
L1 yT(L],)I(n—i-l = FKn(y’r(lj,Kn)7u’El],)](n)
12: end if
13: fork=K,+1,...,K,,1 —1do
4y = Byl )
15: end for
16: if n = N — 1 then > solve the adjoint equation backward in time
. aJ ( (4 u(j) )
17 49 — Tt Vni g g
. K411 ayﬁﬂ{nﬂ
18: else
) (G-1)
19: VK11 = Vs 1Ky -1
20: end if
21: for k=K, —1,..., K, do
G)  _ Ohwlewll) Ol )
2 ket = g )
23: end for

(continued on next page)




264

24: for k=K,,...,K,;1 —1do > update control
A . @) 0 @) @) .

. G+1) _ () 0Tk (Y, 1oty 1) OF% (Y kot kNT - (4)

25: up " = Pp,(u,;) — aj[ PO PO ) Yok |)
n,k n,k

26: end for
27: if n > 0 then > communication between processors
28: send 'yfﬁ(n_l torank n — 1
20: receive 91(21, K, from rank n — 1
30: end if

31: if n < N — 1 then

32: send yr(f;)KnH to rank n + 1

33: receive %(511 K

a1 from rank n + 1

34: end if

C.2 Comparison of Algorithms

In this section, I briefly show Algorithm 17 and Algorithm 18 are equivalent in the
sense that produces exactly the same control iterates. I use a mathematical induction
type of argument. Assume both algorithm has the same state/control variables up to

iteration 7 and

- aFk(yx)k’(?)x)kHus’)k)]TAS,)k =) (C.2.1)
ayn,k—i—l
is true for i = 0,...j, n = 0,.., N — 1, and k = K, ..., Ky1 — 1, with 70, and A",
defined in Algorithm 17 and Algorithm 18 respectively.

By the assumption, the control updates in iteration j will be the same for both
algorithms. Therefore, in iteration (j + 1), the control variables are the same, con-
sequently the state variables are the same, and (C.2.1) is true for i = j + 1,n =
N-1Lk=K,,..,K,1 — 1

To show that for i = 74+ 1,n < N — 1, (C.2.1) is valid for k = K,,, ..., K;,11 — 1,

the only non-trivial work is to show (C.2.1) holds for k = K11 — 1, i.e., at the time
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Algorithm 18 jth iteration of the parallel-in-time gradient-type method with step
size a; > 0 for problem with implicit state equation (C.1.2). Describes the tasks
executed by processor of rank n € {0,..., N — 1}. The first subscript of variables
indicates the subdomain it is associated to.

1: Input control uflj)Kn, uflj)KnH, o 7ufzj)Kn+1—1‘

> initialization of the iteration

2: if n > 0 and 5 = 0 then

3: Input initial yﬁL}a

4: end if

5. if n < N —1 and j =0 then

6: Input initial auxiliary variable fn +1

7. end 1if

8: if n =0 then > solve the state equation forward in time

9: solve ﬁKn (ygivena yflj,)KnJrla ugzan) for y’SL )K +1

10: else

11: solve FK (yﬁLK ), yﬁf)KnH, ug)Kn) for yﬁi)KnH

12: end if

13: fork=K,+1,...,K,;,; —1do

14: solve Fk(yni,yﬁ ;c+17 (]))

for yn k+1
15: end for

(continued on next page)
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16: if n = N — 1 then > solve the adjoint equation backward in time

17: solve

aJKn+l(yn]1(n+17u£Lj)I(n+1) +[aFKn+11<y£L‘],)I(n+1 17y7(1])f(n+17 S)I(n+1 1)]’1" (])

nKn+1 1 _0

(4) ()
ayn Kt Yn Kt
for )\n Kni1—1
18: else
19: solve
n (4) ) (4)
[aFKrH—l_l(yn,K»,H_l l’yn Kn+17 TLKn+1 1)]T (]) _ S(]*l)
ay n Kn+1—1 n+1
n,Kni1
for )‘v(z],)KnH—l
20: end if
21: for k=K, —1,...,K,+1do
22: solve
8] (ygi:? (])) [8Fk_ (ynfi 1,y£LLa SL 1)] )\(j) +[8F (yg;c?y£;§+laugac)]T)\ 3 _ 0
ayn,k ayn,k’ e 8yn,k m

for A, _,
23: end for

24: if n > 0 then

25: (]) _ 6JK” (y’fljy)}(n7u£7f],>l(n) [BFK"L (yn Kn’y’f?«j)l{n“rl uT(’L )f(n)]T)\(j
. n - 9 (7) 9 [€D) n,Kn
yn,Kn yn JKn
26: end if

(continued on next page)
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27:

28:

29:

30:

31:

32:

33:

34:

35:

36:

37:

for k=K,,...,K,;1 —1do

ul(gj+1) = PDk (uq(j}C — [

end for

if n > 0 then

send 57(3) to rank n — 1

receive yfﬁly K, from rank n — 1
end if
if n < N —1 then

send yr(f;)KnH to rank n + 1

receive £Y)| from rank n + 1

end if

> update control
DIk (ys ) usl}) aﬁk(yfl{L,yil{L+l,uﬁf,L))T AO )
oull), oull), n.k

> communication between processors

subdomain boundaries where the parallel-in-time gradient-type algorithms do data

communication and introduce information lag, since the related control and state
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variables are the same for both algorithms.

(3+1) (G+1)  (G+1)
_[aF (ynKn-H 17ynKn+1unKn+l 1)]T (3+1)
(+1 n,Kpy1—1
ay"7:71(n+1

(C.2.2a)

=Y (C.2.2b)

() ()
a‘]I('rz+1 (yﬁ7+l,Kn+1 ) u'n‘,y—l-l,Kn+1 )

J
ayn+1»Kn+l

[aFKTH-l (y7(7,-i)-1 Kn+1 ) y’l(l-‘y)-l Kn+1+17 U'T(lj-?-l K1 ) ]T)\ ])

L Ko (C.2.2¢)

ayn-‘rl Ky

:aJKn+1 (y72‘317Kn+1 ? ungll,Kn+1) + [aFKnJrl (yn]ll Kn+17 ygll Kn+1+17 ui},ll Kn+1) ]T
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aymrl,l<n+1+1

aJ-I('n-kl (ynll Kn+1 ? ugll K +]_) + [aFKn+l (yT(L{i)»l Kn+1 ? uglll KnJr])]T (])

Vi1, K1 (C.2.2¢)

ayn+1,Kn+l ayn+1,Kn+l
:77(34)_1 Kng1—1 (C.2.2f)
1
=5 (C.2.2g)

The equality (C.2.2a)-(C.2.2b) is for Algorithm 18 Line 19, (C.2.2b)-(C.2.2¢) for
Algorithm 18 Line 25, (C.2.2¢)-(C.2.2d) for (C.2.1) with i = j, (C.2.2d)-(C.2.2¢)
for implicit function theorem since the explicit state equation and the implicit state
equation define the same relation ship between states and control, (C.2.2¢)-(C.2.2f)
for Algorithm 17 Line 22, (C.2.2f)-(C.2.2g) for Algorithm 17 Line 19.

Then, (C.2.1) is true for it = j+1,n =0,...N — 1, and k = K,,, ..., K,; 1 — 1.
The mathematical induction completes with a proper base case assumption.

In conclusion, Algorithm 17 and Algorithm 18 are equivalent in the sense that

produces exactly the same control iterates.
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C.3 Application to the Reservoir Problem

In the reservoir problem, saturation and pressure are state variables,

Yk = , k=1,..K (C.3.1)
Pr—1

Use ¢ as notation for control for compatibility with other parts of this thesis. Let Hj

and G}, represent pressure and saturation equations respectively,

~ Hy(Sk, Dr, Gk
Fro(Yks Yrt1, Q) = , k=1,...K—1 (C.3.2)

Gr(Sk, Sk+15 D> Qi)

Then, Algorithm 18 is used. Naturally, the resulting adjoint variables can be parti-

tioned into two parts

for pressure equation H
A= | 1 torp b S R (C.3.3)
r (for saturation equation Gy)

One special feature of this reservoir application is in the data communication at time

subdomain boundaries. According to Algorithm 18 Line 25, with n < N — 1,

0Jk, W% 4% H(’)‘F (y,ﬁkn,yf&nw%(f}%)

ayn,Kn ayn K

£ = — "2V (C.3.4)

In the reservoir problem, objective function value does not depends on pressure and
therefore the gradient of the objective with respect to pressure is zero,

o] ((j) ) ) aJKn(yiL])Kn’qEL])Kn)

n n 7qn
rallas 0k, (C.3.5)

ayn K 0
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The Jacobian matrix has special structure

OFy, (v, yﬁ 10

ayn K
Oy 0, Py ) Oy 0, 2y )
- 88(1> 8p(1>
Gy (s ﬁfknﬂ,p%n,qgkn) OG iy (555, s%ﬁppiﬁ%ﬂvqﬁkn) (C.3.6)
95 (J)
L n,Kn nKn—l
OH, (s, PV ) 0
_ , BS(J)K
0G5V e o 0 0P 0
_ 2o,

By (C.3.3), (C.3.4), (C.3.5), and (C.3.6), in the adjoint data communication, one does
not need to exchange the full 57(3 ), since the lower half of it is zero, but only need to

exchange

0Jre, Wk al k) OHk, (s 0k a e ) o

88(]]( +[ aS(JK ] e
0Gxk, (s9h sV 10 %) o Gy
[ ] nn,Kn
asmKn

as a summation involving adjoint variables corresponding to both pressure and satu-

ration equation.



Appendix D

A Test on Adjusting Time

Subdomains for Load Balance

I present a simple test on adjusting the time subdomains for the parallel-in-time
gradient-type method to achieve better computation load balance across subdomains.

The parallel-in-time gradient-type method performs parallel forward/backward
computing on different time subdomains in parallel. With evenly split time subdo-
mains, in each time subdomain, the time steps of computation are the same. However,
the computation load is not necessarily the same as demonstrated in the reservoir op-
timization example in Section 6.3.2.1 and Section 6.3.2.2, where some part of the
time domain takes longer computation time than others. This prevents the parallel
method from obtaining good efficiency, since processors that finishes their compu-
tation tasks on their subdomain waits idol for processors working subdomains with
heavier computation load, see Figure D.2.

It is natural to attempt to remedy this load imbalance by repartition the time
domain not by number of time steps, but by computation load.

Now, using the model problem in Section 6.3.2.2, I test this idea.

The problem has 1000 time steps, the evenly split subdomains are
[0, 250], [250, 500], [500, 750], [750, 1000]. By a timed test run using initial well rates
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control, I find the adjusted subdomain partition that roughly distribute the workload,
including forward and backward computation, across subdomains. The adjusted sub-
domains are [0, 196], [196, 442], [442, 720], [720, 1000]. See Figure D.1.

To=0 T = 250 Ty = 500 T3 = 750 T, = 1000
even length subdomains | | | | |

adjusted subdomains } | | | I

Figure D.1: Time Subdomains Adjustment

Figure D.2 and Figure D.3 show the 1000 seconds trace plot of the evenly split
subdomain case and the adjusted subdomain case respectively. It can be seen that

by comparison of these two plots,

e the significant waiting time (green) in the even subdomain case is mostly avoided

in the adjusted subdomain case.

e In the 1000 seconds, the adjusted subdomain case runs more iterations. As a
matter of fact, completing 49 iterations, The even subdomain case takes 6077

seconds and the adjusted case takes 5307 seconds.

5307
o = 87.3% (D.0.1)

By adjusting the partition, around 10% of time is saved in terms of competing

a fixed number of iterations.

e In the adjust subdomain case, the backward computation in the 3rd and 4th
subdomains takes longer to finish than that in the 1st and 2nd subdomain. It is
because the 3rd and 4th subdomain has more time steps and the time consumed
by a step of backward computation is roughly the same no matter it is at an

earlier or later part of the time domain.
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Figure D.2: Trace graph of 1000 seconds about 8 optimization iterations with evenly

split time subdomains, generated by HPCTooLKIT [ABFT10].

The time subdomains are [0, 250], [250, 500], [500, 750], [750, 1000] The horizontal axis
is the time axis. From top to bottom, the 16 rows corresponding to 16 cores are
grouped into 4 groups. The top 4 horizontal rows represent computation timing of
the 4 cores performing parallel computing in the first time subdomain, etc. One
optimization iteration consists of three major blocks of one purple, one brown, and
one green block. Purple blocks are for forward computation, brown blocks are for
backward computation, and green blocks are for waiting. Model problem description

in Section 6.3.2.2.
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Figure D.3: Trace graph of 1000 seconds about 9.5 optimization iterations with ad-

justed time subdomains, generated by HPCToOLKIT [ABF*10].

The adjusted time subdomains are [0, 196], [196, 442], [442, 720], 720, 1000] The hor-
izontal axis is the time axis. From top to bottom, the 16 rows corresponding to 16
cores are grouped into 4 groups. The top 4 horizontal rows represent computation
timing of the 4 cores performing parallel computing in the first time subdomain, etc.
One optimization iteration consists of three major blocks of one purple, one brown,
and one green block. Purple blocks are for forward computation, brown blocks are for
backward computation, and green blocks are for waiting. Model problem description

in Section 6.3.2.2.
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The adjustment of the partition of time subdomains also effects the gradient-
type vector computed. However, in this case, there is not a significant difference in
the objective function value history in the optimization process for the two kinds of

different partition, see Figure D.4.
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T T T T T T

0.4 -L -—o-para.even subdomains |
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> ®
5O 4 ]
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Figure D.4: Comparison of objective function value history between the parallel-in-
time gradient-type method with different time subdomain partitions. The evenly
split time subdomains are [0, 250], [250, 500], [500, 750}, [750, 1000]; The adjusted time
subdomains are [0, 196], [196, 442], [442, 720], [720, 1000]. The first initialization step
of a full gradient-sweep is the same for both cases and is not included in the plot.

Model problem description in Section 6.3.2.2.

In conclusion, in this test problem, by adjusting the partition of the time subdo-
mains according to the computation load, instead of number of time steps, a small

portion of computation time (about 10% according to (D.0.1)) can be saved.
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Above is the test result. I do not provide further discussion.



	Abstract
	Acknowledgements
	List of Figures
	List of Tables
	Introduction
	Literature Review
	Parallel-In-Time Simulation
	Parallel-In-Time Optimization
	Reservoir Optimization

	Parallel-In-Time Gradient-Type Method in Linear-Quadratic Problems
	Gradient Method
	Derivation of the Parallel-In-Time Gradient-Type Method
	Interpretation as a (2N-1)-Part Iteration Scheme 
	A Generalized Framework for Parallelism
	Forward/Backward Computation Subdomains
	Aggregated State/Adjoint Variables
	The Algorithm
	Subdomain Initial/Terminal Processor Rank Function
	DF and DB
	Interpretation as a (DF+DB+1)-Part Iteration Scheme

	Convergence Proof for the Linear-Quadratic Problems
	Numerical Examples
	1D Boundary Control: Step Size, Non-Monotonic Convergence
	3D Distributed Control: Parallel Implementation, Strong Scaling
	1D Distributed Control: Generalized Algorithm

	Summary

	Multiple-Shooting Formulations
	Continuous Time Multiple-Shooting Formulation
	Discrete Time Multiple-Shooting Formulation
	Convergence Proof by Multiple-Shooting Formulation
	Summary

	Parallel-In-Time Gradient-Type Method in Nonlinear Problems
	Metric Projection Properties
	Convergence in Constrained Problem
	Gradient-Type Vector Error Bound
	Convergence of the Control Update
	Bound Iterate Around Optimal Control
	Convergence Theorems

	As a Perturbed Gradient Method: Iteration-Wise Monotonicity
	Iteration-Wise Gradient-Type Vector Error Bound
	Unconstrained Problem
	Constrained Problem

	Summary

	Reservoir Optimization
	Introduction
	Optimization
	Example Objective Function
	Discretized Form of the Optimization Problem
	Classical Gradient Method
	Adjoint Equation Approach for Gradient Computation
	Projected Gradient Method

	Numerical Examples
	Classical Gradient Method
	Parallel-In-Time Gradient-Type Method
	A Heuristic Watchdog Type Parallel Algorithm

	Summary

	Conclusions and Outlook
	Bibliography
	Appendices
	On the Multiple-Shooting Formulation
	On the Convergence of the Projected Parallel Gradient-Type Method
	Behaviour of Spectral Radius (I -W ())
	A Parallel-In-Time Krylov Subspace Based Solver

	Reservoir Simulation
	Basic Physics
	Numerical Scheme
	Solving Pressure Equation
	Solving Saturation

	Trilinos Implementation

	Parallel-In-Time Gradient-Type Method Implementation Details In Reservoir Optimization
	Algorithms For Explicit/Implicit Formulation of State Equations
	Gradient Computation with Implicit State Equations
	Gradient Computation with Explicit State Equations
	Algorithm with Explicit State Equations
	Algorithm with Implicit State Equations

	Comparison of Algorithms
	Application to the Reservoir Problem

	A Test on Adjusting Time Subdomains for Load Balance

