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Abstract

In this thesis we consider the optimal input design of inverse problems using partial differ-
ential equation (PDE)-constrained optimization. While the analysis and numerical solution
of inverse problems has made extensive progress in the last decades, some of these prob-
lems might depend on the model input or control. The field of optimal input/experiment
design is an established framework for generating experiments or input functions in order
to satisfy certain theoretical conditions. In our case we aim to optimize the observability
of the parameters, i.e. their impact the model output. We analyze two classes of inverse
problems, one driven by a general linear parabolic system and the other by a nonlinearly
coupled elliptic-parabolic system. Then, we consider an optimal input design algorithm,
whose purpose is to improve the parameter estimation process. Numerical experiments of
the design algorithm conclude this work, and deliver satisfying results to both the mathe-
matical problem and the industrial application.

We use, in particular, the reduced basis (RB) approximation in the framework of model or-
der reduction (MOR) to define fast-computable approximated PDE-solutions. To solve the
finite-dimensions inverse problem, we consider a trust-region optimization method, which
requires RB error estimates in order to be properly defined and to guarantee its conver-
gence. While the study and optimization of general linear parabolic systems is already
well-studied, the nonlinear model lacks efficient and certified error estimates. Hence, one
of the novelties of this dissertation is the approximation of hierarchical error estimates and
especially their use in the optimization algorithm.

For the optimal input design we describe a standard algorithm and propose a variation
for an industrial application. The standard formulation relies on an adaptive argument,
where one finds a sequence of input functions that maximize the overall observability
of the parameters, and therefore makes the convergence to the true parameters easier.
Even though the input design problem lacks a theoretical framework, we observe a general
success in its purpose, namely gaining trust in the estimated parameter. Furthermore, the
algorithm is independent of the model and can be applied to general inverse problems.

Finally, we apply the input design algorithm to the industrial problem of estimating pa-
rameters for Lithium-ion battery cell systems. Since these systems are very complex and
depend on many parameters, the estimation process is usually long and resource-expensive.
Hence, the input design finds a shorter optimal input function, in this case the battery cur-
rent profile. We apply two variations of the optimal input design algorithm previously
defined in order to solve this problem.
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Zusammenfassung

In dieser Arbeit befassen wir uns mit dem Design von optimalen Inputs fiir inverse Op-
timierungsprobleme mit partiellen Differentialgleichungen (PDE) als Nebenbedin-
gung. Wihrend die Analyse und numerische Losung von inversen Problemen in den let-
zten Jahrzehnten grofie Fortschritte gemacht hat, kénnen einige dieser Probleme von der
Input- oder Kontroll-Funktionen. Das Gebiet des optimalen Input-/Experiment-Designs
ist eine etablierte Methodik zur Generierung von Experimenten oder Input-Funktionen,
um bestimmte theoretische Bedingungen zu erfiillen. In unserem Fall zielen wir darauf
ab, die Beobachtbarkeit der Parameter, d.h. ihren Effekt auf den Output des Modells, zu
optimieren. Wir betrachten dafiir zwei Klassen inverser Probleme, eine bestimmt durch ein
allgemeines lineares parabolisches System und die andere durch ein nichtlinear gekoppeltes
elliptisch-parabolisches System. Anschlielend betrachten wir einen Algorithmus fiir das
optimale Input-Design, der das Ziel hat, den Parameterschiatzungsprozess zu verbessern.
Numerische Experimente des Algorithmus schliefen diese Arbeit ab und liefern zufrieden-
stellende Ergebnisse sowohl fiir das mathematische Problem als auch fiir die industrielle
Anwendung.

Zur effizienten Berechnung approximativer Losungen der PDEs verwenden wir insbeson-
dere den Ansatz der Reduzierten Basen (RB) im Rahmen der Modellreduktion (MOR). Um
die eindlichdimensionalen inversen Probleme zu 16sen, betrachten wir ein Trust-Region-
Verfahren, welches eine genaue Definition und die Garantie der Konvergenz von RB-
Fehlerschétzern voraussetzt. Wéahrend die Analyse und Optimierung allgemeiner linearer
parabolischer Systeme bereits weitgehend erforscht ist, fehlt es im Fall des nichtlinearen
Modells an effizienten und zertifizierten Fehlerschitzern. Daher ist die Approximation
hierarchischer Fehlerschétzern und insbesondere deren Verwendung im Optimierungsalgo-
rithmus eine der Neuheiten dieser Dissertation.

Fiir das Problem des optimalen Input-Designs wird ein Standardalgorithmus erértert und
eine Variation fiir eine industrielle Anwendung vorgeschlagen. Die Standardformulierung
stutzt sich dabei auf ein adaptives Argument, mit dem eine Folge von Input-funktionen
gefunden wird, welche die allgemeine Beobachtbarkeit der Parameter maximiert und somit
die Konvergenz zu den wahren Parametern erleichtert. Obwohl dem Problem des Input-
Designs eine theoretische Grundlage fehlt, beobachten wir, dass es im Allgemeinen seinen
Zweck erfiillt, Vertrauen in den geschitzten Parameter zu gewinnen. Zudem ist der Al-
gorithmus unabhéngig vom Modell und kann auf weitere, allgemeine inverse Probleme
angewendet werden.



vi CHAPTER 0. ZUSAMMENFASSUNG

Schliefilich wenden wir den Input-Design-Algorithmus auf das industrielle Problem der
Parameterschiatzung fiir Lithium-Ionen-Batteriezellensysteme an. Da diese Systeme sehr
komplex sind und von vielen Parametern abhéngen, ist der Schatzungsprozess in der Regel
langwierig und ressourcenaufwendig. Daher findet das Input-Design eine kiirzere Input-
Funktion, in diesem Fall das Batteriestromprofil. Zur Lésung dieses Problems wenden wir
zwei Varianten des zuvor definierten Algorithmus zum optimalen Input-Design an.
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Chapter 1

Introduction

The topic of lithium-ion batteries has been of interest in the recent past in many electronic
applications, for example electric mobility. Many companies and research institutes are
therefore focusing on their mathematical modeling and testing, often involving great effort
and cost in time and computational resources. The derivation of mathematical models that
are both reliable and computationally cheap is now one of the biggest challenges in this
field.

The most common mathematical models for lithium-ion batteries come from the study of
the electrochemical processes, and consist of several coupled nonlinear equations describing
the transport of lithium ions and the electrical potential in the so-called solid phases and
electrolyte, in the different section of the battery, like the electrodes (i.e., the cathode and
the anode) and the separators. Some more sophisticated models assume further conditions,
for example external and thermal effects. In the last fifty years different approaches for
the modelization have been proposed. A macro-homogeneous approach is developed in the
pioneering work [42] and forms the basis for further investigations; cf. [17, 23, 24, 56, 62],
for instance.

For more recent work about the modeling and discretization of lithium-ion battery cells,
see, e.g., [47, 38, 39, 63, 20]. Well-posedness is studied, e.g., in [68, 61]. A lot of the interest
is of course in approximating or estimating hidden parameters or states; cf., e.g., [60, 21,
57].

Our estimation process is based on a fitting argument. Chosen a certain input current, we
observe the output voltage of the battery cell. The parameter estimation is then an opti-
mization problem based on minimizing the discrepancy between the mathematical model
and the real experimental response of the battery, by tweaking the parameters in the math-
ematical model. In this framework the input current is arbitrarily chosen, and, as observed
in many works (e.g. [41]), the current impacts strongly on the identification of some of the
parameters.

Therefore, in the context of optimal design of experiments — or in this case optimal design
of inputs — we find an input or a collection of inputs that minimizes the uncertainty of the
parameters, or that maximizes their observability, in order to estimate them better. For
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more information about classic design of experiment, see [25, 44, 54, 50, 3, 49]. For the
design of inputs applied to parameter identification in batteries see, e.g., [48].

In our work we will further use model order reduction techniques to speed up evaluations
of our mathematical model. In particular, the reduced basis (RB) scheme is used; see, e.g.,
[30, 53] and [37, 40, 43, 67| for battery models. In this framework, we apply an adaptive
trust-region method that does not need any a-priori computation of an RB subspace on an
offline phase, but builds the RB approximation online based on computable a-posteriori
error estimates; see [69, 51, 33, 45, 6, 5]. Furthermore, we would like to refer to earlier
work on methods based on TR proper orthogonal decomposition (TR-POD); see [2, 59,
58].

1.1 Outline

This work is based on three previously published works: in the first one, [45], we consider
a parameter-dependent evolution problem, where the parameters are unknown. A bi-
level optimization input design algorithm is taken into consideration, where in the inner
optimization problem the parameter vector is optimized in order to minimize a cost function
measuring the discrepancy from some given data. In the outer cycle a new input is found in
order to maximize some observability measure, evaluated through the Fisher information
matrix. The new contribution of this paper was the use of the trust-region RB algorithm
mentioned above (together with some novel ideas) in the context of parabolic equation.

In the second work, [4], a more complex mathematical model is taken into consideration,
in order to slightly resemble a battery model. There we deal with a coupled nonlinear
parabolic-elliptic system, where the nonlinear coupling function is given as an exponential
function motivated by the Butler Volmer equation. While the finite element approximation
and RB scheme follow standard arguments, we need fast-evaluable a-posteriori RB error
estimates, usually not available for such nonlinear models. We develop approximated hier-
archical error bounds, and show the good performances in terms of accuracy and efficiency
of such estimate. Such approximated estimates also give satisfying results when used in
the trust-region framework.

In the third work, available on [46], we do not study any mathematical models or develop
any model order reduction techniques. Instead, with the support of our project partners
we use a standard adaptive input design algorithm to develop a current profile in order
to better estimate 9 parameters in a real battery model. The model is the one described
and used in [57], with some of the parameters blocked at a reasonable “middle” value. We
use such model as a black-box: we assume we can only control the battery parameters
and current data as inputs, and observe the battery voltage as output. We show then the
numerical results for two separate cases; in the first case we build a collection of inputs to
maximize the observation in different situations (namely, in different battery “states”, such
as full and low battery charge); in the second case, on the other hand, we build a single
long input current by stacking optimal pieces — where “optimal” here stands as maximizing
the information. The reason for this is that resetting batteries to the initial configuration
after each run takes some time, as a long resting interval is usually needed. With the
one-long-input case, we wanted to avoid the resting pause and just develop a single run
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experiment that could optimize the overall experiment time and still provide the necessary
resting periods.

The thesis is developed as follows:

e In the rest of the Chapter 1, we introduce notation and preliminary concepts, such
as finite element (FE) discretization, reduced order (RO) approximation and the
discrete empirical interpolation method (DEIM).

¢ In Chapter 2 we introduce the linear parameter-dependent evolution problem like the
one in [45]. This chapter will serve mostly as an introduction to the next one, and we
show how the concepts of FE discretization, RO approximation, and the trust-region
optimization algorithm are applied in this case.

e In Chapter 3 we study the nonlinear coupled parabolic-elliptic system as done in
[4], where well-posedness is fully analyzed and better discussed. Then we consider
the optimization problem and discretize it. In the RO approximation we overcome
the difficulties deriving from the nonlinearity and finally we define the hierarchical
approximated error estimates and their use in the trust region optimization algorithm.

e In Chapter 4 we talk about the input design algorithm and its application to the
coupled model and the industrial model. We finally show numerical results for both
cases and for a variation of the input design derived from the industrial needs.

¢ In Chapter 5 we conclude this dissertation with final remarks and discuss the outlooks
in the different fields that this work touches.

1.2 Notation and preliminary concepts

In this section, we introduce the notation used in this thesis, as well as some concepts well
discussed in other works; the introduction of basic concepts of functional analysis might
be overlooked.

In general, we use lowercase italic for scalar, such as ¢, k, N, and functions, such as y, ¢, v,
and lowercase roman for vectors, i.e. y, q, v. Matrices are indicated by roman uppercase
letters, i.e. M, A, F. Two exceptions are the identity matrix in R¥*¥  denoted by I, and
the parameter vector g € R% = (y;)L ;.

Overall, we append further information in the superscript and in the subscript of some
quantities. In the superscript we might append the letters h or £ to specify the finite
element and reduced order approximation, respectively. In the superscript will also appear
the time step taken into consideration, usually indexed with the letter k. In the subscript
we might instead append the parameter vector p or the letter y,q,p to explicit that a
certain quantity refers to a state variable such as y or ¢, or to an adjoint variable such as

p.

Starting from R the set of real numbers, the d-dimensional Fuclidean space, the inner
product, and the Euclidean norm are denoted by R?, (-, Yga, and || - ||ga, respectively. For
a symmetric, positive definite matrix M € R%*? we define (x,y)y; := (Mx,y)ga for any
x,y € R% The induced norm is then defined as || - ||y := (-, )y



4 CHAPTER 1. INTRODUCTION

Basic functional analysis Let 2 C R denote an open and bounded interval and let 0f2
denote its boundary. Many ideas in this section are well established for higher dimensions,
but since we are going to be working with intervals we keep the notation relevant to our
thesis. The Lebesgue spaces LP(2) for 1 < p < oo are defined as

LP(Q) = {gp Q—->R ’  is measurable and / lo(z)[Pde < oo} ,
Q

with endowed norm

1/p
lelley = ( [ e@lrae) — for g @),
while setting p = co we have

L>®(Q) = {gp Q=R ’ ¢ is measurable and esssup |cp(:c)|} ,
z€eQ

with endowed norm

[l oo () == esssup [p(z)].
€N

For 1 < p < oo, LP(Q) is a Banach space, while in particular only L?(Q2) (also denoted by
H°(2)) is a Hilbert space with inner product

(o)1) = | Pl
For 1 < p < oo, the Sobolev spaces are defined as
Wir(Q) = {gp e L/(Q) ‘ / ¥ (@)Pdz < oo} ,
Q

and in particular for p = 2 we define the Hilbert space H'(Q) := W12(Q) with inner
product

o(z)Y(z)dx + /Q o' (2)Y (z)dx for ¢, € HY(Q).

() (o) = /

Q

As they are fundamental in the study of parabolic equation, we define for the rest of this
work H := L*(Q) and V := H(Q). The sequence of continuous and dense embeddings
V — H = H* — V* is then called Gelfand triple (see, e.g., [31]).

1.2.1 Finite element discretization

Let us consider the linear evolution problem

d

&@(t), o)y +ayt),p) = (fip)y forallp eV, faa.te(0,T],

y(0) = yo in H,

(1.1)
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for a bilinear form a and a function f € H. Assuming existence and uniqueness conditions
for y € W(0,T;V;V*), let us introduce the discretization that we are going to use in
the following chapters. We consider a finite-dimensional but potentially high-dimensional
space V" C V, with basis {¢1,...,on}, endowed with the same topology of V', and we
introduce the Galerkin ansatz

N
y'"(t) =D yit)e,  faa. te0,T], (1.2)
j=1
where the vector y"(t) € R is called coordinate vector (in the basis {p1,...,¢n}). In

particular, we choose one-dimensional linear Lagrangian finite elements (see, e.g., [52]) as
basis set. Then, y"(¢) is the solution of

S 003+l (0, 05) = (F o forj =1, N faa te 0] "
W"0) =y, @)y =0  forj=1,...,N,
where y" = Py,, and P is the projection operator onto V" defined as
Py, = argmin {llyo — ¢lly; | ¢ € V"}. (1.4)
Inserting (1.2) into (1.3) we get the finite element (FE) problem
My"(t) + Ay"(t) =f  fa.a. te0,T], 15

My"(0) =y,
ngere«M = (>(<9)0j’(§£]>VH)) e RVXNA = ((alpj, i) € RN f = ((f, i) y) € RY, and
Yo = (Yo, i) g S .

In order to discretize in time — namely, fully discretize — system (1.5), we first define a
uniform time grid t; = kd, for k =0,..., K and 6 = T/K. Then, we use a 6-scheme [52,
Section 5.1], where a generic dynamical system

d

a(u(t),v)H + A(u(t),v) = F(t,v) Yo eV, faa. t € (0,T],

u(0) = uo,

is discretized for k =1,..., K and 6 € [0,1] as

(uF — P w) 4+ AU 4+ (1 — 0)u ) = 0F (g, v) + (1 — 0) F(tg_1,v)

7| =

and u® = u,. Among f-methods, we use implicit Euler (IE) by choosing § = 1. Thus, (1.5)
is discretized as finding y*°, ..., y"»% € RN solutions of

(M + 6A)y"E = My™k=1 4 6f, k=1,... K,

(1.6)
My™? = yl.
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We call system (1.6) full order (FO) model for (1.1). Then, y** € RY is the coefficient
vector of y"F € VI ie.

N
yh’k:Zy;L’kgojth for k=0,..., K,
j=1

and the FO solution y* is an approximation of the FE solution y(t;) € V solution of (1.1),
and therefore we use FO solution and FO approximation interchangeably. We furthermore
assume that the FE model is sufficiently accurate and sufficiently close to the exact solution
with a reasonable tolerance, i.e. ||y — Yll2 0,757y < efE.

1.2.2 Newton’s method

In Chapter 3 we deal with a nonlinear problem, whose full discretization is not a linear
system as in (1.6). On the opposite, let us assume a semi-discretized system of the form

My"(t) + Ay"(t) = Mf(y"(t))  faa. te0,T], an
My"(0) =y} € RY, |

where f is scalar nonlinear function applied component-wise, namely
FO®) = [FT®), - FR@)T € RY.

After discretization (Implicit Euler) in time, the time stepping of (1.7) becomes, for k =
... K
(M + A)y"* = M (y"*) + My™*1, (1.8)

or, written as an implicit problem,
FF(y"*) = 0. (1.9)

To solve (1.9) we use Newton’s method described in Algorithm 1, which finds the root
using the Jacobian information.

Algorithm 1: Newton’s method
Input: Initial point xg € R™, function f: R™ — R", Jacobian matrix J¢ : R® — R™"*" ;
Set k = 0;
while ||f(xx)|l2 > TNewton dO
Find d € R™ solution of J¢(xy)d = —f(x);

Generate new point xx11 1= X, + d;
Set k=k+1;

Let us also use a globalization strategy for Newton’s method, namely the damped Newton
method, which is essentially a combination of the standard Newton method and the Armijo
rule, a line search technique, in order to guarantee monotonicity in the residual decrease.
While the globalization strategy is a good safeguard, its use slows the performance, al-
though not significantly. We omit the algorithm and the discussion for simplicity; more
details are available in [15].
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1.2.3 Reduced Order Modeling

In order to make calculations faster, we construct a reduced order (RO) space V¢ of di-

mension L < N and a basis {¢1,...,¢%p} C V¢ ¢ V", whose construction will be ex-

plained later. We define the coefficient matrix ¥ € RV*L satisfying Y = 25\;1 U;p; for

j=1,...,L. The RO model for (1.6) is given by the Galerkin projection and it reads as
follows: find {§!,...,5%} C R” such that

(M + 6AOF* = MéyF—L 4 6f, k=1,... K,

MEO — . (1.10)

where the RO arrays M¢ € RExL A € REXL £ ¢ RL and y¢ € RE are defined as

MY = 0T M, A" = UTAD,
e ffork=1,... K, yo =iyl

The solution {§¥}X  of (1.10) exists uniquely (see [35]) and it is interpreted as a reduced
order approximation for {y*}X_
vyt = ogk e RV,

For 0 < k < K we will also use the additional notation

L N

Y= 3 =3 e e VY

i=1 i=1

1.2.4 Proper Orthogonal Decomposition (POD)

To select an RO space we use the method of proper orthogonal decomposition (POD), that
uses the state variable snapshots {y™?,...,y»&} c RY, or equivalently {y"°, ... 3y"%} C
V" to define the RO bases {t; }]L:1 satisfying the problem

T L , 2
min_ [0 = 6ty v,

U1, EV

Subject to <1,Z)Z',’QZJ]'>V = 5@']’ V1 < ’i,j < L.

or, rather, its discretized version

K L
2
min ZakHyh’k - Z <yh’k7wj>v ¢jHV

V1L EV I — (1.11)
subject to (i, ;) = d4j V1<i,j <L,
where ay, ..., ax are the trapezoidal weights used to approximate the integral, i.e. ag =

ag=0/2and ap =0 for k=1,..., K — 1.

We will discuss the discretized version of the POD only; all the details regarding the
continuous version can be found, e.g., in [27]. A solution to (1.11) is given by evaluating
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the eigenvectors corresponding to the L biggest eigenvalues of the matrix R = YDY W,
where

Y = [yh,O o yh,K] c RNX(KJrl)
is the matrix of snapshots, D is the diagonal matrix of the trapezoidal weights, namely

(e71]

K

and W = ((<90j7 ¢i>v)) € RVXN,

As discussed in [36], there are numerous ways of finding the bases, and consequently V.
Assuming K < N, we discuss the two main approaches, one being more accurate and the
other faster in computation time. We start by defining

Y = W1/2YD1/2 c RNX(K+1).

The square root of W is well-defined since it is symmetric and positive definite, while
the square root of diagonal matrices are merely the diagonal matrices with element-wise
square roots. In particular, it is possible to decompose W using a diagonal matrix A and
an orthogonal matrix Q as W = QAQ", and in this case we can write W/2 := QAY2QT.

The matrix Y will appear in both ways, but only in one of them it will be necessary to
actually evaluate W1/2,

The method of snapshots In this case we define the symmetric (K + 1) x (K + 1)
matrix

R=Y'Y.
Then, the RO basis is given by solving the eigenvalue problem

Rvi = >\’ivia 1< < La
s.t. <V¢,Vj>RN = (Sij, 1<4,5<L,

and then defining the vectors

1
U, .= ——YDY%y, e RV,
VA

These will be the coordinate vectors of the new basis w.r.t. the old one, or equivalently the
columns of W. Let us observe that the evaluation of R = D/2Y TWYD'/2 only involves the
cheap evaluation of square roots of diagonal matrices. This method is faster, but it can be
inaccurate when evaluating, e.g., the smallest eigenvalues of R, and it can be subject to
numerical errors.



1.2. NOTATION AND PRELIMINARY CONCEPTS 9

The SVD method In this case we compute the singular value decomposition for Y, i.e.

01
UTYV = B O R
0d
0 0
for the orthogonal matrix U = [uy,...,uy], then set ¥; := W12y, and \; := o? for

1 < i < L. Observe that this means solving L linear problems, i.e. WY2P, = y;, and
hence it will be slower, but it holds in general a better accuracy. In this work we have
preferred this method: the slowdown is not prohibitive and we prefer keeping the better
numerical results.

On the quality of the reduced basis we have the following error formula (cf., e.g., [35]):

K L
OL TN SITCRTANEA ) SIPW (1.12)

k=0 i=1 j=L+1

As discussed in [35] and more recently in [18], we also modify the set of snapshots to
improve the RO approximation of the time derivative of the state variable. Let us define

the finite differences
~ Yok k=1
ayh’k::f k=1,....K,

and let us consider the problem

K L
2
h,k h,k h,k h,k
min O‘kHy’ - < aw’t ’i + 5H8y 8y7aw2> Q;Z)’L
wnlkz Zl Z Y ()

S't'<wi7¢j>v = 5ij V1 < i,j < L.

Problem (1.13) is solved using the eigenvalues and eigenvectors of the matrix R = ZDZTW,
where now the snapshot matrix is

7= [yo, .. ,yK,éyl7 .. .,5yK] € RNX(QKH), (1.14)

we set
(e7s)

D= c ReK-Dx(2K-1) (1.15)
aK
Sl

and Oy"* .= (y"k — yF=1) /5. Similarly to (1.12), in this setting we get

K L 9 K
>yt - Sy +25Hay“ 0wy il = 30

k=0 i=1 j=L+1
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1.2.5 Discrete empirical interpolation method

The discrete empirical interpolation method (DEIM) is a dimension reduction method
introduced in [12] that approximates the nonlinearity in a reduced dimension subspace. It
was formulated as a modification of the empirical interpolation method (EIM), (for more
details, see [8]). In the following, we review the main steps of the algorithm; for more
details, see [12, 11].

Let us go back to our N-dimensional nonlinear time-stepping equation (1.8). Let us assume
we have found a suitable L-dimensional RO basis associated with a matrix ¥ € RV*E,
Then, by standard Galerkin projection, we have for k =1,..., K

(ME 4+ GAOyP* = 50 TMf(TyhF) + MbyME. (1.16)

Equation (1.16) relies on the RO dimension L, but it also depends on N, hence making
the evaluation of y** not online efficient.

The DEIM projects the vector f* := f(Ty"*) € RN onto a smaller space of dimension
M. Assuming this space is spanned by the basis {uj,...,ups}, and defining the matrix
U € RVXM of the coordinate vectors of such basis, the approximation is then

£k ~ Uc*, (1.17)

where ¢ € RM. Pre-evaluating and storing the matrix Mf = U MU € REXM | if we can
evaluate ¢* in a cheap way, then we can also cheaply compute

(MZ i 6A£)yh,k _ 6Mfck + My,

and the evaluation becomes fully online efficient. Let us start with some notation. The
i-th Euclidean basis element in RY is denoted by the vector ¢; = [0,...,0,1,0,..., O]T €
RY which is also necessarily the i-th column of the identity matrix Iy. Moreover, let
T = [i1,-..,ip] be alist of M indices, and v € RY be a vector. We define vz as the vector
given by extracting the indices corresponding to Z, i.e.

VI = [Vigy ... ,viM]T e RM,
If we introduce the matrix I = Iz € RV*M associated with list 7 as
I:[eil eZ-M] fOYI:[il,...,iM],

then it holds vz = I"v. By assuming the equation (1.17) correct on M distinct rows, and
indexing such rows as Z = [i1,..., 45|, we can write

1Tk = (1TU)ck.
Assuming, furthermore, that 1T U is invertible, we can then find c* as
k= 1TU)T TR (1.18)
Inserting (1.18) into (1.17) we get

ff ~ UITU) TR (1.19)
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Let us observe that since the linearity is component-wise, then
I =TT f (™) = fIToy™),

Hence, by pre-evaluating and storing the matrices M¢ := M{ITU) L =0 TMUITU) L €
REXM and U :=1TT € RMXL we can cheaply solve the online-efficient equation

(MY + GAE)y* = GNIEf (y™) + MEy"E.

In Algorithm 2 we transcribe the algorithm from [12] to evaluate the index matrix I and
the matrix U.

Algorithm 2: Algorithm for DEIM
Input: Snapshots f1,... fX e RN ;

Evaluate M linearly independent vectors uy,...uy € RY using POD;
ip = argmax;_ _ n|(u);l;
U = [w];
I=Te;];
for k =2 to m do
Solve (I"U)c = 1"Tu for c;

r =ug — Uc;
i = argmax;_; _ n|rjl;
U = [U,wl;

I=[e;l;







Chapter 2

Linear single-state model

Let us start from a simplified model that can be studied in detail mathematically. This
chapter serves as an introduction to the next, since many of the ideas discussed here will
be expanded and applied to a more complex model.

In the introduction we have mentioned different battery models studied over the decades;
they all stem from physical modeling, where some assumptions and simplifications can be
made in order to change the system of equations. For example, electrodes can be assumed
to have a certain shape, or some physical quantities (e.g. diffusion coefficients) can be
modeled constant. One of the most common assumptions is the approximation of the
electrodes as homogeneously distributed spherical particles, which causes the dynamics to
become decoupled one-dimensional equations, as in the renowned DFN model (see [17]).
For this reason, we are also going to consider evolution problems in the one-dimensional
domain €2 := (0, L).

Let T' > 0 be the (finite) time horizon, and Q7 := (0,7") x (0, L). Battery cell models are
equations describing the movements of electrons and the balancing of potential energies,
and can be over-simplified, e.g., as a linear scalar reaction-diffusion system

yt(tv 33) = Dyzx(ta l‘) + Ry(tv x)a

Yz(t,0) =0, Duy,(t,L) = u(t), (2.1)

y(07 ﬂf) = yO(I))
where D, R > 0 are positive constant (called, respectively, diffusion constant and reaction
constant), u : [0,7] — R is an arbitrary control and y, : 2 — R is the initial condition. It
is well known that this system models the change in space and time of the concentration of

some physical substance and can be found in several problems, e.g. in chemistry, biology
and geology.

We can generalize this system to a class of linear abstract parabolic evolution problem in
one dimension in space. Furthermore, let us assume that all d scalar parameters are stacked
in a parameter vector g € R?, and that the latter belongs to the nonempty, compact and
convex admissible parameter set

j)ad 3:{N:(N17‘--7Nd)€fp: NaSNSHb iIl‘:P}C:PZ:Rd,

13
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where p, = (ta,i)1<i<2 and p, = (upi)i<i<2 are given parameter bounds satisfying 0 <
Ma < M.

The state variable y satisfies the abstract parabolic evolution problem in weak form

W), @)y v+ au(y(t), ©) = (fult;u), @)y i

y(0) =y, in H (22)

for all ¢ € V and f.a.a. t € (0,7], where y, € H and V, H are separable Hilbert spaces
with V < H < V* (Gelfand triple). The input, or control, function u belongs to a convex,
bounded, closed subset U,q of a Hilbert space U. Further, for any g € P,q the bilinear
forma, :V xV = Ris

e symmetric:

au(p, ) = au(g,p) forall p,¢ € V;

e continuous: there exists a constant V>0 satisfying

|au(<p,¢>)| < 7;1 H(ADHVH¢||V for all p,¢ € V;
e coercive: there is @, > 0 such that
ap(e,9) > a, ol forall p € V. (2.3)

Moreover, fy,(-;u) € L*(0;T; V*) holds for any (p,u) € Xag = Pag X Uag. It follows that
(2.2) admits a unique solution y =y, € Y = W(0,7;V,V*) = L2(0,T; V) N HY(0,T;V*)
for any p € Pag; cf., e.g., [31, 64]. Furthermore, we assume that a, and f,, depend affinely
on the parameters:

ay = Zﬁ?(u)&l, fu(t;w) Zﬁf ) fi(t; u) (2.4)
=1

for any (p,u) € Xoq and t € [0, T]. Otherwise, we apply the empirical interpolation method
to get approximations satisfying (2.4); cf., e.g., [8, 12, 11, 30]. Moreover, we assume that 9}

and 19lf are continuous and continuously differentiable for I =1,...,m, and [ =1,...,my,
respectively, to ensure that the maps p — a, and p — f,, are continuous and differentiable.
Lastly, we also assume the bilinear forms a; to be continuous for all [l = 1,...,m, and all
linear operators fl(t; u) to be continuous foralll =1,...,my, t € [0,T] a.e. and all u € Uyg.

Remark 2.1. The model (2.2) comprehends the reaction-diffusion equation (2.1), with

ap(y(t), ») = D{yz(t), ) g — BY(), ) s

with parameters p = (D, R) € P,q, and

(fult;u), W)V*y = u(t)e(L).
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This chapter is organized as follows: in Section 2.1 we introduce the PDE-constrained op-
timization, define the cost function and the adjoint equation. The finite element discretiza-
tion is done in Section 2.2, and in Section 2.3 we define the reduced order approximation.
In Section 2.4, finally, we briefly describe the trust region optimization problem used in
this work.

2.1 PDE-constrained optimization problem

In the context of data-driven parameter estimation, we assume that the model parameters
1 are unknown and consider the optimization problem

min J(y, u) subject to (s.t.) (y,p) € Y x P.q satisfying (2.2), (Py)

where J is a cost function quantifying the discrepancy between the state variable y and
some data w € L?(0,T; H) (the data will depend on the input u, namely w = w(u)):

ay [T 2 Br "
Ty == [ Ny =l de+ 5w = s, (2.5)
where || - ||2 stands for the Euclidean norm, 87 is a non-negative weight and i € R? is a

reference parameter.

As (2.2) is uniquely solvable, we can define the reduced cost

T
- oy By .
J(1) = J (Y, 1) = o /O Iy — w7, dt + > e — 13, (2.6)

where y,, solves (2.2). Then, (P1) is equivalent to

min J(p) subject to (s.t.) p € Paq. (Py)

Existence of an optimal solution @ is proven in Section A.1 of the appendix, but — due
to non-convexity — there are possibly many local solutions; cf., e.g., [31]. To characterize
the local optimal solutions of (131), we use first-order necessary optimality conditions, from
which we derive the adjoint variable p = pp € Y associated with the optimal parameter
and state § = y5. The adjoint variable solves the adjoint equation in weak form

I
g
=
N~—
|
<
T
—
=
s
m

(pe(t), 80>V*,V + au(p(t), )
p(T)=0, in H.

for all ¢ € V and fa.a. t € [0,7). We skip the details regarding the derivation of the

adjoint equation, but they can be found, e.g., in [64, Chapter 3]. Then, following the
adjoint approach in [31, Section 1.6.2], the gradient of the cost functional at f is given as

T Mf
V@) = B+ [ S V@ (5, 5(t)) dt— /0 S VO (@) it ), 50)) -y
=1
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2.2 Finite element discretization

In this section we introduce a high-dimensional approximation, called full-order (FO) ap-
proximation, based on the finite element (FE) theory, which we assume to be accurate
enough, but however expensive to solve. To reduce significantly the computational cost
a further approximation is later applied, the reduced order approximation, faster to solve
but less accurate.

The FO discretization is overview in Section 1.2.1. We can go ahead and define the FO

system, where we find yZ’O, e ,yZK € RY solutions of
(M + 5A,)ypF = Myt 46tk k=1,.. K, )
My0 =y,
where, using the FE space V" and basis {¢1,...,¢n} we have used
M e RM*¥, (M)sj = (5, 00)m,
Ay € RN, (Au)ig = aulpj, ),
fZ’k eRY, (fhk)j = (fultkiw), @j)v-v,
ys € RY, (v8)j = (Yo, 05) i
Then, for k=0,..., K, yﬁ’k € RY is the coefficient vector of yﬁ’k eVh ie
Zym eVl fork=0,... K, (2.8)

and yﬁ’k is an approximation of yﬁ(tk) eV.

Remark 2.2. Due to (2.4), both A, and f, satisfy
Ap=> 0f(wAy, = Zﬁf )i

for the FE arrays AP := ((a(¢;, 1)) and flhk = ((filty; ), @i)y -+, ), which do not depend
on p. <>
Example 2.3. Let Q = (0,4) and 7' = 1. We use linear Lagrangian elements on 401 nodes
and 201 time steps, so that § = 0.005. Let us further choose
1
au(y(t), @) = (ye(t), &) + 5 (y(t), )

and
(ftu), )y = pout)p(L),
so that we are solving the parabolic problem
1
yt(t7 iU) - ,Ulygm:(t, .’L') + §y(t7 l’) =0,
Yo(t,0) =0,  pya(t, L) = pou(t),
y<07$) = y0($)7
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Finally, we set u(t) := % cos(10t) and yo(z) = 5+¢~10l2=051 Iy Figure 2.1 it possible to see
the FO approximations for different parameters, namely p; = (0.3,10) and po = (8,0.2).
We observe that some behaviors change (although not drastically), such as the response to
the input function v on the border x = 4, much stronger in the first case.

5 10
5
0 0
0

Figure 2.1: Plots of FO state variables corresponding to different parameters.

The parameter optimization will fit the approximation of the state, yﬁ, to the available
data, w. In order to get a FO approximation of the reduced cost, we first consider

9 to+0/2 9 ti
w’ == w(s)ds, whk == w(s)ds,
5 to 5 thts/Q (2 9)
1 tx+0/2 :
w" = — w(s)ds fork=1,..., K —1
4 tp—9/2
and then we use the projection operator onto V" defined in (1.4):
wht =Phyt  0<k<K. (2.10)

Consider, furthermore, the coefficient vector w* of w"* the FO approximation of the
reduced cost (2.6) is given as

K
7h @ bk nky2 |, Br 112
() = %Sl S+ e (211)
k=0
where oy, are the trapezoidal weights, i.e. ap = ag =6/2and ap =dfork=1,..., K —1.
Skipping the details, a discrete approximation of the adjoint variable finds pZ’O, e ,pZ’K €

RY by solving

(M + 5A”)pZ’k = MpZJngl + oM(wk — yZ’k), k=0,..., K -1,

(2.12)
pZ’K = 0.

Finally, the gradient of the cost function is approximated as

K Ma K mpy
VI () = B — i)+ Y ax Y VOR()yEFT AR =Y " Y Vol ()i Tl
k=0 =1 k=0 =1
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2.3 Reduced order discretization

As explained in Section 1.2.3, we construct a reduced order (RO) space V* = span {¢1, ...,
Y1} such that V¢ € V" of dimension L < N to built a computationally cheap model. The
RO model for (2.7) reads as follows: find {y,,, ... ,Sfff} C R” such that

(M* + 6AL )35 = Mgyt + 6£5F, k=1,...,K,

(2.13)
ngu - y07
where, using the coefficient matrix ¥ € RNXL | we have defined
4 T l T
M" = U, MUy, A, =V ATy,
0k . q T phok _
£, =0 0" fork=1,... K, : \Ilyyo

Remark 2.4. As in Remark 2.2, due to (2.4),

AL =D VWAl 1 Zﬁf )i
=1

holds true for the RO arrays Af = \P;—A?\I/y € RXL and ffk = \I’;rflhk € RL. Hence,
once the arrays {AZ} ¢ and {ff k};ifl are evaluated and stored, the evaluation of Af; and

fﬁk for different parameters p does not depend on the FO dimension N. O

We reiterate that the solution {5/2},5:0 of (2.13) is interpreted as an RO approximation for

{Y }ko

h,k 0k ~k N
Y Ry =Yy, €RY,
and for 0 < k < K we also use

L
Fi= > gk = Zym pic V" (2.14)
i=1

Similarly, we construct a RO space for the adjoint state, V&% C V" of dimension L,
and a basis {¢7, ..., ¢§p} associated with coefficient matrix W,. The RO adjoint variable

{pl 1, are then found as

(pr+5Aff) = MopEH Lo k=0,... K —1
=0.
u

(2.15)

Lp,k

where, in this case, the RO arrays M € Rl»*Lp A € RE»*Lp and £,7" € RE» are defined

as

M% = UTMU,, AT = UTA,U,,
B = UMW — yiF) = W MwE - My
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and M%* := UMW, € RE»*L. As in the state variable case, the solution {f)ﬁ}kK:O C RI»
of (2.15) exists uniquely and it is interpreted as a RO approximation for {ka K o ie

h,k Up,k K N
pi mpp = Upph € RY,

and for 0 < k < K we define
Z al L
. Z Bt =Dy e € VI
i=1
Finally, the reduced cost (2.6) is approximated as

K
JZ Lk hiky2 |, B 112
and the gradient is given as

K Ma
VI () = B — ) +ag Y o Y VO (p)ghT AT ’“—aJZakaf gk,
k=0 =1

where

Ay =w]AME, e RPE 1=1,. . my,

Pt = el e Rl 1=1,...,my.

Remark 2.5. Observe that the evaluation of the RO reduced cost (2.16) is online-efficient,
i.e. it does not depend on the FO dimension N. Indeed,

2
HYfik _ Wh,kHM _ yﬁkTMyé —owh kTMye ko whk T fyhok
~kTArl
=9E ML — I 98+ Ja,

where J; = 20 TMw"* € R! and J, = w*TMw"* € R do not depend on p and can be
pre-evaluated and stored. O

2.3.1 Proper orthogonal decomposition

To select an RO space we use the method of POD (see Section 1.2.4) using the state variable

snapshots {yZ’k}fzo C RY and the finite differences {5yﬁ’k}kK:1 c RY, or equivalently
Bk = Rk

{yn }5:0 C V" and {0y, }k;K:I cvh

Regarding the adjoint RO space V%, we have two possibilities: we either use the state RO
space, i.e. V% =V’ or we create and use a different one, i.e. V% = V¢, In the following,
we try both approaches and observe the differences.
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V¢ = V¥ In this case, since the RO approximation needs to be accurate for both state
and adjoint, we include the snapshots of both variables together with their finite differences
in time, i.e.

7= [yz,...,yff,éy}“...,gyf,pz,...,pff,éph,...,5p5] € RV*(4K+2),
Then, defining

g
aK
D — olg € RUK-DX(1K-2).
g
oK
0lk

we find the eigenvectors corresponding to the L big eigenvalues A\1,..., A, of R =272DZTW.
Then, defining the bases 1, ..., 1, as described previously, the error formula now gives

K L 5

> oyt - Z% v s +Z(5Hayhk ayh’“,w» v|

= =1

5 K
+Zaka p,L iy ¥ +Z5H3ph"" 8ph’“,¢z> wil|, = ';HM-
]:

Hence, ¥y = W, i.e. the coefficient matrices for the state variable and the adjoint variables
are the same (because the RO space is the same).

Vér £ V¥ In this case we simply use the POD algorithm on the set of adjoint snapshots

7 = [p%,. . ,pff,ép}“ . .,5pff] e RV*(K+1)
&}I{dA use D as defined in (1.15). Then, extracting eigenvalues and eigenvectors of R =
ZDZTW we find the L,-dimensional basis 7, ... 71/11£p and from that the coefficient matrix

U, € RVxLp,

One of the most evident consequence of choosing V% = V¢ is the memory saving: in this
case Mf = M%» = M and AZ Aff. Another positive side to this approach is that the
POD algorithm is done only once (but using a bigger snapshots matrix). On the other
side, using two separate spaces improves the accuracy of both the state and the adjoint
FO approximation. We have favored the second option, as we prefer keeping the accuracy
high, and the memory taken by these matrices is not excessive.

2.3.2 A-posteriori error estimate

In the next section we discuss the optimization algorithm in the trust-region framework,
where the surrogate model is the RO approximation. In this framework, error estimates



2.3. REDUCED ORDER DISCRETIZATION 21

are essential to measure the accuracy of the surrogate RO model without evaluating the
FO model, to save computational time and memory. In particular, we find a-posteriori
error estimate

h ‘ ‘ ‘ ‘
||yp - yy,” < Ay(“’) = Ay(y”yp,)7
i.e. computable without evaluating the FO state but only (eventually) the RO state.

Let us define the p-dependent space-time energy norm (cf. [28, 26]) for the sequence
{yﬁ’k}fzo C V" up to time step » as

1/2
h
1y, = <||yu”||H+5Zau TR )

for k =1,..., K, while HyZ’OHM = ||yZ’OHH. Furthermore, let us remind that a,, > 0 is the
p-dependent coercitivity constant of the bilinear form a,. Then we can define the error
estimate for the state variable in the following proposition.

Proposition 2.6. Let {yﬁ’k}szo and {yﬁk}szo be given as (2.8) and (2.14), respectively.
Let ef; = yﬁk yfjk eVl fork=0,...,K. For ¢ € V" we define the residual

1
(R @)yey = 50" = 0" 0)y — an" @) + Fultsiw), @)y y
and its norm 6 =R - Then
gl < AP (w)  fork=0,..., K, (2.17)

where

/2
AL () = (HJOHwZ\ )) (2.13)

“kl

Proof. 1t is easy to check that for k = 2,..., K the error ef;k solves the equation
(e @)y +0au(eyt, o) — (e o), = 0RL(p)  Vpe Vi
Choosing ¢ = efjk e V" we get
<eka, € > + day(e fjﬂ ka) <eﬁk_1,eﬁk>H+5RZ(efL’R). (2.19)

Then, using the Cauchy-Schwarz and Young inequalities and (2.3), we estimate

Ok—1 ¢ Ok—1 (£ /2, ¢k ¢ 1/2 0, ¢
(e eihy < (e et et ety T < fHe UE A+ He,i'“H?q, (2.20)
and
1 1
‘ ‘, 0k 0
RA(eG) < efleflv < g lehl? + I < 5l + qaneiell). 220
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Hence, inserting (2.20) and (2.21) in (2.19), we get

) 0
N 0 k—1 E k f,k k|2
Sl = St + (e o) < 5eh
Now, summing for £ = 1,..., x and multiplying by two, we get
)2 ky < 0 Sk
g% = lles )< =3 |ek]
k=1 =M k=1
Hence, rearranging we get (2.17). O
Remark 2.7. We show now how to evaluate the squared residual norm ‘5Z|2 = HRZH%/*
for every k =1,..., K, using the Riesz representation theorem

(R )y = (R )y, VoV

where Rl’i € V" is the Riesz representant of Rk To compute it efficiently, we solve a-priori

the following problems to evaluate r*, r2,r3 e Vifor k=0,...,Kandi=1,...,L
<r17k790>v - <fﬂ(tk)7¢>v*,v VQO € Vh7
<7"i2790>v = —ap(Yi, ) Vo e VP,
1
13,00y = 5 (Wi )a vp e VP

Then, using (2.14), we can write

1
<R/,€J,>SO>V = <R;1,790>V* tk)?@ au(yﬁk790) + 5< fl,k ! yﬁk790>H
L 1 L
= (fulte)s ey —ap | S §hitn, ) 5<Z<yﬁi1 —yﬁi)¢i,w>
i=1 i=1 H
L
= i=1 v

and therefore
k 1k ok 2 4 . h
Ry =r"+ Zymn Z ym —Jpi)ri e VI

In particular, using the coordinate vectors (e.g. r'¥ € RV for r'F € V"), we now illustrate
how to evaluate the i-th coordinate. We first observe that

h.k
(WehF); = (5 g)y, = £,

N
(WI" )j - < i2790j>v (¢17<P] = —au (Z lZSOl,Q%) = _(W;A“)i,j’

=1

N
1
(Wl"?)i = (7'?790]') <¢u%0g <Z “gol,goj> = g(\If}TM)i’j.
H

=1
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Hence, the coordinate vector Rﬁ € RN of Rﬁ € V" can be evaluated by the equation

1
M( lk—1 yflzk)

WRI’Z = (fZJf _ A“\I/yy“ + 5

5M‘I’ Fh = gh) =fF — Auyh +

In the next proposition we define an error estimate for the RO reduced cost.

Proposition 2.8. Let {yﬁ’k}ﬁio and {yﬁk}fzo be given as (2.8) and (2.14), respectively,
the reduced cost functions J"(p) and J () be given as (2.11) and (2.16), respectively,
the estimator Aé’k(u) be defined by (2.18), and the cost error be defined by EY(p) :=
jh(p,) — jz(u). Then, the following inequality holds:

|ES(p)] < A% (),

where «
o
§(m) = 553 (DFH ()2 + 2885 () g — ) (2.22)
which, again, does not require the evaluation of the full-order solution {yﬁ}szo.

Proof. First, we can write

h.k h,k 2 hk 0,k)2
[Jw || - Hw Yl
hk _ . hk hk .tk hk Lk
( y W _y,u7>[_[_<u;7 _y;iaw7 _ypz>H
h.k hk: h.k hk 0k bk Lk
(w’ y,,t ,yu Y )y — W =YWt =yt
= (¢, €u 7yu +yu 2wh7k>H
= (e, e + 2yF — 20
Lk h.k
= llefk 1, + 2 (e yhk — whhy . (2.23)
Moreover, using the Cauchy-Schwarz inequality
ek h.k 0.k h.k
e W g 15 7 e (2:24)

Then, using (2.23) and (2.24) we get

K
‘ @ R,k R,k Rk Lk
B )| < G o [l = I — et — 1|

k=0
K

< O S (7, + 2 el ot — w1,

=5 k€ iy w1 H
k=0
K

a g

< S5 an (AT () + 280 () gt — )

k=0
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Example 2.9. Let us take in consideration the same system from Example 2.3, and observe
the performance of estimators (2.19) and (2.22). We set p = (1.82,5.055), and using POD
we consider all the RO approximations with number of bases L going from 1 to 20. We
observe the real errors

Ey(p) = llyp® = ya"lle  and  Ej(p) = |J"(w) = J(w),
the estimates A?K(u) and A% (p), and the efficiencies

ALK
ny(u):==z%%£SJ and  7;(p) =

As we see in Figure 2.2, the errors and estimates generally decrease with the growing of
the RB space, but the efficiency does not; for the state variable it stays around two, while
for the state it grows, meaning that the estimate decrease with a slower rate than the real
error. This does not alarm us, because the error is nonetheless decreasing and it will not
impact the result of trust region algorithm in a perceptible way.

LK
= By ()~ Ay () —Tly
T T T T T
10° | ) 21 :
1072 2
1074 * 1.5 |
1076 2
1078 Ll | | | L] 1L I | | |
0 5 10 15 20 5 10 15 20
—— EY(n) ~— AY(n) —y
10 [ T T T ] 10° é ‘ £
100 |- 8 al 1
1072 | g .
1074 | n 103 E 5
1076 |- : ol 1
108 1 10%F E
1012 | w0
10—14 Ll | | | - 100 L1 | | | |
0 5 10 15 20 0 5 10 15 20

Figure 2.2: Efficiency analysis of estimators (2.19) and (2.22) for an arbitrary p.

2.4 MOR-based optimization

To solve the optimization problem (151) we want to apply a gradient-based optimization
method using the RO model to accelerate evaluations of the reduced cost and its gradient.
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We then have two possible strategies in order to do this: the offline-online strategy and
the adaptive strategy.

In the offline-online strategy, as the name suggests, we have two separate phases: in the
offline phase we build a global reduced basis, i.e. accurate for every parameter g € Pyq.
Then, in the online phase, the RO model is evaluated in a fast and efficient manner. We
will use several time the term online-efficient, meaning evaluations that are independent of
the full dimension /N and instead rely on the reduced dimension L (and eventually L,). The
adaptive strategy, on the other hand, comes from the fact that the optimization method
does not need the RO model to be accurate in every parameter in the admissible parameter
set, but only for some. In this case the RO basis is built adaptively during the optimization
and the RO model will be accurate for the parameter along the optimization path, but we
have no guarantee of accuracy for the other parameters.

We will see both strategies in details, together with some final numerical examples.

2.4.1 Offline-online strategy

Our offline phase is based on the weak greedy algorithm described in [26, 28], which builds
a RO space by discretizing the admissible parameter space and adding elements to the
RO basis until the RO model is accurate for all parameters in the discretized admissible
parameter set. The procedure is shown in Algorithm 3. This algorithm shows how to
compute a RO space V? for the state variable. For the adjoint variable, we can repeat the
same algorithm and use the RO state in V¢ to build V.

Algorithm 3: Weak greedy algorithm for the single-state linear model

Input: Error tolerance 7 > 0, initial parameter (1 € P,q, discretized parameter set
Pdiser C Pad, maximum RO dimension L™ > 0;

Create RO space at f1;

while A := Max,,cPy.., Ag’K(u) > 71 do

. LK
Set fu 1= argmax,,cp, Ay (1);
Enrich the RO space at fi;

Create the first RO space: The first RO space is created through the POD method at
[t, meaning using information from the initial parameter f1. In particular, we use the
POD method to build the matrix Wy of dimension L, where L is the smallest integer
such that the condition Af,’K(/l) < 7 is satisfied. In this way, it is guaranteed that
the greedy algorithm will not pick the starting parameter [1 again.

The exit criterion: The term weak expresses the use of the error estimate as a stopping
criterion. The standard (strong) algorithm relies on the error HyZ’K - yﬁKH u to check
the accuracy of the RB space. The weak version has both positive and negative
consequences: firstly, the estimate Af,’K(u) is faster to evaluate and the condition
A?K(u) < 7 implies HyﬁK — yf;KHu < 7. On the other side, however, if the estimate
is too loose, we might need a much higher RO dimension to reach the exit criterion.
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Since in this case the error estimate is tight enough, we choose to use the weak
algorithm.

Enrich the RO space: The enrichment of a RO space means adding new elements to
the RO basis set. To enrich a space in fr means that the new RO basis elements will
be evaluated using the POD method on the snapshots derived by the parameter f.
In particular, if Z is the snapshot matrix (as in (1.14)) evaluated using the parameter
f1, then we first orthogonalize the snapshots with respect to V¢, i.e. we evaluate

7 =7 —

(2

L
(Z, W) Py

=1

Then, we use the POD method on Z and evaluate the new LT eigenvectors as the
columns of the new coefficient matrix U+ € RVXL" . This matrix, merged together
with the old coefficient matrix ¥, € RN*XL gives the new coefficient matrix, i.e.
we now set Uy := [0, |UF] € RN*(LHLT) " thus substituting the RO space V¢ with
a bigger one: V! := span{wl,...,wL,wf,...,1/121}. Note that the matrices Uy
and ¥T are already W-orthogonal, namely <¢i,wj>v = \IJ}TZW\I/;|r = 0 holds for all
i=1,...,Land j=1,...,L", but it can be enforced numerically during the merging
through, e.g., the Gram-Schmidt algorithm. Furthermore, L™ is chosen as the smaller
integer such that the error estimator after enrichment is smaller than the tolerance,
ie. Af,’K(ﬂ) < 7 holds true after the enrichment.

2.4.2 Adaptive strategy

In the context of optimization, the offline computation might not be very suitable, because
during the optimization method only parameters from a small (but a-priorily unknown)
subset of P, are required. In [51, 33, 6] the RB space (for an elliptic problem) is built
during a trust region (TR) optimization process, where — following the optimization path
— the RB space is enriched if it is necessary. We will utilize these ideas in the context of
parabolic problems. The full algorithm is presented in Algorithm 4, and we refer to [6] for
further information.

Trust region framework The TR optimization method computes iteratively a first-
order critical point of (P1). At each iteration n > 0 of the optimization algorithm,
we generate a parameter p(™, and the sequence of parameters converges to a local
optimum. At iteration n we consider a cheaply computable model m(™ (approxima-
tion of the reduced cost) that can be trusted to accurately represent the function Jh
in a neighborhood 7 (p(™) of u(™ depending on the parameter p(™, which quantifies
our trust in the accuracy of the cheap model. The set ’T(p(")) and the number p(™
take the name, respectively, of trust region and trust region radius. The TR method
finds p(™*1 by solving the problem

minm™(s) st |s]l, < p™, u™ 45 € Py
seR4
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Algorithm 4: Adaptive TR-RB optimization

Input: Initial parameter u(® € P,q, tolerance 7 > 0, initial TR radius pg > 0,

maximum number of iterations Npayxit, minimum TR radius pmin;

Initialize the RO space at p(9). Set n =0, p(©) = py, Loop_ flag = True;

while Loop_ flag and p(") > Pmin do
Find g solution of the TR sub-problem;
Set p(n+1) = p(n)’

if JA0) () + AY () < 5O (uide) then

Accept parameter u,("H) = [;
if ¢"(u("*V) < 7 then

‘ Set Loop_ flag = False;
else

L if v(") > 5 then Enlarge the TR radius p"t1) = 2p(™);

]

Ise if JO0 (@) — AS (@) > J40) (i) then
Reject parameter fi;
if p" /2 < pmin or Skip_enrichment_flag(n — 1) then
‘ Enrich RO space at f;
else

| Shrink the TR radius p" 1) = p() /2;

else
if ¢"(f1) < 7 then

else
if Skip_enrichment_flag(n) and 4™ > 5 then
‘ Accept parameter p("t1) = fi and set p("t1) = 2p(");
else if Jh(putD) < ﬂ’(”)(uf&)G) then
Accept parameter p("t1) = i and enrich RO space at p
if v(") > 5 then Set p(**t1) = 2p(").
else
Reject parameter f;
if p(™ /2 < pmin or Skip_enrichment_flag(n — 1) then
‘ Enrich RO space at f;
else
L Shrink the TR radius p("*t1) = p(®) /2;

| Setn=n+1;

if not Skip__enrichment_flag(n) then Enrich RO space at p(nth).

‘ Accept final parameter u(™t1) = i and set Loop_ flag = False;

(n+1).

)
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Setting 1 = u(™ + s we define our TR approximation of (151) at iteration n as

()
in JEM () st (M) = L "7 < ) 2.25
min JY () st (@) T =P (2.25)

Here and whenever some quantity depends on the iteration n, we show it in the
superscript, like the RB cost Jom) (i.e., the RO cost at the n-th iteration of the TR
optimization method). The term ¢ (") quantifies the accuracy of the RB and we use
it to define our TR optimization function.

How the RO model behaves during the optimization gives us information about the
accuracy of the surrogate model, and we can decide to enrich the basis, reduce the
TR radius (in case the model is not accurate enough), enlarge the TR radius (in case
the model is already accurate enough), or even skip the enrichment process, in case
the model is already accurate enough in the trust region. The overall algorithm stops
when the approximated first-order optimality condition for the parameter optimiza-
tion, namely when

gh(u(n+1)) — Hu(n+1) _ Pﬂ)ad (“(nJrl) _ vjh(u(nJrl)))Hg <7,

is satisfied.

Create the first RO space: As in the greedy algorithm, the initialization of the RO

space is done through the POD method at pu(?). As before, we choose the eigenvectors
corresponding to the biggest L eigenvalues, where L is the smallest integer such that
AeyK _ —4

v (p) < 1y, where 7y = 107%.

Enrich the RO space: Also the enrichment follows the strategy described previously,

A

and again, we add L™ new basis elements such that Af,’K(u) < 7y holds. However,
enriching at each iteration can be counterproductive if the RO dimensions grows too
much. For this reason, following [6] we define a Boolean flag that checks the accuracy
of the RO model and decide when it is time to enrich the RO space. This flag at
iteration n is True when all three these conditions are satisfied:

() () < D (2.262)
g™ (p D) — b0 (pn D))
4000 (D) < Tg (2.26b)

ijh(u(n—&-l)) _ Vjﬁ,(n)(ﬂ(n—i-l))
VI (D),

[P < min {Tgrad, Up(”‘H)} (2.26¢)

with v € (0,1) and g“" () = ||u — Py, (u — VIS () ||a. Inequality (2.26a)
indicates that our parameter is well inside the trust region, inequality (2.26b) checks
the accuracy of the convergence criterion in the RO model, and inequality (2.26c)
checks the RB accuracy of the cost gradient (which gives the descent direction).

TR sub-problem: In each iteration n of the TR optimization, we consider the problem

(2.25), called the TR sub-problem. A proposed parameter [, solution of (2.25), is
evaluated but not necessarily accepted, and in later parts of the algorithm it is
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decided whether to finally accept this parameter as the next iteration or to reject
it and modify the RO approximation.

In [33] the problem (2.25) is solved by considering the projected Armijo-BFGS al-
gorithm (we refer to [34] for the details), but we apply a more black-box approach,
namely plugging the optimization function J%() (p), its gradient Jb() (p), and the
nonlinear constraint ¢ (pn) < p™) into the function minimize of the library scipy.optimize.

Accept or reject the parameter: The acceptance or rejection of the candidate param-
eter is based on the error-aware sufficient decrease condition (EASDC), introduced
in [51], which reads

JHEED (D) < 0 (o), (2.27)

where u(A”G)C is the approximate generalized Cauchy point, namely any point satis-

fying the sufficient decrease condition for the RO model in a descent direction. In
particular, this is evaluated by

HS0e = Poy, (1) — apcc VIO (ul))
where the projection Pp_, onto P,q is defined as

pi it <
P?ad(:u)i: ,uf lf)ul>}uf 22177d
1; otherwise

and aagc := (1/2)7Asc where jagc is the biggest integer such that the following
Armijo sufficient decrease condition
2

)

2

7¢,(n)/, (n 7¢,(n), . (n Qar k
TH) ) = T () < |y — |

with carm = 1074, is satisfied.

We highlight that the term J&( refers to the reduced model at iteration n, while
JEM D) refers instead to the model after the (n + 1)-th (eventual) enrichment. It
is clear that this condition is not straightforward to verify, and we would like to
avoid the enrichment if not needed, since it involves evaluating the FO solution. To
ensure that (2.27) is satisfied for the proposed parameter fi, a sufficient condition is
analyzed:

7.(n ~ E,TL ~ 7.(n n
JE0 (@) + A5 () < T4 (). (2.28)

If (2.28) is satisfied, then the candidate is accepted, i.e. (™1 := fi. On the other
hand, if it is not satisfied, we check a necessary condition for (2.27):

20.(n)/ ~ l,(n)/ ~ 20.(n)s. (n
T ) = A5 ) < T (i)

If this also fails, it means that the point @i probably needs an enhancement too
big to satisfy the error-aware sufficient decrease condition (2.27). Then it must be
rejected, and the RO space must be enriched. If, on the other hand, the sufficient
condition fails and the necessary condition holds, we check the value of terms like the
Skip_enrichment_flag and the real reduction J"(f) — jg’(”)(u%c) to decide whether
to accept the point or not.
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Modification of the trust region: During the acceptance or rejection of the candidate
parameter, we might realize that the candidate is on the border of the trust region;
since the model is not accurate there, we could shrink the TR radius and find a
new candidate or just enrich RO space. On the other hand, if the RO model keeps
being accurate along the optimization path, we can enlarge the TR radius in order
to hasten the converge.

In general, a measure of accuracy is given by the predicted sufficient reduction:

M) = Jh(pt)
CJem) () — JEm) (pn+)

>3, (2.29)

where 5 € [3/4,1). This condition is called sufficient predicted reduction, because it
confronts the reduction of cost J" in the new parameter with the reduction of the
RO model J“,

Convergence of the algorithm: The convergence of the algorithm to a first-order crit-
ical point of J" is showed in [33] and [6], Theorem 3.8, for the elliptic case. In our
case the algorithm is the same, so we just have to make sure that the assumptions
required for the convergence are satisfied. First of all, Assumption I of parameter
separability of a, and f, is satisfied in (2.4). Then, we can assume a,, f, and J
to be twice continuously Fréchet differentiable w.r.t. w, as in Assumption II, which
requires all the continuous functions 9} and ﬁlf to be regular enough for [ = 1,...,m,
and [ =1,...,my, respectively. Assumption III simply requires the FE discretization
to be accurate enough so that we can neglect its error given by the FO approxima-
tion. Assumption IV requires the cost functional J(y, p) to be strictly positive for
all y € Y and p € P,q, which we can guaranteed by adding 1 in the cost formula,
namely defining

2 ag T 2 B ~ 112
H) =145 [ g = wlly dt + Sl = Al (2.30)

and defining the FO and RO approximations accordingly. Assumption V is a techni-
cal safeguard that assumes that there exists a radius bigger than machine precision
such that there exists a candidate fi solution of (2.25) satisfying (2.27). The min-
imum radius dmj, is introduced to avoid that the radius reaches machine precision.
Assumption VI requires the RO gradient to be uniformly Lipschitz-continuous and
its second derivatives to be locally Lipschitz-continuous, guaranteed in our case by
the quadratic form (2.16). We also assume the function ¢ to be uniformly contin-
uous in P,q uniformly in £ as in Assumption VII, which is in our case satisfied by
the continuity of ¢ and the compactness of P,q.

Finally, let us make a comment on Lemma 3.4 of [6]. In the elliptic case, every time
the RO space is enriched the following conditions are satisfied
‘gﬁ,(n—l-l) (H(n+1)) _ gh(“(n—i—l))‘

(n+1)(,,(n+1)y _
¢ =0 and g5 (D)

but in our case this is not the case. For us it is sufficient, though, to require

C(nJrl) (“(nJrl)) < Vp(nJrl)
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and
g () — gl D)

go) (D)

<7y

every time the model is enriched (i.e. we enforce (2.26a) and (2.26b)) to satisfy
Lemma 3.4.

We will now show an application of this optimization method to a problem of the type (2.2).
Let us consider, in particular, the same problem and setting in Example 2.3. Furthermore,
we define the cost function parameters ay := 1, By := 1073, and the initial and reference
parameter p(©) = = (4,5). As data we use a noisy virtual measurement of the state
variable corresponding to the hidden parameter p* := (1,2), namely

h,k h,k .
W; ::ymj+5§, where ewa(O,ag) forany j=1,...,N, k=0,..., K, (2.31)
where o4 := 1072 is the simulated measurement standard deviation. The algorithm pa-

rameters defined in this section are given as

Algorithm tolerance 7 := 1074,

Initial TR radius pg := 0.1,

Maximum number of TR iterations Npmaxit := 30

Minimum admissible TR radius pmin := 0.1,

State tolerance for the creation and enrichment 7y := 1074,
Parameter in (2.26a) v := 0.5,

Parameter in (2.26b) 74 := 1072,

Parameter in (2.26¢) Tgrad := 1072,

Parameter in (2.29) 7 := 0.75.

We compare the performance of the trust region optimization algorithm with the re-
sults of the FO optimization problem solved with the function fmin_1_bfgs_b from the
scipy.optimize library (cf., e.g., [10]). The results are shown in Table 2.1, indicating
CPU time, number of iterations, number of FO evaluations and error from the true pa-
rameter. In particular, these are the norms of the absolute and relative error between
the true hidden parameter and the solution of the parameter optimization algorithm, i.e.

b i " — P and e i [l — P/ 11 o
Time | Iterations | FO evaluations est e;f'
FO optimization | 9.9 s 34 89 0.0002 0.00009
TR-RB 39s 20 2 0.00039 | 0.00018

Table 2.1: Comparison between the trust region and the FO optimization.

We observe that the speedup of the TR optimization algorithm in the overall CPU time
is about 2.5, factor given by the lower number of iterations and FO evaluations. This
will certainly bring a bigger advantage in those cases where the FO evaluation gets too
computationally expensive. Since in this case we are dealing with a fast solver for a rather
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simple model, we do not notice such big improvement; on the other hand, the speedup will
be more evident in the numerical results of the next chapter.

Regarding the accuracy of the optimization, in both cases the algorithm stops sufficiently
close to the true parameter. To show the accuracy of the RB approximation, in Figure 2.3
the error between the FO and RO states approximations corresponding to the hidden
parameter p* is plotted.

h /
yy,* - yp,*

1077

Figure 2.3: Errors between FO and RO approximations.



Chapter 3

Nonlinear coupled model

In this chapter we introduce a new model, more similar to a battery cell system and there-
fore with a more complex structure. In particular, we want to emulate the dynamics of
the concentration of some material in a one-dimensional domain pushed in one direction
or the other by some potential energy, which is excited by a control function acting on its
boundary. This system can be seen as a drastic over-simplification of an electro-chemical
system modeling the concentration of Lithium ions and the electric potential excited by
some current density applied to the boundary. For the coupling term we use an expo-
nential nonlinear mapping that is inspired by the renowned Butler-Volmer equation in
electrochemistry (see, e.g., [17]).

Battery systems can be modeled in different ways. For example, in [48], a simplified system
is driven by a system of ODEs, while elliptic-parabolic systems appear, e.g. in [68, 36, 37,
61]. In these works three states are usually considered, the lithium-ion concentration, the
electric potential in the solid phase and the electric potential in the electrolyte phase. We,
on the other hand, will only use one state for the electric potential (as in, e.g., [67, 43]),
and will not divide the interval €2 in the three battery domain (cathode, separator, anode).
This can be done in a later step.

We have worked with this — still simplified — battery system for two reason: on the mathe-
matical side, our aim was to develop online-efficient a-posteriori error estimates, especially
hard to evaluate in this case, so that we could use the trust region algorithm. On the
other hand, we want to use this model in the input design problem, which is independent
of the model used. Hence a different, more complex model can be used in the input design
framework that we discuss in the next chapter.

The approximated a-posteriori estimates that we evaluate in [4] are based on the bounds
for the elliptic problem in [29]. In this way, we are only able to evaluate approximated
estimates, but the trust region algorithm allows for the TR constraint to be inexact; cf.,
e.g., the so-called relaxed trust region method in [32].

This chapter is organized as follows: in Section 3.1 we study the well-posedness and local
existence in time of the elliptic-parabolic system and discuss the optimization problem.
The full and reduced order approximations are defined in Section 3.2 and Section 3.3,

33
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respectively. The approximated hierarchical a-posteriori error estimator is derived and
tested numerically in Section 3.4. The modification of the trust region algorithm is then
considered in Section 3.5, where also numerical experiments are presented.

3.1 State equations and optimization problem

As previously, let T > 0 be the (finite) time horizon, Q := (0, L) C R be a space interval and
let Q7 :=(0,T") x (0, L). We consider the following parameter-dependent parabolic-elliptic
coupled system for the two state variables y,q: Qr — R

) fa.a. (t,x) € Qr, (3.1a)

y(t, z) — pr (k1 (@)ye(t, ) — paf (y(t, x), q(t,2)) = 0
)=0 faa. (t,z) €Qr (3.1b)

t,x
—p3(rk2(2)q (t, )z + paf(y(t, x), qt,
with homogeneous Neumann boundary conditions
Yz(t,0) =y, (t,L) =0 fa.a. te(0,7), (3.1c)
inhomogeneous Dirichlet-Neumann mixed boundary conditions
q(t,0) =0fa.a. t€(0,T), pske(L)g:(t,L)=u(t)fa.a. te (0,T) (3.1d)
and initial conditions
y(0,2) = yo(x) fa.a. x €. (3.1e)

In the following, we will fix some assumptions for (3.1) that are necessary for our existence
results.

Assumption 1.

(1) For given parameter bounds pa = (ftai)1<i<a and pp = (upi)1<i<a satisfying 0 <
Ha < pp in P = R* an admissible parameter vector p = (Wi)i<i<a lies in the
nonempty, compact and convex set Pog = {pp € P : pa < p < ppin P} C P.
Here, ‘<’ is understood component-wise.

(2) The initial condition yo belongs to H L(Q) and is positive on €, namely yo(z) > v,
for all x € Q) and a positive constant y,.

(3) For U := L?(0,T) the set of admissible inputs is Uyq 1= {u € U : ua(t) < u(t) <
up(t) faa. t € [0,7]} with ua,up € L*(0,7T) satisfying u, < up a.e. in [0,7]. In
particular, U,g C L°°(0,7T) holds, and we have [|u[| o) < cy for all u € U with
cu = maX{HuaHLOO(O,T)a ||Ub||Loo(0,T)}-

(4) The functions k1, ko belong to C%1(Q) with x1(x) > ka and ka(x) > kK, forall z € Q
and a positive constant k,.

(5) The nonlinearity is defined as f(y,q) := /ysinh(q) for y € R> := {s € R|s > 0}
and q € R.

Remark 3.1.

1) Recall that H'(Q) = C(2) holds (cf. [19]). Thus, Assumption 1-(2) implies y, €
C(Q).
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2) Note that f is not differentiable at y = 0. In our application, the state y stands for
the concentration of lithium-ions in a battery cell. Thus, the situation y = y(t,z) <0
does not have any physical meaning. This non-negativity of y is needed to evaluate

f(y,a). O
3.1.1 Weak formulation
As before, let H := L?(2) and V := H'(Q), endowed with the L?*(Q) and H'(Q) inner
products, respectively. We further define the Hilbert space
Vo :i={p e V|p(0) =0}

supplied with the inner product

(, )y, = /ng’(x)qb’(x) dx for ¢, ¢ € V.

Furthermore, let Co(Q2) = {p € C(2) : ¢(0) = 0} supplied with the C(£2)-norm, i.e.,

lello@ = max,cqle(z)]. Since V' — C(£2) holds, there exists an embedding constant

ce > 0 (only dependent on the interval ) satisfying
lellc@) < cellelly  forallp eV (32)

with [|¢|| c@ = Max,cq |o(x)|. Furthermore, Poincaré’s inequality holds on the space V
(see [19, Theorem 3, Page 279]): there exists a constant cp > 0 such that

el < cplielly, forallp e V. (3-3)

From (3.2) and (3.3) we infer that
loli2 g < & el = & (el + 1R, ) < & (e +1) el
Hence, for cep = ce(c + 1)1/2 > 0 it holds that

lellom < cep lelly, for all € V. (3.4)

Next, we define the solution spaces
Yy = w0, 7;V,Vv)NC(Qy) and QT :=L>(0,T;V,)

endowed by their product topology, where W (0,T; X,Y) := L?(0,T; X)NH'(0,T;Y); see,
e.g., [14] for more details.

Now, the weak formulation of (3.1) is as follows: for pu € P,q and u € U,q find a solution
pair (y,q) € YT x QT such that

% (W), #") g + ap(y(®), ¢¥) + {guly(@), a(®)], "), , = 0, (3.5a)

y(0) =y in H, (3.5b)

afy(q(t),0?) + (gily(®), a®)], %) . = 0), D)y v (3.5¢)
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for all p¥ € V, 97 € V, and f.a.a. t € (0,T], where the bilinear forms are defined as

Ao )= [ M@P@I@ A = mip0)  frpoeV. (36

o )= [ (@) @0 @) dr = pad(p0)  forpdeVe (0D
the nonlinear operators are given by

GO,aO) )y o= o [ (o) alta))pl)ds  forpeV.  (37a)

OO 9y, o= s [ fO) gt a)oe)de  forp Ve (37H)

Finally, the Neumann boundary condition appears in the linear operator as

(O@), o)y v, = ult)p(L) for p € V, and t € (0,T] a.e.
We further define ¥ and ¢¢ as
@A = [[(H @) @)@l Tor Y € Vgt € Ve p e,
@I vy, = [ JP@ S @@ T eV eV g e

and then we can rewrite (3.7) as

(Ghaly(®),a®)], )y = 1209 [y(t), a(B)], ©)v=v for p €V,
(Ghly®), a@®)], )y = 1al@? (), a(t)], @)y v, for p € Vs.

3.1.2 Well-posedness

We discuss briefly the well-posedness of the problem, analyzed thoroughly in [4]. The
well-posedness of the two different state variables is proved using the Schauder and the
Leray-Schauder fixed point theorems (cf., e.g. [22, p. 189]). These theorems consider the
solution operator of the decoupled, linear, weak systems, and find a solution through a fixed
point argument. We summarized the main assumptions and existence theorem, together
with some stability estimates.

Suppose, initially, that y € Y7 with y > 0 in Q7 is given. For every u € U,q and f.a.a.
t € [0,T] we consider the nonlinear elliptic problem

—p3 (k2qu(t)), +paf(y(t),q(t)) = 0ae in Q, ¢(t,0) =0, pzr2(L)g(t, L) =u(t). (E)

A weak solution of (E) satisfies f.a.a. t € [0, 7]

u;é (@) (1, 2) 0 (z dw+u{/f (t,2), q(t, ) p(x)de = u(t)p(L) Vo € Vo (Bu)

In order to define the fixed point problem, the following hypothesis is needed.
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Assumption 2. For a given M > 1 let y belong to the non-empty, closed, bounded, convex
set Hﬂ defined as

1

yt, = {y € C(Qrp): i <wy(t,z) < M for all (¢t,z) € QT}. (3.8)

Then, by using the properties of the solution operator of the de-coupled elliptic equation
and the solution space, it is possible to prove the following theorem ([4, Theorem 2.2]):

Theorem 3.2. Let Assumptions 1 and 2 hold. Then, for every u € Uyq there exists a
unique solution ¢ € QT of (Ey) and a constant c¢(M) > 0 (independent of q or u but
dependent on M) such that

la@®lle) < ceplla®lly, < c(M)lut)] < e(M)ey  fort €[0,T] a.e., (3.9)

where the constant cep has already been introduced in (3.4), and ¢y in Assumption 1.

Existence of the weak solution for the coupled system (3.1) is proved in the theorem ([4,
Theorem 2.3]), by using the properties of the solution operator of the de-coupled parabolic
equation.

Theorem 3.3. Let Assumptions 1 and 2 hold and the constant M in Assumption 2 be
chosen as

2
M =2|lyollc@) + " (3.10)
a
Then, there exists a finite time To = To(M) € (0,T] such that (3.1) admits a unique
solution pair (y,q) € ng x QTo,

Remark 3.4. Note that, due to (3.10) we can see that y, < M/2 and yo, > y, > 2/M for
all z € Q. O

3.1.3 PDE-constrained optimization problem

As in the previous chapter, we introduce the nonlinear PDE-constrained parameter opti-
mization problem

min J(y,q, ;) s.t. (y,q) €Y x Q is a weak solution of (3.1) and p € Poq. (P2)

Problem (3.5) is uniquely solvable only locally in time. For that reason, we make use of
the following hypothesis.

Assumption 3. For given final time 7' > 0 there exists a unique solution pair (y,q) € YxQ
to (3.5) for any p € P,q which is denoted as (yu, qu)-

Choosing a general cost function, this will be the L?(0,7; H) norm of the error between
some observable z € L%(0,T; H) depending (eventually) on the state variables and the
parameter, i.e. z = 2(y, ¢, p), and a given data function w € L?(0,T; H) that depends on
w* € Paq, the underlying parameter, plus a regularization term. Then,

ay B R
Iy, a:p) =1+ ll2(y, 0, 1) — w72 010y + - = il for p € Pag, (311
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where ay > 0, 85 > 0 hold, [t € P,q is a reference parameter, and the 1 is added to
be compatible with (2.30) and the trust region optimization algorithm. Then, setting
Zu = 2(Yu, Qu- 1), we define the reduced cost function as

5 By R
J(p) =1+ 5 20 = 0l ez + 5 I — Al (3.12)

In many applications we only have limited information and the observable function cannot
be chosen arbitrarily. For example, in battery systems there is no possibility of measuring
the concentration of Lithium ions in a certain electrode, and one of the few measurable
quantities is the electric potential difference, measuring the energy change between two
points. We will try mimicking this reduced information setting, by assuming that we can
only observe and measure the g-state, i.e. 2, := q,. In the last section of the chapter, we
see a case where we can observe an even more limited information. Finally, we rewrite the
optimization problem in reduced form as

min J(p) s.t. g€ Pag. (Ps)

The adjoint variables p, = py, € Y and p; = pyp, € Q satisfy the linear system in weak
form

d

— 3 Py, ")+ (G [ (1), 4u (1), py(1), o ()] 97)y = 0, (3.13a)

(py(T), ") =0, (3.13b)
(9 [ (), 4 (£), 2y (), g (D)), %) o = (O (), 0T s (3:13¢)
for all @Y € V, ¢? € Vo, ¢! € H and fa.a. t € (0,T], where

(92 Y (8), 4u (), 2y (8) g (D)), %) . = ¥ (p1(F), ©7)
— p2{0y f (yu(t), qu(t))py (), y> + 1140y f (Y (1), 4 (8))pg (1), ©%) g
(95 (), 4u(®), py (), pg ()], %) . | = 1130 (pg (1), %)
= 12(0q.f (Y (1), qu(t ))py(t) 1) i + 1a(0g f (Y (1), 4u (1)) p2(t), ) gy
(O.(), 9) 1y o= s (w(t) — qu(®), ¢%)
with 9, f and 0, f being the Fréchet derivative of f with respect to y and g.

Once we evaluate the adjoint variables, the gradient of the cost function (3.12) can be
evaluated following the adjoint approach (cf., e.g., [31]) as

T a8 (g (t), py (1)) dt
T
_ | . |
V() = o 0 O e e + By (1 — ). (3.14)
fy a%(qu(t), pgu(t))dt

Jo (F W0, @ (1)), Pau(8))
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3.2 Finite element discretization

Following the steps in Section 1.2.1 and Section 2.2, we discretize problem (3.5) in order to
evaluate its numerical solution. Let us discuss discretization keeping p fixed in order not
to burden the notation; we will later reintroduce the dependence on the parameter when
defining the RO error estimates. First, we will introduce a standard Galerkin approxima-
tion, which leads to a high-dimensional nonlinear system of ordinary differential equations.
Then, we will formulate the reduced order discretization.

Assume that {¢;}Y, C V are linearly independent and that {¢;}¥; C V, holds. We
furthermore define the finite dimensional subspaces V* = span {cpo, ...,oN} C V and
VI = span {¢1,...,pn}. Then, by Galerkin projection of equations (3.5) onto V" and V.,
our goal is to find (y",¢") € H(0,T;V") x L>=(0,T; V") solving
7 W@y + a0, ) + gy (1), 6" D), )y =0, (3.15a)
(y"(0) — s, ") r = 0, (3.15b)
al(q"(t), o) + (gl (1), " )], ) yr v, = (), ) yr v, (3.150)
for all ¥ € VP, o7 € VI fa.a. t € (0,T], where y” is a projection of 4, on V" given as
yl = argmin {Ilyo — ¢ "l € Vh} :
Note that

N
ZYz ‘Pz; qh(t) = Z Q?(t)%‘ for t € [07 T]
=1

so that (3.15) reduces into finding the coefficient vectors y*(t) = (y"(t))o<i<n and q"(t) =
(q"(t))1<i<n solving the differential algebraic system

My 3" (1) + i Ayy™ (8) — peMy£R (v (1), (1)) = 0 t e (0,7] ae., (3.16a)
M, y"(0) = y?, (3.16b)
p3Aqq™ (1) + Mo (y" (1), o (1)) + () = 0 te0,7)] a.e. (3.16¢)
for
= ({5, i)m)), Ay = ((@Y(pj,94))) fori,j=0,...,N
= ((Yo, i) 1) fori=0,...,N,
Mgy = ({5, pi)m)) Ay = ((a%(p),91))) fori,j=1,...,N,
bR (t) = ((b(t), pidvr v2) fori=1,...,N.

Moreover, f)’}(y (t),q"(t)) € RN (resp. f(y"(t),q"(t)) € RY) is the coefficient vector
satisfying

Zf "(1))pj(z) in (3.16a),
f"(t,2), ¢"(t,2) ~ for o € Q and £ € (0,71 ae.

Zf "()pi(@) in (3.160),
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Note that none of the matrices and vectors depend on p due to the affine dependence of
the parameters as in (3.6) and (3.7).

For solving (3.16) we apply the implicit Euler method for the time integration (cf., e.g.,

[52]) on an equidistant time grid ¢, = kd, k =0,..., K and 6 = T/K. Then, the problem
is to find {y"*} ¢ RV*! and {¢"*}E | ¢ RY solving

My (y"* = y" ) 4 i dA Y™ — M25Myf;(yh’k, d*Fy=0 fork=1,... K,
Myy"? = y2, (3.17)
138 qq™" + 14 quc’f(yh’k, "y +bhh =0 fork=0,... K,

where bk = bh(tk). The solutions of this system, called FO solutions or approzimations,
are approximations of the FE solutions of (3.15) at each time step, namely

N N
' () =Y v and ¢t~ Y dfei fork=0,... K.
1=0 =1

Remark 3.5. Note that we can evaluate the vectors f}}}(yh’k, q"*) € RN*1 and fg(yh’k, q™*)
€ RV at the same time, since they are obtained by applying f component-wise, i.e.

Fe*,0)

hk _hk
f( h.k h,k:) f(Y1 »dq )
th(yhk Y1 "ql :

! h,k)

) fg(yh7k7 qh7k)

f(y?\}k', qi;v,k:) f(Y?\}kv qgﬁ)
O
To solve the nonlinear system (3.17), we use Newton’s method described in Algorithm 1
at each time step k = 1,..., K. In particular, for &k fixed we want to find x; := ( yZ: >

q
root of F¥ = 0, with FF : R2V+1 — R2VN+1 defined as

Fk
F(xp) i= %(Xk) e R2VH1,
a(xXk)
and
Fy(xp) i= (My + pa0Ay )y™"* — Myy" =1 — pp6M £ (y"*, %) € RN,
F(xk) == p3fqq™ + paMafy (", o) + b € RY.

hk—1
As initial point for Newton’s method we choose the previous iterate ( ok >, and for

k = 0 we have, in particular,
F9(x0) == Myy™? — yl e RN+, (3.18)
FO(x0) = p3Aqa™® + paMgfl (y"°, ¢"0) + b0 e RV, (3.19)
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We will now derive the Jacobian dF*(y"*, q"*) € REGNFDXCNHD) of Bk with the notation

e < dyFh d P )
dyFF d FE

where
d,FF .= 4 FE(ymF k) =M SA, — 5—d M, £ (yF, gk 3.20
vty - — dyh’k y(y »q ) — My + y — M2 dyh’k y y(y »q )7 ( : a)
d d
dgFy = — Py (v™*, a"*) = —pad— M2 (v, g™F), (3.20D)
dg™ dqg’
d d
dng = WFg(yh’k,qh’k) = M4Wqug(yh’k, q*), (3.20¢)
dy™ dy™
d d
quﬁ = WFﬁ(yh’k7 Q") = psAq + MWqug’(yh’k, q""). (3.20d)

First, using the point-wise partial derivative dy f(y,q) = Sm\}#') of f it holds that

d d
(GG ) = dy?J;]Q.f(yhk<x>,qhﬁ<m>>¢?<x>dx

yh
= [ As ) @)t o)y @
Q dy
= [ o @) ela)e ) (3:21a)
and, defining 9y f(y,q) = /¥ cosh(q), we similarly get
(dqikM £ (™ ”“))i’j = /Q8qf(yh’k(a:),qh”“(x))soi(x)goj(m)dx, (3.21b)
<dy(:}lkM o (y" ’k))m, = /Q3yf(yh”“(:r),qh”“(w))w(m)%(az)dx, (3.21¢)
(dqikM fy (y" ,qh’k))i’j = /Q8qf(yh”“(x),qh”“(x))soz-(x)gaj(x)dx. (3.21d)

Let Oyf, 0qf : RNFL x RV+L — RN+L he the functions evaluating the partial derivatives
component-wise, i.e.

: hok
sinh(q;”
B, E(y"*, g, = sinh(q; ") and  Of(y"*, ¢F); = mcosh(Q?’k)a

h,k
20/y;’

with qg’k = 0 representing the homogeneous Dirichlet condition for the component vector.
Let us further define ©' for [ = 0,..., N as @é = Jo wi(x)i(x)p;(x)de. Hence, (3.21)



42

CHAPTER 3. NONLINEAR COUPLED MODEL

becomes

d

ety (" Zaf ) O, (3.22a)
v
dqhk Myfy (v, q Za fy DICH (3.22Db)
d h
ayii Malq ( Za fy ) 0, (3.22¢)
d h

ag Vafal Za fy ) 6. (3.22d)

Then, using (3.22) into (3.20) we get

N
dyFy = P —— i FE(E ) = My + i 0Ay — 128 > (Y™, k), ©, (3.23a)
=0
N
d
doFy = qorEv " ) = —pad > 0ty "), o, (3.23b)
N
d
dyF§ = a i Fa M ) = pa Y oty o) O, (3.23¢)
=0
N

deFg = i e Fa("F, ") = paAq + pa Y Oaf(y™*, o) 01, (3.23d)
O

Remark 3.6. We comment on the fact that we have not defined the dimension of ©
and that, in fact, this matrix changes dimension depending on the equation where it is
used. For example, dyF’; e RWHDXN+D) “and hence we need © to be of dimension
(N +1) x (N +1). On the other hand, qu§ € RVHDXN “and in this case ©! will be of
dimension (N + 1) x N. In practice, we can just save one (N + 1) x (N + 1) matrix ©',
and depending on the situation we extract the right sub-matrix. For example, in (3.23b)
we only use the following highlighted sub-matrix:

@éo @;M (9;)7 e
ol — 10 | O O1n
@l. @l. o!
No 9N N,N
O
Finally, the algorithm to evaluate the FO state variables y™* q™* for k = 0,..., K given

parameter p is as follows:
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« Evaluate y*° by projecting the initial value 3., namely by solving the linear problem
(3.18).

« Get a consistent initial condition for the state ¢", namely compute q™° solving the
decoupled equation (3.19).

e For k=1,..., K, find the root of the nonlinear equation F¥(y™* q"*) = 0 by using
Newton’s method (Algorithm 1).

Example 3.7. To give an idea of what the state variables look like, let us introduce an
example in Q = (0,1) and with 7" = 1. We use linear Lagrangian elements on 200 nodes
and 201 time steps. The diffusion functions are chosen as k1(z) = k2(x) = 1, and the
initial value as yo(z) = 6. We show in Figure 3.1 approximated FO state variables for the
input function u(t) = 0.5 - cos(10t) + 0.4 - sin(20¢). O

ym qm

iittsin
AT Aag gy
iy

i
T

Figure 3.1: State variables for 1 = (1,5,1,5) and po = (5, 3,4, 2).

The FO discretization of the reduced cost function (3.12) is straight-forward, once we define
the discretized data w™* as explained in (2.9) and (2.10), with associated coordinate vector
wiF € RN, Applying the time discretization, we get to the following approximation:

K

~ Qg 2 ﬂ] ~

T'() =1+ 5 ) el — Ml + 5 (s — s (3.24)
k=0

Using FO matrices, we can also write

K
. ay 2 By 2
) =1+ 5 Z%HQZ’k - Wh’kHMq T e — £l (3.25)
k=0
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The FO discretization of the adjoint variables follows the same steps of the one of the
state variables. The only difference is the time stepping, which is backwards. Given
{y™*, q*YE | then {pg“k},[fzo C RV+1 and {pg’k}szo C RV are the solutions of

—My (plF T — plF) 4 g A PIF — 106G pIF + M45qupq =0 fork=K-—1,...,0,
pi =0,
p3Aqpi® — Gl pIF 4+ s Gl plF —bPM =0 for k=K, ...,0,
(3.26)

where, for any £ =0,..., K,

N N
= Z 8yf(yh’k, qh,k)l L= R(N+1)X(N+1)’ Glyfq — Z 8yf(yh’k, qh,k)l = R(N+1)><N’
1=0 Py

N N
GE, = 3 Bty o k), OF € RN, GE = 37 Oty k), 0 € RV
B 1=0

(3.27)
and bPRE = o )M (whh — gh).

Remark 3.8. System (2.12) is linearly coupled. To solve this system we first project the
final condition for the variable p,, namely p;“k = 0, while the final condition for p, is given
by solving a linear problem, namely

K\ h K hK
(H3Aq + paGog)pg ™ = b7,

Then, for each time step k = K —1,...,0 we can transform the coupled equations into a
single vectorial equation. Indeed, defined M € REN+DXEN+1) and b € R2V+! a5

k h,k+1
S [ My miAy —mdGl G, } and B:{ Mo |

then pg’k and pg’k solve

¢
Finally, the gradient of the reduced cost function is approximated as
Z o (v i) Ay
K
=2 oy it au®) oy,
VM) =] =0 + B — fr). (3.28)

K
E h,k _hk
a <qp, ) pqp, >Aq
k=0

K

h( hk _hk h,k
Zak <fq(y“7 7q,u,7 )7pqh>Mq
k=0
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3.3 Reduced order discretization

We construct reduced order spaces V¢ € V* and V¥ ¢ V', of dimensions respectively L, <
N and Ly < N, and a set of basis for each space, {1, ... ,¢%y} c Vland {¥,... ,¢%q} C

V¢, Furthermore, let us define the coefficient matrices U, € RN+D*Ly and U, € RNVxLa

of the basis {1#?}5;1 with respect to the basis {p;}Y, of V" and of the basis {wg}iL:ql with
respect to the basis {¢;}Y; of V!, namely,

N N
77[);/ :Z(\I}y)” ©i fOl"j: 1,...,Ly and 1/1;122(\1’01)13 ©i fOI‘j = 1,...,Lq‘
=0 i=1

As a first step we project all matrices on the reduced spaces so that a reduced order
approximation of (3.17) reads as follows: find {§¥}X  c R and {¢*}X , C R such
that

(ML + iy SAL)FY — MEFE! — o6 T My £ (T 5%, Uqd¥) =0 fork=1,..., K,
Miy° =yl (3.29)

psALGE + g U] Mofh (W%, Wadh) + b =0 fork=0,... K

L
y

with M§ = UMWy, AL = WIA Wy, AL = UTAT, b5 = U b for k= 0,..., K, and

yo =W/ yh

System (3.29) still depends on dimension N through the evaluation of the nonlinearities
f;} and f!f. We use the discrete empirical interpolation method (DEIM) described in Sec-
tion 1.2.5 to make the evaluation of the system independent of V.

To avoid the confusion with the notation, we reiterate over the main steps. In a nutshell, the
vectors fb}f’k = fy(\I’yyk,\I/qqk) and f(}fk = fq(\llyyk, \Iquk) for K = 0,..., K are projected
onto a smaller space of dimension Ly < N. For the g-system this is done by finding
matrices ¥y € RV*Lt and T € RVY*Lt such that

5~ W17 W) TR

where the matrix ¥ is given by the POD method using the snapshots f¥ for k =0, ..., K,
and the matrix I is composed only by zeros and ones such that I'v € R¥ contains only
selected rows of v € RY.

Remark 3.9. For the y-system (of dimension N + 1) we set

Uy

2 :—[ 0 ]ER(N“Mf, i [ H € RN+t

and get fF &~ Up(ITWp) T fF € RNHL, O
Since the evaluation of f¥ is done component-wise, we can write

1T = TR, 5%, O, q%) = f(17 0, 5%, 1T 0,6%) = £(T, 5", U,4")
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for U, =17, € R¥*Ly and ¥, = 1T ¥, € R*a, Then, for
Gy = U M T(IT¥p) ' e R and  Ggq = Uy MqU(IT )~ ! € REaxh
system (3.29) is approximated by

(MS + i 6ALFY — MEFF ! — 1196Gyf(By 5%, Uqd*) =0 fork=1,... K,
Mgt =y, (3.30)

,ugAq + paGof(¥ yyk,\iquk)er“:o for k=0,..., K,
which is finally independent of N. In the following, we call system (3.30) reduced order

(RO) model. The RO solutions {§*}X RIv and {¢*} ) C R4 are interpreted as a
reduced order approximations for {y*}% , c R¥*! and {¢*}}X, ¢ RY, namely

Wk o Ok — g gk

h.k 0,k ~k
vyt ay and qt gt i=Pq

Let us from now on add the dependence on the parameter g on the subscript. Namely,
{yl’j}szo and {qﬁ}szo for the FO solutions (solving (3.17)), and {yﬁ}szo and {Qﬁ}szo for
the ROM solutions (solving (3.30)) with parameter g € P,4. The RO approximation of
the cost (3.25) will then be

K
. oy 2 By 2
Jpw) =1+ o> Zakz lai* — Wh’k”Mq 5 [ — i3 (3.31)

Remark 3.10. The evaluation of J* is online efficient, since by pre-evaluating
=T Mgw"* e R and 1 =w"TMgwhF eR  fork=0,....K
then we can write

0,k h,k )2 K hNT K h.k
||qp7, —w ”M :(\I/Clqy,_w ,) M (\Ijqqp,_W 7)

~kT
- qZTqup, qfl, I']f + I'2

O

Once we have approximated the state variables, it is also time to approximate the adjoint
variables {f)'}f, f)(’fl}fzo (later denoted also by the parameter, e.g. f)'; = f)]y“’ ). Once we build

RO spaces V% = span{y}”, ..., z/JIL’@]’Dy} and V2P = span{y, ... ’wﬁq} with RO coefficient
matrices respectively ¥, € RN*Loy and Wpg € RN >*Lpa gystem (3.26) gets projected into

My (PEF — BE) 4 1 SATBE — 120Gy BE + 1140 Gyg" pq 0 fork=K-—1,...,0,
=0
y M

HsAGDE — paGey D + paGe*pE — bPk =0 for k= K,...,0,
(3.32)
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where
b =T b _yT
My = W, MU, Ay =V AU,
lpk T vk Lok T vk
Gy p 1= Wy Gyy Wy, Gyq o = Wy Gy Ppas
f LA T k ok 4T k
GQ§ = WpqGay Upy, Gag o = VpqGaq¥pas
qu = \IJ;—qA\I/pq, pPtek . — \Il;)rqbp’h’k for k=0,..., K.
Once we find the solutions py, pk for k=0,..., K, we furthermore define
pi’k = \Ilpyf)§ e RN and pg’k = \Ilpqpq e RV
and
Lpy Lpq
=2 bl = Z Py €V and = 2 bt = Z RN
i=

Remark 3.11. We observe that we do not actually need to evaluate 4(K + 1) different

. U,k ~lp.k ~lp.k ~Lp.k . . .
matrices Gy, Gyg, Goy ', Ggq every time we change . Indeed, pre-evaluating just once

the products

Oy = Upy O Ty,
OLyq 1= Upy©' Wy,
OLyy 1= Up® Ty,
OLyy 1= Vpg®'Tpq
for { =0,...,N, we can then evaluate, e.g.,
sz Za f(y e k)l@pyy e RLy*Ly

much faster. Note that the matrix ©! is sparse and evaluating the products like ®pyy is
not so expensive.

Remark 3.12. As in Remark 3.8, we can compute system (3.32) pretty fast since it is
linear. Once we evaluate the first final condition f)ff = 0, the second one is given as

{ 3A +M4G } p aJ\I/ Mg (wF — k).
Then, for k=K —1,..., K, we define

ly.k
MY + 116Ay — 120Gy pa6GoF
_,UZqu N3Aq + 4

M¢ =

and
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Mf< Py ) _—
Pq

Finally, the RO gradient, approximation of(3.28) is

Then, f)l; and f”é solve

K
> an (v e s,
K k=0
D SRR UR AN
V)= 0, +Bs(p — ). (3.33)
> (4 P o,

k=0
K

he Lk 0k 0k
Zak <fq (y,u Ay )’pQuH>Mq
k=0

Remark 3.13. We point out again the fact that all the evaluations in (3.33) can be made
online-efficient, i.e. independent of dimension N. For example, the product

Lk Lk _ kT T ~k
<y“ ’py7H>Ay =Yu \ij qulpypy,u

can be sped up by pre-evaluating and store the matrix (independent of ) \Il;,r AW, O

3.4 Hierarchical a-posteriori error estimates

We want to use the trust region algorithm presented in Section 2.4.2, but we need a-
posteriori error estimates. While we can still evaluate projection-based error bounds, these
will be not online efficient since the nonlinearity depends on the full dimension N. In this
section we will define approximated hierarchical error estimates, extending the approach
found in [29].

The hierarchical estimators are well-known, e.g., for adaptive finite elements; cf. [7, 13, 16],
for instance. The idea is to use the difference between two approximations with different
orders to estimate the RB error. Given RB spaces V¢ and VY, with respective reduced
bases associated with the matrices \Iff, and \Iff;, the RB errors are defined as as

1/2
2
w,

K 1/2
Y h.k 0,k )2
Eq(/'l’) = (Z g qu’ - qp’ ’Wq> s
k=0

where Wy = (({(@5, ¢i)v))o<i,j<n and Wq = (({©5, i)V, ))1<i,j<n are positive definite, sym-
metric weighting matrices. These errors approximate the errors y* — y* and ¢ — ¢* in the

K
¢ hk £k
Ey(l*l’) = (Z 873 ||y,u,7 —Yu
k=0

and
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L?(0,T;V)- and L?(0,T;V,)-norms, respectively. If we had another couple of RB spaces,
V™ and V" of dimensions respectively My and M, with Ly, < My, < N and Ly < Mq < N
such that EJ'(p) < e and Eg'(p) < ¢, then we have

K 2
h.k 0,k
= § OZk:HY,j _Y/,;, ||W
k=0
K ) K 9
h.k k k 0k
<2 oy =y, 2> exllyi® = viflly,
k=0 k=0

<22 + 2A§’m(u)2

with
1/2
Azm . k2
(Z ar lyp* — vy lw, |
o 0, .
and, similarly, Eé(u)2 < 2e? +2A4™ (p)? with

1/2
Aem 0,k 2 .
(Z g Hq —dqy qu

We point out that these estimates are online-efficient (i.e., their evaluation does not depend
on the FE dimension N), since

lyp® "

T T T
<y“ m,k W mym — 2y m,k W ey“ n yuk WM zk) ,
and )
T km T . T
”qm,k _ qﬁkH <q“ m,k Wmm “ 2ql;,m ng,ﬁqﬁk i q“k WU M) :
where {93, 45" VK, (resp {5k QP ) are the solution of (3.30) in dimensions Ly

and Ly (resp. M, and M), and parameter g, and

m,m .__ \ym | m M, X M. m,m .__ \ym | m Mg x M,
W = g T W g e RMY XMy W= W T W € RMaxMa
ml . qmT V4 M, xL ml . qm T m M x M,
Wil = g TWwt e RMy* Ly, Wil = g TWum e RMaxMa
£l . T y4 LyxL £l . qlT y4 LoxL
Wy = \Ily Wy\Ify € R**&y, Wq = \Ilq Wq‘IJq € R™a7%a,

To analyze the hierarchical error estimates it is useful to set V¢ € V™ and V¥ C V™ and
to assume the following saturation property on the bigger RB spaces V™ and VJ": there
exist oy, 0q € (0, 1) such that

Ef'(p) < O'yE}li([,l,) and B (p) < aqEé(u) for all g € Pay. (3.34)

While it is obvious, for example, that if V¢ C V™ then ES (p) < Eﬁ(u), we do need the
factors oy and o4 to later define the error estimates. This is a natural assumption since
one expects the RB error to decrease with the increase of the RB dimension, but from the
theoretical point of view it is indeed possible to find a p € Paq such that £ (p) = E}‘i(u).
This condition enforces the idea that for all parameters in the admissible parameter space
the bigger space is a better-approximating RB space. Hence, since it is not necessarily
satisfied, it will be enforced during the construction of the spaces V" and V™.
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Proposition 3.14. If (3.34) holds, then for all p € P,q

AYMH) ey - AV 0)
— - < F < 47 .
e < B T (3.352)
AT _ ey < AT W)
<FE < . 3.35b
l+oq — alw) < 1—o04 (3.35b)

Proof. We only prove (3.35a), since the proof of (3.35b) is similar. If E}{(p,) = 0, then

Af,’m(y,) = 0 holds necessarily, and the inequalities (3.35a) follow. In the other case, we
prove the following inequalities, that are equivalent to (3.35a):

Ay™ ()
l-—0y <=L 2 <1+o0y. (3.36)
Ef(p)

For £k =0,..., K, it holds
0k m.k 2 hk 0k 2 hk m,k (2 hk 0k _hk m,k
s ) — v ) s ) 72 v ) v )
Iy5" = v Iy, = Ivi™ =il + v =y, = 20" =y yw” = vy,

(3.37)
and, furthermore, using the Cauchy-Schwarz and Young inequalities we can write

h.k 0k _hk k B hk 0,k )2 L hk k2
ST AR A N I i Hwy+%Hyu’ =y, (3.38)

for any 5 > 0. Let us now consider

K Lk K2
Af,’m(u)2 B D ko v —yu Hwy
()2 K hk Lk
B o on vk = viblhw,

By using (3.37) and (3.38), and by choosing the same j for all k = 0,..., K, we get

K hk k2 Ik o2
AL ()2 Lk=o |1+ B)vu” —vi llw, + (L +1/8)lyu” = yu™|

Wy
B2 — K hk 0k 2
y(“) D ko Ok lye — i ||Wy

< (1+8) + (1 +1/B)ay.

Since this holds for all choices of 8 > 0, it also holds for the minimum value

M <min(1+ B) + (1 +1/8)02 = (1 + ay)?
El(p)? ~ 5>0 y v

On the other hand, using (3.37) and (3.38), we get

K hk k)2 hk k2
AL (p)? y Shmok |(1=B)lly” =i Iy, + 1 =1/8)lly"” = vi™"|

Wy
El ()2 = K hk 0k 2
y () Y k=0 % Y —Vu Hwy

< (1-8)+(1~1/B)oy,
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and, by choosing the maximum value over all 5 > 0, we obtain

AY™(w)? 2 2
AU 5 max(1 - 8)+ (1 1/8)02 = (1 - 02,
B = =00
which proves (3.36). O

Therefore, we define the hierarchical error estimators in pu € P,y as

AG™ (1)
1—oq

Aé,m
Alp) = Al(uim,oy) = 2 g AL(u) = AL (uim, o) = (3.39)

Remark 3.15. The effectivities of the estimates in the parameter u € P,q are denoted
again as

AS(m) Ag(m)
y a
ny(w) == and 7nq(p) = ——. 3.40
Then, we infer from (3.40), (3.35) and (3.39) that
1 1
1 <ny(p) <y = + % and 1 <nq(p) <17q:= + % for all p € Pyg.  (3.41)
1—-oy 1—o0q

Hence we observe that the closer oy (respectively o) is to 0, the more accurate the estimate
Ag(u) (resp. Aé(u)) is for any p € Pag. O

There are two important choices to be made: the first is how to compute oy and oy, and
the second is how to choose the RB spaces V" and V™. For the first issue, we compute
approximations oy and 74 on a training set, namely

B o
Oy R Gy = max ye () and o4~ 0q:= max qe (N) (3.42)
”’E?diSC' Ey(l‘l’) P’E?discr Eq(u)

This is where the hierarchical error estimate is approximated, since it is unfortunately not
possible to evaluate oy and o4 on the full parameter space. The inequality 6, < oy (resp.
G4 < 04) holds, and Gy * oy (resp. G4 /' 04) With |Pgiser] — 00, namely by enlarging
the training set we can improve the accuracy of the estimates. Let us mention that the
computation of (3.42) can be done efficiently by parallelization.

Next, the second question is answered by defining V™ (resp. V") as an expansion of I7&
(resp. VY, namely VvVt c V™ and V¥ C V™. In particular, given V¢ and V¥, we will find
V™ 1L V& and V™ L VY and then define

Vvt =vieVv™ and V" =VieVm™, (3.43)

where @ is the direct sum (cf., e.g., [7]). A greedy algorithm for the evaluation of global
RB spaces is shown in Algorithm 5. The inputs of the algorithm are the tolerance 7 > 0,
an initial parameter g = (p;)i<i<a € Pad, a training set Pgiser and the maximum RB
cardinality Lmax > 0. The maximum number of bases elements is a safeguard in case the
maximum error does not go under tolerance.
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Algorithm 5: Weak Greedy algorithm for coupled nonlinear model
Input: T >0, ﬂ € (Pada :Pdiscr - ':Pada Lmax > 0;

Create RB spaces V¢, V£, V™ and Vom in f1;
VP~ VE@ V™ and V" « VE® V™ as in (3.43) ;
Evaluate &y and 4 as in (3.42) ;
while 6, > 1 or 54 > 1 do
Enrich V™ and/or V™ ;
Set V" « VEB V™ and VI + VEig VM
Evaluate &y and 74 as in (3.42) ;
Evaluate fu = argmax ,cp, €‘(p) := (Af,(u) + Al (p))/2 and é = e(f) ;
while € > 7 and Ly + Ly < Lyax do
if Af,(ﬂ) > 7 then Enrich V* in fi1 ;
if Aé(ﬂ) > 7 then Enrich V! in fu ;
Set V" « VI V™ and V" « VEg VM,
while 6, > 1 or5qy>1 do
Enrich V™ and V/™;
Set V" «+ Vi@ V™ and V" «+ Vi@ V™,
Evaluate &y and ¢4 as in (3.42) ;

| Evaluate 1 = arg max,,cp,_ el(p) = (Af,(u) + Ag(u))/Q and é = e(f1) ;

In line 2 the computation of the initial RB spaces is described. As a first step, we cre-
ate RB spaces V! and V! using POD with the state variables’ snapshots {yﬁ’k}fzo and
{ N k o- Then, to define V™ and f/om we use the sensitivity variables (as suggested in
[29]). In Section A.2 we include details on the FO discretization of sensitivity equations

and variables. After evaluating the sensitivity vectors {s?’ﬁ’k, ?Z k}f pforj=1,...,4 ie.

nk " Gvhk ok
st Hieo (vesp. {q i Heo)

L,

fori = 1,...,4 wrt. V¢ (resp. V¥). Finally, we use POD on the two sets of vectors to
evaluate V™ and V™. Then, line 6 uses (3.43) to define the spaces V™ and V™. We observe
that by construction V¢ L V™ and vl Vom, though it is possible to enforce this condition
numerically. Furthermore, we add that at first we choose My = Ly +2 and My = Lq + 2,
namely we construct the initial V™ and V™ of dimension 2. This choice has initially been
instinctive and arbitrary; it proved to be a good idea in view of the satisfactory results
obtained: the m-spaces are bigger enough than the ¢-spaces to improve the approximation,
but not too big to waste computational resources.

the FO sensitivities, we orthogonalize the vectors {y,

Lines 7 and 16 evaluates 6y and 4. If 6, > 1 or 64 > 1 (as in line 4), it means that
the saturation property is violated. This has so far not happened to us, confirming the
expectation that a bigger RB space is a better approximation of the FE space for any
p € Poq. But in case this condition is violated, our algorithm enriches the spaces V™ and
V™ in the parameters where such condition was violated. Enriching here means evaluating
FO vectors, orthogonalizing w.r.t. V" or V", and then using POD to add some new bases
to them. This procedure is then applied as long as the saturation property is violated.
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Lines 8 and 17 evaluate the error measure we want to lower. If this error is higher than
a certain tolerance, it means that either Aé(ﬂ) > T or Ag(ﬂ) > 7 (or, eventually, both).
Then the enrichment is done by evaluating the states’ snapshots, orthogonalizing them
w.r.t. the bases we already have and then using POD to get new elements. We can then
add as many elements as needed in order to guarantee A§ (fr) <7 and Ag(ﬂ) <.

We then check oy and 74 again. Since V¢ and V! could have been enriched, we need to
orthogonalize V™ and V™ with respect to them. It still holds that V¢ ¢ V™ and V! c V™,
but if the saturation property fails, we enforce it by enriching V" or V™.

Example 3.16. Let us take into consideration the problem and discretization introduced
in Example 3.7, and let us see the performance of the greedy algorithm on this model
case. Parameter bounds are chosen as p5; = 1 and pp; = 5 for i = 1,...,4. The set
Pdiser is chosen as a uniform grid 5 x 5 x 5 x 5 on P,q, such that Pgieer = {0 € R | p; €
{1,2,3,4,5} for i = 1,2,3,4}. Furthermore, we choose as greedy parameters 7 = 10~* and
Lmax = 50. We analyze the results of the greedy algorithm and the generated RB spaces
using three different input functions chosen arbitrarily, namely

U (t) = 17

uz(t) == —1p,0.75)(t) + Ljo.75,1) (1),

ug(t) :== 0.5 - cos(10t) + 0.4 - sin(20¢),
for t € [0,T], where 1;(¢) is the indicator function of interval I. We will compare the
overall execution time of the Algorithm 5, the number of bases generated in all spaces, the
approximated values oy and o4 and the respective approximated efficiency, 7, and 7 given

as (3.41); cf. Table 3.1. Furthermore, given a set Pgisc, of 100 randomly chosen parameters
in P,q4, we evaluate the average times of evaluating FO and RB states, maximum test errors

E! = max E° and E'= max E'
Y BEPyiscr (IL) d HEPdiscr (IJI)

and maximum test efficiencies

Ny = max and Nq = max ,
ny HEPdiscr ny (H) nq HEPiser nq(,JI)

where 7y (@) and 7q(p) are defined in (3.40).

Uy U2 us
Time greedy 5201 s 5311 s 5796 s
Dimensions Ly, Lq 8, 4 8, 4 7,4
Dimensions my, mq 10, 6 10, 6 9,6
Approximated o’s: dy, 0q 0.37, 0.32 0.38, 0.16 0.18, 0.71
Approx. max. efficiencies 7y, 74 1.23, 2.16 2.21, 1.37 1.43, 6.07
Avg. time FO 2.38 s 242 s 2.56 s
Avg. time RB 0.10 s 0.10 s 0.15 s
Max. test errors: EY, EY 7.89e-06, 1.27¢-05 | 7.11e-06, 2.20e-05 | 7.91e-06, 2.19¢-05
Max. test efficiencies: 7y, 1q 1.61, 1.46 1.75, 1.19 1.22, 3.53

Table 3.1: Comparison of the test runs for three different control inputs .
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Figure 3.2: Visual comparison of the Greedy results for the three different control inputs.
In both rows, the current greedy iteration is indicated on the z-axis: in the first
row we can see how the convergence of the RB error estimators under tolerance
is reached in three iterations, while in the second row we see the growing of
the dimensions of the RB spaces.

In Figure 3.2 we also plot visual results of the greedy algorithm in the three cases, showing
the real and approximated error, and the RO dimensions. The overall algorithm time
does not change significantly for our different inputs. The evaluation of é in lines 8 and
17 does not take much CPU time; on the contrary, the evaluation of (3.42) is necessarily
more expensive, because the evaluation of ¢, and ¢, uses the FO solutions, while the
evaluation of /() does not. We can see that the bigger spaces V™ and V™ are in fact of
dimensions My = Ly + 2 and My = Lq + 2, meaning that once V™ and V™ are created
at the beginning they are not enriched anymore, namely no more bases are added to them
since the conditions on lines 4 and 13 of Algorithm 5 are never true. The value of ¢, and
04 change significantly in the different tests, but in the end we see that they hold good
approximated max efficiencies 7, and 74, which we can read as “efficiency estimators” for
the test efficiencies 7, and 7). O

We conclude the discussion on the state variable estimates with a comment on the hier-
archical estimators. Even if, as we have stressed, these are just approximations of the
estimators, they seem tight even with a relatively small effort; indeed, if the time of eval-
uation of an RB solution amounts to about 5% of the time evaluating an FO solution, we
can expect the time to evaluate the estimator to total about 10% of the time evaluating the
true error, since the error estimator consists in evaluating two RB solutions. Once defined
the estimates for the state errors E§ (p) and Eé(li), we will now turn our attention to the
cost function, and we will define an estimator for the error of the RO cost (3.31), i.e. for

Ef(p) = J"(p) = J*(p).
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The approximated a-posteriori error estimator for the cost is defined in the next proposi-
tion.

Proposition 3.17. For all p € Py, the following estimate on the RB error of the cost
functional holds:

B (w)| < A% (), (3.44)
where
A ) = S A2 + L AL ) (3.45

; 0k
and J*(p) := >3 g [|ag” — wh

q.

Proof. As a first step, the following equality holds

K
ag
E(u) = 523 an (ol = Wi, alik — whh, — (0 — Wi gl — W)y, ) . (3.46)

Then, adding and subtracting the term <qZk — whk, quk — Wh’k>

sum in (3.46) we can write

M, to each element in the

Qi — whk qlik gy (gl ghik qﬁk -
= (™ — W R — bR+ (et = aGF dGE - wR,
<qZk qﬁk,qz,k n qﬁk ~owhhyy
<qZk qﬁk7qlf;,k Zk> L+ 2(g hk qﬁquﬂ W

Hence,
K 2
o
|ES (1) < 5 > ag st - QﬁkHMq oy ) o ‘ N U h’k>Mq . (347)
k=0
Using (3.3), (3.35b) and (3.39) we can estimate
K 2
Do llagt - Qﬁklqu < BE(n)? < BAG(n)*. (3.48)
On the other hand, using the Cauchy-Schwarz inequality and (3.48) we get

K
hk _ Lk whk
Zo"f ’ =t gt - >Mq

K 1/2 K

h,k L,k Lk h,k

S (Z g qu, - qp, ” ) (Z Qg ”qu —w
k=0 k=0

Inserting (3.48) and (3.49) into (3.47) we get

1/2
2 ~
Mq) < cpAd () T ().

(3.49)

2
A ~ QJC 7
T (1) = T ()l < =5EAL) + aep MG ()] T (h).

Using cp = (L/7)? the optimal Poincaré constant in [0, L], we finally get (3.45). O
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3.5 MOR-based parameter optimization

We solve the optimization problem (Py) in a trust-region (TR) framework using the al-
gorithm discussed in the previous chapter. The only difference now is that we are using
non-certified error estimates, since as we discussed oy, and o are approximated. In par-

ticular, they might change at each trust-region iteration n, since we define oy := O'§,n> =

E(}T,”)(u(”)) / E}{(,u(”)) and oq == a((ln) = E&”(u(”)) / Efl(u(")) at each iteration. Hence, while

oq  is exact in 1 we expect the estimate (3.44) to hold in a neighborhood of such
parameter.

Another difference with the algorithm previously discussed is that we do not build RO
spaces progressively, by adding spaces at each step. On the opposite, we build completely
new RO spaces of fixed dimension L, = L,q = 60 that overwrite the previous RO spaces.
As discussed in [6], in each step of the trust region algorithm we are obliged to evaluate
some of the FO quantities, for example the adjoint variable (in order to evaluate the FO
gradient and the exit criterion g”(u) < 7). Hence, we make best use of the FO variables
and for a little more effort (the application of the POD method), we evaluate new RO
adjoint spaces and matrices.

Some of the modification — such as the approximated error estimate or the use of the
inexact RO gradient — might break the convergence of the algorithm. However, we have
always noticed to local optima and the FO exit condition ¢"(p) < 7 is satisfied on exit.

We will now show the accuracy and the speedup of the TR optimization algorithm using
the hierarchical error estimation. Let Q = (0,1), T' = 1, k1(z) = kao(x) = 1, yo(x) = 6
and P.4 defined as in Example 3.16. Furthermore, let oy = 10%, 85 = 1077, p® = j =
(3, 3, 3, 3) (1e the mlddle pOint Of {Pad) and let U(t) =-3- 1[070.75) (t) =+ 3 - 1[0.7571] (t) AS
discretization dimensions we choose N = 201 (linear Lagrangian elements on 200 spatial
nodes) and K = 201, and as data we use a noisy virtual measurement of the g state variable
corresponding to the hidden parameter p* = (2, 3,4, 5) similarly to (2.31), namely

Rk k

— h7

; A—a?, Wherer:?w./\/'((),ag) forany j=1,...,N, k=0,..., K,

J

where o4 = 1073 is the simulated measurement standard deviation.

As in the previous chapter, we compare the performance of the trust region optimization
algorithm with the results of the FO optimization problem. The results are shown in
Table 3.2. The speedup of the TR optimization algorithm in the overall CPU time is about
12, and we can see how the number of iterations and FO evaluations are much smaller.
In the last two columns we can see the norms of the absolute and relative error between
the true hidden parameter and the solution of the parameter optimization algorithm, i.e.
e := ||p* — poP(|y and ef¢ := ||pu* — p°PYy/||*||2. As shown, both optimization results
are accurate enough. To show the accuracy of the RB approximation, in Figure 3.3 the
errors between the FO and RO approximations corresponding to the underlying hidden

parameter p* are plotted.

The speedup given by the TR optimization, shown in Table 3.2 can be even higher when
the advantage given by the evaluation of the RB solution in comparison with the FO
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Time | Iterations | FO evaluations ezbs e;f'
FO optimization | 290 s 36 51 0.074 | 0.010
TR-RB 23 s 26 3 0.0706 | 0.0096

Table 3.2: Results for pu* = (2,3,4,5) and u(t) = =319 .75)(t) + 3~ 1(g.75,1)(¢) using linear
Lagrangian elements.

Yo = Yhir s e — qt,-
0
)
4
—6
-8

Figure 3.3: Errors between FO and RO solutions for p* = (2,3,4,5) and u(t) = -3 -
1(0,0.75) () +3- 1jg.75,11(t) using linear Lagrangian elements. We observe a shock
(i.e., a sudden change) in the error, deriving from the sudden change in the
input function at ¢t = 0.75. However, the overall errors stay under the threshold
Af,, Afl < Tyq = 107" (enforced at each RB enrichment).

solution is higher. For example, using quadratic Lagrangian elements (so that N = 401)
the computational time for evaluating a FO solution is a bit higher (3 seconds) and the
optimization algorithm takes longer. The results are shown in Table 3.3. Therefore in this
case the speedup of the overall optimization with respect to the CPU time is about 18, and
it is reasonable to believe that it can get even higher for more accurate discretizations, i.e.
when the FO approximation are more expensive.

Time | Iterations | FO evaluations | e el
FO optimization | 993 s 36 44 0.055 | 0.007
TR-RB 55 s 25 3 0.048 | 0.007

Table 3.3: Results for p* = (2,3,4,5) and u(t) = =3 - Ljg0.75)(t) + 3 - Ljg.751)(t) using
quadratic Lagrangian elements.

As a further example, we simply change the hidden parameter to p* = (4,4,2,1.5) and
use linear Lagrangian elements. As we can see in Table 3.4, the results do not change
significantly with respect to results seen in Table 3.2, both in the overall time and in
number of iterations.

On the other hand, if we change the input u to, say, u(t) = 0.5 - cos(10t) + 0.4 - sin(20t),
then the hidden parameter (in this example again p* = (2, 3,4, 5)) is not well approximated
both for the FO and the RO approximations; cf. Table 3.5.

This failed optimization is what motivates the input design problem. If we are not careful,
using an input could lead to convergence to a local optimum that is not the true hidden
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Time | Iterations | FO evaluations ezbs e;f'
FO optimization | 338 s 40 46 0.034 | 0.0054
TR-RB 51 s 33 5 0.034 | 0.0054

Table 3.4: Results for p* = (4,4,2,1.5) and u(t) = =3 - 1)90.75)(t) + 3 - 1jg.75,1)(t) using
linear Lagrangian elements.

Time | Iterations | FO evaluations ezbs e;f'
FO optimization | 90 s 14 15 1.0150 | 0.1381
TR-RB 46 s 15 7 1.0180 | 0.1385

Table 3.5: Results for p* = (2,3,4,5) and u(t) = 0.5 - cos(10t) + 0.4 - sin(20¢) using linear
Lagrangian elements.

parameter. Noticing how strong the impact of the input is on the parameter estimation,
the next chapter will address exactly this: even if we start from a “bad” input, i.e. one
that gives such bad results in the parameter optimization, how can we retrieve a “good”
one, i.e. one whose parameter optimization converges to the true hidden parameter?



Chapter 4
Optimal input design

In the dealing of non-convex optimization problems, it is possible to converge to a local
minimum, failing to approximate the true hidden parameter. As observed out in the last
example of Section 3.5 and summarized in Table 3.5, the result of the parameter estimation
can depend strongly on the chosen control, even leading to convergence to the true or wrong
results. In order to gain confidence in the accuracy of the optimized parameter, we want to
find (or design) an “optimal” control (or input), with the purpose of minimizing, at least
qualitatively, the uncertainty of the estimated parameter.

A concept that we are going to use and better define later is the observability of a parameter,
which quantifies how much information we can gather of a parameter given the current
settings — or, as in this case, given a certain input function. For example, some of the
parameters are more sensitive to extreme states of charge (namely, when the battery charge
is almost full or empty), or on the other hand some parameters are more sensitive to fast
changes of applied current (the so-called high frequency dynamics).

Designing the optimal input revolves around maximizing the observability of the true
battery parameters in order to make its estimation easier. However, since we assume
them to be unknown, we can only increase the observability of arbitrary given parameters.
Following standard ideas of experimental design (25, 50, 3]), we use an adaptive algorithm
that, starting from some initial guesses for the parameter u° and sequentially generate new
inputs ul® at each iteration n > 0. Each of these inputs is designed in order to maximize
the observability of the current parameter, and with it we generate data and optimize
the parameter p”; the inputs are specifically chosen in order to improve or facilitate the
parameter optimization and the convergence to the true, hidden parameter p*. Hence, the
result of the input design algorithm is not intended to be a single optimal input, but rather
a collection of inputs that collects the most information.

In industrial applications the standard applied currents are many hours long, in order to
observe the battery as long as possible as collect enough information to infer the tens of
parameters. We are going to try to create input current profiles much shorter than these,
lasting just a few minutes. One reason to consider the result of the design as an optimal
collection of inputs is that in such a complex setting we cannot expect to maximize the
observability of all the parameters using just a small amount of data; on the opposite, we

99
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try to capture different pieces of information with different settings — or inputs.

In this chapter we introduce the input design algorithm and its motivation, to then apply
this algorithm to the nonlinear coupled model previously defined and afterwards to an
industrial application. We present the input design framework following the notation from
Chapter 3: to each input u™ is associated a collection of objects depending on the index n,
indicated by the superscript [n]: for example y[n} ok RrtL and q[n] Mk R are the state
variable FO vectors (marked by the superscript h) at OID iteration n and at time step
k=1,..., K. The FO data discrepancy corresponding only to OID iteration n is given as

Jnhh

Za ”qn]hk wlhhok

and as a cost function for the parameter optimization problem we should “sum” all infor-
mation and optimize the discrepancy between observable and data relative to each input,
namely

Ne

Z n]h

5 ﬁJ .
() = )+ 5l = i3, (4.1)

where N is the number of inputs. We then define the gradient of JI""(p) as

k=0
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where the FE matrices Ay, My, Ay, Mg are given in Section 3.2, and finally

VI )+ By — p).

:aJZan]h

This chapter is developed as follows. In Section 4.1 we will talk about measuring informa-
tion and define the Fisher information matrix, or observability matrix, and its use in order
to define the collected information. Then, in Section 4.2 we discuss the OID algorithm in
details and in Section 4.3 we show numerical results on the coupled model defined in the
previous chapter. In the last section, Section 4.4, we discuss the industrial application and
show the results of the application of our OID algorithm to a real-world problem.
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4.1 Measuring information

In this section we define the Fisher information matrix (FIM), a common statistical object
used to quantify observability of a parameter in relation to a system, by observing the
so-called sensitivities, namely the variations of the system outputs with respect to varia-
tions of the parameters. Using this matrix we are then able to approximate a measure of
information that we will maximize.

4.1.1 Fisher’s information matrix: motivation

Let us suppose that our data vector w € R™ is a random variable in some arbitrary
dimension m > 0, realization of the nonlinear model

w=F(p")+v, (4.2)

where v ~ N(0,031,,) is an m-dimensional Gaussian random variable, F : RY — R™ is a
nonlinear function, and p* € R? is an unknown parameter vector (also called parameter
for simplicity).

To quantify the information of the unknown parameter p* carried by the random variable
w, the Fisher information matrix (FIM) is often used, and it is defined as the variance of
the score. The score is defined as the partial derivative with respect to pu* of the natural
logarithm of the likelihood function p. Since W|p* ~ N(F(u*), 03 L), we can write

1w m_2\—1/2 . X
pl107) = (2o exp (ol = P )
d

and )
log p(it|”) = — log((2m)"3) — —— % — F (") 3
d

Then, the score is

dlog p(W|p) Lo T

o . Ug( (1) I(w"),
where 5
J(N*) — *F(lj’) c Rde.
o e

Hence, the FIM in the parameter p* is

-
Foo_p | [ 2logp(¥lp) 9 log p(w|p)
(T Wl e op

)

op
1 oF ()|’ . 2] 0F ()
= —_— E’\ * -
1 o | B (19 = PO T35
1
= — (") "I ().
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Let us consider the data W := w’* at an arbitrary time step k. Then, the nonlinear model
is approximated by the FO observable (in this case the state ¢) evaluated at p* at time k,
ie.

Fr(p*) ~ q Fe RN, (4.3)

The derivative of the nonlinear map with respect to p evaluated in p* is a vector in R™, and

in this case its j-th component can be approximated using the j-th (namely, with respect
a,h.k

i of the state ¢, defined and discretized in

to the j-th parameter) sensitivity variable s;
Section A.2.

Therefore, from (4.3), we deduce that the derivative of the nonlinear map with respect to
p evaluated in p* is approximated by the FO sensitivity, i.e. the j-th column of J*(u*) is
approximated as

OF* (1)

q,h k N
eR
O

(') 2= s

IJ‘*
and hence we can write

k T 1k o KT bk .
(J (p*)"J (u*)>jl . Ns;‘hu* 5?2’“* for j1,70 =1,...,d.

In order to get a model of the form (4.2), we stack all observables into a single vector,
obtaining

FO(u¥) qu
F(p*) = ~ :
Fu) )\ g
and hence
K
() TIw) DTSRI for gy =1, d (4.4)
]17]2 k=0

We now make two modifications to (4.4): as a first step, we apply a weighting on the sum,
in order to resemble a time integral approximation:

T kT ahk o
(J( BRI )]1]2 Zaksz'l“* S?QH for ji,jo =1,...,d.

Secondly, we also apply a weighting for the product ( ?{hf* , S?Q’huk Jr~, in order to obtain a
. . . . a,h,k _q,hk v,h,kT q,h, k
discretized V-product, and consider instead (s} ., s> "n)w, = 83 Wqs) s

Hence, we consider the following discretized information matrix I, seen as an approximation
of an L?(0,T;V) inner product:

, kT ahk 1
(I” Gid2 22(1 S; Wqs o2

q
J1,1* a4 "jo,p* <3'

q
JL,u*? 8j27#*>L2(0,T;V)' <4'5)

Again, we stress the purpose of this matrix. It quantifies the influence of the unknown
parameter on the model observable. We observe that if this matrix has rank less than d, it
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means that one or more parameter do not influence the output at all, hence making them
not observable. Therefore, our purpose will be making this matrix as well-conditioned as
possible.

Let us comment on another aspect mentioned, among others, in [65, Section 2.5]: we can
interpret the FIM as the Hessian of the least-squares problem given by the cost function
(2.11). Hence, improving the well-conditioning of the approximated information matrix
can also help in making the cost function more convex around the unknown parameter —
especially useful given the general non-convexity of the estimation problem.

4.1.2 Approximating the information function

Let us now make some observations: firstly, we have assumed that we do not have a-priori
knowledge of the underlying true parameter p*, hence we cannot evaluate formula (4.5).
For this reason the information matrix is usually evaluated for other parameters we have
access to. This means both an arbitrary parameter, but also one chosen carefully along
the optimization path. The idea is to add as much information as we can, hoping that this
will help in the next parameter optimization. Hence, even adding information related to
an other parameter might serve this purpose.

Another motivation driving this choice regards the convexity of the problem. Even if the
parameter optimization falls into a local minimum far from the true parameter, improving
the convexity of the least squares problem might push the parameter out of the basin
of attraction. Hence, we will use the information matrix [, € R dependent on the
parameter p:

K
1
T q,h,kT q,hk ..
(Tu)jy g = o2 Za’f Sit WaSj, s 1< 1,72 <d.
k=0

As a second observation we notice how the sensitivities, as well as the states, depend
implicitly on the input w. Hence, we might want to find the w that gives us a relevant
information matrix; in this fundamental idea lies the core of the input design algorithm.

[n]

Let us write I} to explicit the dependence on the input u, and let I;,” be, in particular, the

information matrix corresponding to the input u!™:

[l hAT - alnlhok .
COJEES S T L P NP TS
J1,J2 Ud =0

In order to define the input design optimization problem, we define a function that, given an
information matrix, quantifies the uncertainty — in this case seen as a lack of information.
We later refer to such object as the uncertainty function. In particular we take the D-
criterion from the literature (see, e.g., [25, 3]), where the uncertainty function is given
as

¢(u) == —logy (det (IZ)) . (4.7)

We can also define the uncertainty function by using the eigenvalues of 1 — especially
convenient when the dimension d is high and evaluating the determinant gets expensive.
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Indeed, if A :={A1,...,Aq} is the set of eigenvalues of I, then

o(u) =Togyo | T] +

)\jEA J

and the D-criterion is equivalent to minimizing the generalized variance of the parameters
(as discussed in [3]). Let us observe that we can also interpret this criterion as minimization
of the volume of the confidence ellipsoid for the parameters.

Example 4.1. Using the problem and discretization as in Section 3.5, let us compare the
uncertainty measure for the two different input functions uy () = —3-1jg 4/3y(t)+3-1(4/3 2 ()
and ug(t) = 0.5 - cos(10t) 4 0.4 - sin(20t). We get

é(uy) = 16.08613, d(usz) = 28.57648.

This uncertainty quantities corresponds to the ideas discussed in this chapter: in the
example of convergence to a local optimum, the information is lower. Hence minimizing
the uncertainty function can indeed improve the parameter convergence. ]

Remark 4.2. We can even assume the noise variance to be unknown. For example, we
can evaluate the information matrix I, := aglu without knowing 03. As a matter of fact,

K
T — qzh7kT q7h7k Y y
(I“)- . _Zaksjhu quj27ﬂ L<jijz<d
J1,J2 5—0

for any parameter g and input u. Under these assumptions, its determinant does not
get too big and problematic when 03 is very small and the parameter dimension grows.
Observe that

¢(u) = —logy (det (1)) = —dlogg <01§> — logyg <det <Iu)) :

Hence, optimizing q@(u) = log;, (det (iu>) is equivalent to optimizing ¢(u) and more

convenient on the numerical point of view.

4.2 Optimal input design algorithm

The adaptive algorithm we use starts from arbitrary parameter u°. Then, for n > 1 (called
OID iteration), the algorithm iterates on three phases:

o In the first phase we generate a new input u[".

o In the second phase we read and store a data vector wi™ coming from the control
ul™ and the true parameter p*.

o The last phase is the parameter optimization/estimation, from which we obtain the
parameter ', approximation of p*.
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There are different stop criteria. One possible way is to terminate the algorithm as soon
as the last generated input is too close to one of the inputs already in our collection, i.e.
using as a stop criterion

min _y ult) — )| < 7. (4.8)

ue{ulll,. ulr
However, a known limitation is that we have no guarantees of convergence and this can
potentially generate an infinite number of inputs; when we use this criterion, we also set a
maximum number of iterations as a safeguard.

An alternative termination is to force our algorithm to generate a fixed number of inputs
and forcing these inputs to be sufficiently far from each other, by meaning of penalization
of closeness. We will describe this “forced” generation of inputs in the section relative to
the industrial application.

First phase

As discussed in Section 4.1, the measure of information to maximize — or better, the measure
of uncertainty to minimize — is given by (4.7), evaluated in the available parameter p"~!.
However, we want to maximize the total information, even considering the previous inputs
and data. This can be done simply by summing the information matrices, thus at iteration
n we define the uncertainty function

n—1
é(u) == —logy, <det (Z i+ IZM)) . (4.9)

m=1

To discretize this optimization problem we consider as input only step functions, to each
input u is associated the vector of jumps u = (uy,...,u,,) € R™. In particular, if 7 :=

(T'/14),
u 0<t<r,

u(t) :=
T(ny —1) <t <T.
The discretized optimization function is then defined as

®(u) := p(u) + llullin, (4.10)

where ¢ is defined in (4.9) and «y := 10~* accompanies a regularization term.

Up

u

Hence, to find a new input we solve

m]én d(u) such that tumin < 15 < Umax (4.11)
ucR"u

using the routine fmin_1_bfgs_b from scipy [66].

Second phase

As data we use a virtual noisy measurement of the ¢ state variable corresponding to the
hidden parameter p* analogous to (4.2), i.e.

wlb R = g R ek where €F ~ AN(0,03) fork=1,...,K, i=1,...,N. (412)

Furthermore, as standard deviation of the noise we use oq := 1075.
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Third phase

For the parameter optimization we use the trust region algorithm described in Section 3.5.
At each OID iteration, the new input might change the dynamics completely, hence we
cannot rely on the reduced order model of the previous iteration.

At iteration n we need to well approximate the variables of iterations 1,...,n — 1 as well,
since they appear in the cost function. Thus, it would seem meaningful to keep all the
basis elements from previous iterations. However, we have decided to build a new basis
organically, defining a different ROM at each OID iteration; rather than dividing the basis
elements on the ground of relevance with the dynamics and “forgetting” the ones that do
not fit, we have decided in favor of a total basis reset.

4.3 Numerical results

Once again, we work in the same setting and optimization parameters of Section 3.5. For
parameters only relevant to the input design algorithm, we fix the input boundaries to
-3 <u(t) <3 fortel0,T], 7y :=107° in (4.8), impose a maximum of 5 OID iterations,
and n, := 5 for the discretization of the input function.

The inputs generated from this algorithm and numerical results are shown in Table 4.1.
In this table we include a plot of the new input, time of the different phases, iterations,
uncertainty functions ¢ before and after input optimization, cost function in the optimal
parameter (as in (4.1)) and the norm of the difference between such parameter and the
hidden parameter (as defined in Section 3.5). In particular, we notice that the uncer-
tainty decreases monotonously, unlike the cost error. Rather, what decreases (almost)
monotonously is the distance from the hidden parameter, as shown in Figure 4.1. So, our
input collection seems to really improve the estimation of the parameter.

107
T T
—_e— [n] —e— ¢
17 o) 75 s
165 | | 103
7 | ]
16 |- . —
——J"(p")
15.5 | : —a— Jh
| | | | I | | T ) 6.5 L | | | [
1 2 3 4 5 1 2 3 4 5 1 2 3 4 5

Figure 4.1: Left: uncertainty functions at each iteration. Center: plot of the FO cost eval-
uated in the optimal parameter and in the hidden parameter. Right: relative
norm of the distance between the optimal parameter in each iteration and the
true parameter. For all these plots, on the xz-axis we find the OID iteration n.

Let us observe that in this particular case we could chose a maximum of 5 OID iterations
because there exist some input that maximize the observability of all the parameters at
the same time. However, we have already mentioned that it is also common that different
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OID iteration \ New input Phase 1 Phase 243
3 4 Time: 185 s Time: 26 s
ol Iterations: 4 Iterations: 24
n=1 #(0): oo FOM evaluations: 3
3l L] p(uepr): 17.18 Jh(p™): 1.3318
005 1 ebs: 0.01375
efel: 0.00187
3 1 Time: 309 s Time: 34 s
Iterations: 6 Iterations: 6
n=2 or | #(0): 18.84  FOM evaluations: 3
3l P(Upe): 17.08 T (u™): 1.33113
0 05 1 ezb,?: 0.00958
efel: 0.00130
3[ 1 Time: 354 s Time: 45 s
Tterations: 5 Tterations: 2
n=3 or 1 ¢(0): 16.90  FOM evaluations: 3
3l ] p(ugpe): 16.30 JM(u™): 1.33115
0 05 1 eff,?: 0.00958
e;f'n: 0.00130
3 1 Time: 317 s Time: 70 s
Iterations: 6 Iterations: 2
n=4 or | #(0): 16.12  FOM evaluations: 3
3l L p(uep): 15.80  JM(u™): 1.33126
005 1 eZps: 0.00957
ef: 0.00130
3 Time: 470 s Time: 92 s
Iterations: 5 Iterations: 2
n=>5 or #(0): 15.62  FOM evaluations: 3
3l p(uepr): 1547 JM(u™): 1.33149
0 05 1 e?bs: 0.00955
efel: 0.00130

Table 4.1: Results of the input design algorithm applied to the nonlinear coupled model.

parameters are more sensitive to different inputs, hence in general it is not possible to
improve the estimation accuracy with a small number of inputs. This will be more evident
in the industrial application discussed in the next section: the model parameters are 9,
and it is not possible to find short inputs such that all of the model parameters are well-
observable, and we should expect a higher number of inputs to maximize the observability
of all of them.

In order to carefully analyze the results of the input design, we may argue that the inputs
generated are only useful for the specific starting parameter u°. To show how the input
design is effective for any starting point, we run a qualitative statistical analysis of the
results of 100 parameter optimizations before and after the input design. For the “before”
we use a low-observability input defined before, uo(t) = 0.5 - cos(10t) 4+ 0.4 - sin(20¢). In
each of these optimization we randomize the starting parameter u° and the virtual noise.
We can see the results in Figure 4.2.
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Figure 4.2: Qualitative statistical study for the input design of the nonlinear coupled
model. In blue: the results of 100 parameter estimations without optimal
input design. In orange: the results after. The red crosses mark the hidden
parameters.

We observe that while using u, we can well-approximate the parameters us, p4, for the
other two parameters the situation is not that easy. This is probably due to the fact that
the parameters us, g appear in the state equation for the state ¢, namely the observable,
and hence they can influence it in a stronger way. Using the collection of inputs generated
by our algorithm, we can see how the parameter estimation closes in on the real values of
u1 and pse. So, at least in a qualitative way, we can conclude that the input design does
aid effectively the parameter estimation, improving the convergence.

4.4 An industrial application

Let us now turn our attention to an industrial application. Here we have worked with
an industrial battery approximation model [57] in collaboration with our project partner
Virtual Vehicle GmbH. We use this model in a black-box style: we can provide the program
with an array of battery physical parameters, an array of time steps, an array of current
inputs corresponding to the time steps, and the initial voltage of the battery. As output,
we receive the array of voltages corresponding to the same time steps we have used. Details
about the numerical model are available in [46].

As already mentioned before, the parameter estimation for such problems is usually ex-
tremely time consuming. One needs very long input currents and optimization time; for
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example, in [57], in order to approximate 44 battery parameters an input current longer
than 200,000 seconds (approximately 55 hours) is used, and even the optimization method
lasts for several hours. On the other hand, we work with much fewer parameters and shorter
time intervals: 9 parameters and 60 seconds. We cannot expect to optimize all parameters
in such short time, hence the input design come into play. This will produce a collection
of input variables, whose overall information will help the parameter optimization.

The parameters taken into consideration are described in Table 4.2, together with their
chosen boundaries.

Parameter Meaning Lower bound Upper bound

D¢ Cathode diffusion coefficient 0.0001 0.01

Dy Anode diffusion coefficient 0.0001 0.01

&a Anode initial state of charge 0.007 0.2

Ry Inner resistance 0.003 0.07

meo Cathode active mass 0.01 0.052
ma Anode active mass 0.006 0.034

l;c Cathode reaction rate -20 -1

ka Anode reaction rate -23 10

Uy Cathode 0th RK parameter 3 4

Table 4.2: Unscaled parameter names and bounds

Given the different orders of magnitude, we apply the following scaling.

p1 = log (DC) pi2 = log (DA) 3 = gA
T 10 ’ T 10 ’ T UL 1 cUN !
DE Dk (65 +84)/2
" o " - " e
4 = ey 5 = T TN e 6 = L, o UN /9
(R} + RY)/2 (m¢ +m¢)/2 (mf +m%)/2
U
pr = ko — (k& + EY) /2, pg = ka — ko, Ho = ’

U2

Hence, the parameter bounds p” and pY are given in Table 4.3.

wh w?
0 2
0 2

0.0676328502415459  1.93236714975845
0.0821917808219178  1.91780821917808
0.32258064516129  1.67741935483871

0.3 1.7
-9.5 9.5
-3 11

0.857142857142857  1.14285714285714

Table 4.3: Bounds for the unscaled and scaled parameters

Next, we will explain how we have adapted and used the input design algorithm in this
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case: we discuss in particular the time discretization, the parameter optimization and the
approximation of the uncertainty function.

The discretization

We fix the time step to 6 = 0.1, so that we have K = 600 time steps in a 60-seconds
interval. Let us define the time array t := [to,...,tx], where t; := kd for k = 0,..., K.
Similarly to what done previously, we discretize all current profiles as step functions, so
that all input information is compressed into the the input array (or, more simply, input):
the array

ui= [ug, ..., Un,, vo] € R™TL (4.13)

corresponds to the current function

Ul 0<t<m,
. Ug T <t<2T,
iu(t) ==
Un, (Mu— 17 <t <nyr:=T,

and the last component, vy, is the initial voltage of the battery (which is, again, required).
The current array i, € R¥ is then given by the discretization of 4,, evaluated on the fixed
time array t. Finally, with v, , € RX we indicate the output voltage given the parameter
@ and input u (hence given current i) evaluated on the time vector t.

Input design problem

In order to approximate the uncertainty function, we need to define the sensitivities, and
consequently the information matrix. However, not having access to the state equations, we
approximate sensitivities using finite differences: the i-th sensitivity s* € R¥ is evaluated
as

j Vutrve,u — Vuu K

pu=—"-—""">-€RT,

v
where e; is the i-th Euclidean basis element, and v = 1073.

The information matrix I}, € R9*? dependent on parameter p and input array u is then

defined using s = SL’U as
K-1 4J i J
SESk T Sk415k+41 o
k=0

which is an approximation of the product (s’, s7) £2(0,7;rK)- We mention that this could be
optimized by using other (and more accurate) methods to evaluate the partial derivatives,
such as automatic differentiation (see, e.g., [55]).

As for the input boundaries u” and u¥ we choose the following:

—88 = ul <wy, <uf =88, k=1,...,nu,

3.3 =0 <wp <o =41
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As before, we optimize the discretized OID objective function ®(u) constrained in u* <
u < uY using the D-criterion. Wanting the algorithm to generate as much information as
possible, we force it to produce 10 experiments in total. Since there is no information gain
when the input generated is equal to one we already have, we modify the OID optimization
function again, in order to penalize the distance from other inputs. The new optimization
function is then

min &(u) such that u <u <uY,

where
A 1
Q(u) :=2(u)+ > ,
uk previous1 + 100 - Hu - ukHLOO
controls

(4.15)

The penalizing function, as well as the scalar 100 have been chosen in an intuitive way in
order to guarantee that we stop our algorithm provided our current control is sufficiently
far from the already computed controls, but also not to modify the initial optimization
problem too strongly.

Parameter Estimation

Assuming now that u (hence the current ¢) is fixed, we want to optimize the parameter
vector @ by minimizing the discrepancy with some data. Let us assume that the data is
given by the voltage evaluated on some unknown parameter pu* without any measurement
eITOT OI Noise, i.e. Wy 1= Vyx y € RX. For the numerical optimization we use a least squares
method (from scipy.optimize, see [9]) to fit v, to wy. In particular, we fit the relative
error

eu(p) = (Vu,u - Wu)/Wu
(where the division is intended component-wise) to 0. In particular, we solve

1 2

in J ==
Juin J(k) =35

Vup,u — Wu
M

2

Wu

where P.q C R? is the closed, convex set of admissible parameters — in our case the box-
constrained set defined by pu” < pu < pY in Table 4.3.

In the framework of multiple data, we can simply merge information by stacking them into

a single vector. In particular, given ul¥), ... ul™ control vectors generated by the algorithm
and wlll, ..., wl"l data vectors (with wlil .= Wy ln] = VH*7u[n]), then we want to fit Vil to
wltl and so on. We concatenate all vectors of relative error into [e ) (1), - . . , e m (1)) € R

and we fit it to zero (in dimension nK). The parameter generated at OID iteration n is
then the optimizer pu™. Lastly, in order to optimize computing time, we evaluate voltage
vectors in a parallel way for all different current inputs.

4.4.1 Numerical results

We have applied the input design algorithm with piecewise constant inputs consisting of 24
jumps, therefore each continuous sub-interval is 2.5 seconds long and the input dimension
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is 25. We furthermore fix the maximum number of inputs to 10 and decide to speed up
the first input generation by fixing it arbitrarily as

ull = [—1,41,-1,+1,...,-1,+1,3.7] € R®. (4.16)
This corresponds to a rather “jumpy” — or bang-bang — input applied to a roughly mid-
charge battery. We have chosen to do so in order to evaluate a parameter with an un-
informative input and effectively see that such input estimates the parameter too poorly;

the effect that an uninformative input has on the parameter estimation is shown later in
Figure 4.5.

The algorithm takes around 4042 seconds to execute 9 iterations. In each iteration, the
input design takes between 118 seconds and 1082 seconds, with an average of 413 seconds
per iteration, while the parameter estimation takes between 134 seconds (with longer time
especially at the first iterations) and 1.33 seconds (especially in the last iterations, where
the parameter is already well approximated and it does not find better points), with an
average of 34 seconds per iteration.

Various results of the 9 iterations of the input design algorithm, such as the variation of
uncertainty, cost function and distance from the hidden parameter (analogously to Fig-
ure 4.1), are plotted in Figure 4.3, and in Figure 4.4 the generated inputs are shown.
Although some of the inputs look very similar, the penalization function introduced in
(4.15) guarantees that we do not use the exactly same input array.

The uncertainty does not decrease monotonously; the OID algorithm take some preliminary
steps before converging to the true parameter, in particular reaching the neighborhood of
p* in the fourth iteration. We can interpret these steps as somehow a preparation stage,
in which the algorithm tries to convexify the cost function in order to fall into the basin of

attraction of the hidden parameter more easily in the next iterations.

Similarly to what we did for the nonlinear coupled model, we want to test the accuracy
of the input design for randomly chosen initial parameters. We will therefore plot the
result of 100 parameter optimizations before the input design, namely using the arbitrarily

T T 1 " T T T " 1002 T T T T T
—o—d(ul") —o— " (u")

15 *

10-10 |- |
1074 | * n

10 : o " — "o
10-20 |- | E

5 \ ! 1010 L

I O R
1234567891

0

Lol
12345678910

I N
12345678910

Figure 4.3: Left: uncertainty functions at each iteration. Center: plot of the FO cost eval-
uated in the optimal parameter. Right: Euclidean norm of the error between
the optimal parameter in each iteration and the true parameter. For all these
plots, on the z-axis we find the OID iteration n.
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Figure 4.4: Input functions generated by the OID algorithm.

chosen input defined in (4.16), and after it, using all ten of them. The results are plotted
in Figure 4.5. As in the case of the nonlinear coupled model, the input design improves
the parameter estimation significantly. While a non-informative input the parameter esti-
mation fails almost every time (shown in blue bars), an optimal collection of inputs results
into the accumulation of the optimization results around the hidden parameters.

Another positive outcome is the optimization time: on average, an optimal parameter
is found in 85 seconds. This is of course a rather fast convergence time, but in a very
restricted scenario, such as the low dimension of the parameter and the noiseless framework.
Nonetheless, although this convergence is not certain (i.e. it does not happen always), we
can still see a degree of bias coming out of these plots — namely, we can deduce the
hidden parameter in a easier way. Thus, we can see the point and the effectiveness of such
input design. However, this framework might find some unexpected counter-effects in its
applicability, how we discuss in the next session.



74 CHAPTER 4. OPTIMAL INPUT DESIGN

1 M2 "3
I I I
30 | 1 30r 1 30f 1
20 |- | 20) 20 [ 2
10 |- - 10 |- | 10 a
o Losttllllics o d g bnactloti canli] ) pitalillflibose
0 05 1 15 2 0 05 1 15 2 05 1 1.5
M4 M5 He
T T 40 F T = T
30 | r 30 | 1
20 20 |- 1 20t i
10 1 10 1 *
0 Rl splannin nfuﬂﬂ,f‘nn 0 ool aadlon o 0 nﬂ'lJ‘-l'lﬂixh. salllass im0
02 04 06 0.8 0.5 1 1.5 0.5 1 1.5
M7 us J2)
40 | 7 ‘ ‘
30 1 1 a0l
20 | 1 200 *
10 | 127
0 - ... 0 famsdal ﬁu[ﬂl]ﬂnnmm ‘ 0 F—sdmo . Il
-5 0 5 0 5 10 09 1 1.1

Figure 4.5: Qualitative statistical study for the input design of the battery model. In blue:
the results of 100 parameter estimations using only the input given by ul'). In
orange: the results using the optimal collection of inputs. The red crosses mark
the hidden parameters.

4.4.2 A different design

Generating ten different short inputs sounds like a good idea if we want to look at the
behavior of a battery cell in varied states of charge (SOCs): starting from disparate initial
voltages serves exactly this purpose. But there might be a problem in the actual use of
these different current profiles, since we cannot evaluate all inputs at the same time in a
parallel way (as we do in the numerical model). On the contrary, before and after every
input we need a phase of preparation to bring the battery cell at the right initial voltage,
and a long phase of rest to let the internal electrochemical dynamics to stabilize. For this
reason, even if the ten inputs together sum up to 600 seconds, actually setting up and
running the experiment can take more than 60,000 seconds, namely 100 times more.

Hence, we have developed a modification of the OID algorithm and the design structure
that would avoid this problem. The idea is to generate a sequence of new input intervals to
concatenate one after the other, rather then to use them as totally different current profiles.
As a consequence, we should not choose the initial voltage of each interval, because this
will be given by the ending voltage of the previous interval. We can only choose the first
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initial voltage, namely the starting voltage of the first interval; this is chosen as 3.9 V,
equivalent to about 75% state of charge.

We also realize that we need a resting interval in order to capture the long-term dynamics.
Hence, our input is translated into six jumps of a 120 seconds high-frequency time interval
followed by a 600 seconds resting phase. As the time discretization keeps the step § = 0.1,
we have 7200 time steps for each concatenated interval. An example of the first input with
arbitrary jumps is plotted in Figure 4.6. This time we are not fixing arbitrarily the first

input ultl = (u[ll], . ,ué”), but it is found in the first step of the OID algorithm.
—i(?)
5 rest .
of ! ua USJ cereeseesreeenream
u9 T Uy T
Ug
_5 [ |
| | | | | |
0 20 40 60 80 100 120 720
T T T
5F rest 2] 2] 2] rest |
N O I I “‘1 3 5
ol ! 3 5 R R
G Ll | [
2 4 S [2] 2] 2]
5L us uy ug |
| | |

| | | |
0 20 40 60 80 100 120 720 740 760 780 800 820 840 1440

Figure 4.6: Visual explanation of the concatenated-inputs setting. Above: Example of the
first input, showing the jumps and rest phase. Below: concatenation of the
first two inputs ull and ul? (in this plot chosen arbitrarily).

In the following iterations, we find input array u® by optimizing the uncertainty of the
full-concatenated current input, i.e. we add the new input to the old one and hence consider
only one longer input. See Figure 4.6 for a visual explanation.

In this setting, we generate 9 inputs: therefore, concatenating the respective jumps and rest
phases together we reach an “optimal” input lasting 6480 seconds, i.e. 108 minutes. This
optimal input is plotted in Figure 4.7 together with the corresponding data wy = v+ 4,
i.e. the voltage function produced by the optimal input and the hidden parameter p*.
The overall design takes 3458 seconds: the input design phases last between 100 and 833
seconds per iteration, with an average of 282 seconds, while the time for the parameter
optimization varies between 9 and 486 seconds, with an average of 102 seconds per iteration.
In comparison with the previous design (the “collection of inputs”), the input design phases
is faster while, on the other hand, the parameter estimation takes longer. We can argue
that this is expected, since the amount of data to optimize rises at each iteration and makes
the least squares method more and more expensive to solve. Further information for each
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OID iteration are plotted in Figure 4.8.
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Figure 4.7: Optimal input generated by the algorithm in the concatenated setting.

As done previously, we plot the result of 100 parameter optimizations in order to show the
estimation error for randomized initial parameters. This is shown in Figure 4.9, without
showing a contrast before/after, but only the results corresponding to the optimal input.
We observe an even better consistence and accuracy in the convergence to the true param-
eter; and considering the fact that we have, in fact, reduced the overall experiment time
by a factor of 4, we regard this as a great improvement of the input design presented in
the previous section.

4.4.3 Real battery data

While we have evaluated these optimal inputs using virtual data w, = v+, in the al-
gorithm, we want to check how beneficial they are in a real-world parameter estimation
problem. To this end, with the support of our partner Virtual Vehicle GmbH, we have run
experiments on a real battery cell and collected the measurement data. We want to use
these real-world data to measure the effect of the input design in a similar way to what
we did for the nonlinear coupled model. Let us mention that clearly we do not randomize
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Figure 4.8: Information corresponding to each OID iteration n. Left: uncertainty func-
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Figure 4.9: Qualitative statistical study for the input design in the concatenated setting.
In orange: the results using the concatenated optimal input. The red crosses
mark the true underlying parameters.

data since it would be expensive to collect a lot of data from real battery cells; instead, we
only randomize the starting parameters.

This data includes also preparation steps at the beginning and the resting phase at the
beginning, and depending on the test we will use information coming from the extra phases
or not. Furthermore, the time stepping was chosen depending on the situation, varying
between a minimum of 0.0002 (used in high-frequency dynamics) and a maximum of 1.0
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(used in the resting phases). We consider four different situations, depending on two
different factors: whether we use the collection of inputs derived in Section 4.4.1 or the
concatenated input derived in Section 4.4.2, and whether we consider the additional data
provided by the preparation and resting phases, or not. These choices are schematized in
Table 4.4. Furthermore, additional plots of the inputs and data used are in Section A.3.

Cut data: Full data:
only impulses impulses + rest phases
Collection of inputs Test 1 Test 2
Concatenated input Test 3 Test 4

Table 4.4: Considered tests for the analysis of real data.

TESTS
1 2 3 4
Experiment time (s) 600 63,362 6,480 14,199
Data points 20,350 83,160 216,002 223,727
Optimization time (s) 800 154 550 450

Table 4.5: First line: total input time tf; second line: number of data points; third line:
average time for the parameter optimization.

In each of these situations we run 100 parameter optimizations in order to infer the battery
cell parameters; if we notice a trend or an accumulation point, we select a proposed optimal
parameter vector. Since we do not know this true parameter, we will lastly do some
qualitative error analysis on the model output of the proposed optimal parameters given
in each test.

In particular, we will propose three parameters pu°Pb2, pu°Pt3 and Pt inferred from test
2, 3 and 4, respectively. For each of these parameters we plot the output voltage produced
by the numerical model v, (), as well as the relative error given by the discrepancy with
the real battery data w(t), namely

e () = (Wl (t) — 0ok o (1) /0 (t)  for n=2,3,4 and k = 2,3, 4.

“opt, k

The results are shown in the upcoming figures.

TEST 1

With 10 intervals of 60 seconds and 2035 time steps each, this test amounts to a total
of 20,350 data points. The parameter optimization takes in average 800 seconds, with
observed minimums around 80 and maximums over 2800. The histograms of the results
of the estimation are plotted in Figure 4.10. Although we can guess some of the true
parameters, we have to admit that these results do not look as good as in Figure 4.5, even
though we are using essentially the same input collection. In this case we can unfortunately
conclude that the input design is not successful, as we derive no information about where
the hidden parameters might be.
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Figure 4.10: Results for Test 1. Bar plots of qualitative analysis of 100 parameter estima-
tions starting from randomized initial guess.

TEST 2

Since the production of the data necessary for TEST 1 produces, by default, the data
used in TEST 2, we might think that test is somehow more informative and hence the
estimation of the true parameter is more successful. As showed in Figure 4.11, this holds
true. Although the experiment duration and data amount are significantly higher, i.e.
63,362 seconds for 83,160 points, the parameter optimization is in average much faster,
with 154 seconds per iteration. This might be a symptom of a generally more convex
objective function and seemingly a success for the optimal input design. Let us define
P52 the most common optimizer, indicated with the blue mark.

The analysis of the model error given by the proposed parameter confirms the quality of
such parameter: for the inputs ul? and ul® the relative error oscillates in the order of
1073, while for the input ull the order of the relative error is 102. The numerical model
tuned with such parameter is therefore an accurate simulator of the battery cell taken into
consideration.

TEST 3

Trying to reduce the experiment duration, we end up with a time period of 6480 seconds
(108 minutes) and 216,002 time steps. The parameter optimization takes between 450 and
650 seconds, and in Figure 4.12 we can observe that the optimization results gravitate
around different local minima. With p°P%3 we have indicated the most common optimizer,
shown in Figure 4.12 with the blue mark.

This parameter produces accurate results for the data wl, but accumulates a too high
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Figure 4.11: Results for Test 2. Top: bar plots of qualitative analysis of 100 parameter
estimations starting from randomized initial guess; the blue cross finds the
proposed parameter pu°P2; bottom: data, output and error generated by the
proposed parameter.

error in the higher voltage changes occurring in data observations w2 and w!*, hence not
capturing very well the full range of battery cell dynamics.
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Figure 4.12: Results for Test 3. Top: bar plots of qualitative analysis of 100 parameter
estimations starting from randomized initial guess; the blue cross finds the
proposed parameter pu°Pt3; bottom: data, output and error generated by the
proposed parameter.

TEST 4

Including the experiment and data set of TEST 3, this test lasts for 14,199 seconds and
collects 223,727 time steps. Similarly to TEST 3, the optimization algorithm takes between
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300 and 600 seconds to converge. The results look definitely more certain and focus around

a single parameter vector p
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, marked in Figure 4.13 in blue.
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Figure 4.13: Results for Test 4. Top: bar plots of qualitative analysis of 100 parameter
estimations starting from randomized initial guess; the blue cross finds the
proposed parameter pu°Pb4; bottom: data, output and error generated by the

proposed parameter.
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Comments on the accuracy of the optimizers

At a first glance, it seems that we cannot find a parameter to perfectly replicate the data.
This might depend on different factors; the most obvious consideration comes from the fact
that we are running simulations with a simplified numerical model with a reduced number
of active, unknown parameters, while the data is measured from real battery cells. It is
possible that adjusting a number of parameters which now are fixed (for example, the RK
parameters) we can generate outputs that resemble the data more closely.

On the bright side, we can make discuss the merits of the input design; it has in fact
helped the parameter estimation, because it has made it harder, or rarer, to fall in other
local optima. While it is possible that a better fitting parameter is hiding in another local
optimum, it is now highly unlikely.

It looks like the parameter inferred from Test 2, i.e., the longest experiment, is the one
better approximating the data. Test 4, which is over 4 times shorter also produces a
parameter that approximates well the real data dynamics. As usual, using more expensive
experiments produces data of better quality, while using shorter experiments might save
time by sacrificing some of the accuracy. We believe the main advantage of using the
input design algorithm is the enforcement of the well-posedness of the Hessian matrix
corresponding to the parameter optimization problem. The short optimization times might
be the best experimental benefit, as many optimization methods work very well with convex
problems.

The input design should be applied to more complex numerical models, able to accurately
represent the battery cell in all conditions: it can indeed happen that our single particle
model fails in settings chosen by the input design (for example, very high or very low state
of charge) where valuable information lies.

We can, of course, also argue that the parameter estimations has failed because the input
design was badly set up. We have selected inputs with very restricted shapes and lengths in
an arbitrary and intuitive way. For example, with longer current jumps, or longer pauses,
or in general longer experiment, the input design could have found the truly optimal
parameter. Of course, the possibilities of generalization are endless, and we encourage
future works to pursue better results.






Chapter 5

Conclusions and outlook

In this thesis, we have worked on two fronts. On the one side, we have further developed
and used reduced basis methods in the framework of trust region optimization algorithm.
Here we have worked at first with an abstract linear parabolic problem, and then with a
nonlinear parabolic-elliptic coupled system, where the complexity of the model has required
us to develop approximated hierarchical a-posteriori error estimates for the state variables
and the cost function. With these error bounds we have applied a trust region optimiza-
tion algorithm already studied and discussed in previous publications. We have, however,
showed qualitatively the effectivity of our approximated estimates and the positive impact
on the optimization results.

On the other hand, we have built a framework for the input design problem, motivated the
use of such field, and applied a pretty standard adaptive algorithm. Then, we have used
this algorithm on an actual industrial problem, and when we did so we realized that changes
in the design had to be made, hence exploring another design philosophy. The results of
the input design algorithm showed indeed the wanted results: by choosing a specific input,
or collection of inputs, we were able to better infer the underlying parameters.

Of course, the possibilities for extensions, generalizations, or steps forward are plentiful.
One theoretical achievement would be to exactly quantify the approximation error of the
hierarchical error estimation in order to obtain certified estimates.

Regarding the input design, one fundamental change would be to consider the Bayesian
design of experiment (see, e.g., [25, 3, 1] for Bayesian design of experiment for linear and
nonlinear problems). Although the nonlinearity complicates the theoretical framework of
Bayesian inference, it would be of interest to change the prospective into improving robustly
the statistical properties of the parameter distribution.

Moreover, we could certainly make progress on the industrial application. The main sim-
plification was the complexity of the approximated battery cell system and the number
of parameters. Generalizing the battery model, and enlarging the complexity dimension
would be beneficial for the estimation and optimization of real batteries, even though an
optimal input could result in a more complex experiment, with a much longer current
profile and of course a higher resource cost.
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The field of input/experimental design is a field that offers a valuable point of view in
the manage of resources. In a world where the ethic aspect of science appears more and
more important, a way of reducing the effort derived, for example, from time waste and
energy consumptions, is welcome. As such, we see the potential value of using the design
techniques in all the field that require the use of industrial and experimental setups.



Appendix A

Additional proofs

A.1 Existence of a minimizer for (P;) and optimality condi-
tions

In this section we will discuss existence of a minimizer for (2.2), and define the necessary
first-order optimality conditions. Following [31, Section 1.5.2], we consider the nonlinear
problem
min J(y,pu) subject to e(y,pu) =0, p€ Pay. (A1)
(y,n)E€YXP

We suppose
Assumption 4.

1. Pag C P is convex, bounded and closed, such that (A.1) has a feasible point.

2. J:YxP—->Rande:Y x P — Z* are continuously Fréchet differentiable and P,Y,Z
are Banach spaces.

3. For all g € V in a neighborhood V' C P of P,q, the state equation e(y, u) = 0 has a
unique solution y =y, € Y.

4. ey(yu, ) € L£(Y,2*) (namely the partial derivative of e w.r.t. y) has a bounded
inverse for all p € V O P,q.

Existence of the optimal solution (g, @) is given in [31, Theorem 1.45] as soon as Assump-
tion 4 is satisfied. In the rest of this section we will show how this assumption is satisfied
for the type of problem introduced in Chapter 2. We will not include the study for the
nonlinear system of Chapter 3, but it is similar. Let us furthermore mention that As-
sumption 4 is also used in [31, Corollary 1.3] to define necessary the first-order optimality
conditions and the adjoint equation that we have defined in this work.

Let us start by introducing an equivalent form (cf. [31, (1.66)]) for the abstract parabolic
evolution problem (2.2):

T

T
ulo® 1) dt = [ (i), pl0)
y(0) =y, in H

T
| w0yt |
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for all ¢ € L2(0,T;V). Let us also define the spaces Z := 21 x 2o := L%(0,T;V) x H, with
2* = L20,T;V*) x H =: 2} x 23, and the constraint operator e := (e1,e2) : X — Z* be
defined for every (y,pu) € X as

(e(y, 1), (0,9))ze 2 = (€1(y, ), @) 2z 2, + (e2(y, ), )i

T
(e1(y, 1), Pz 2, = /0 [0, )y + au(B), (D) = (fultiw), 0. ] at

<€2(y,ﬂ),1/)>H = <y(0) - yo;w>H — 62(%#) = y(O) — Y € H.

The next propositions prove the Fréchet differentiability of e (which implies also continuity )
and the continuous invertibility of e,, hence falling in Assumption 4.

Proposition A.1. The operator e : X — Z* is Fréchet differentiable.

Proof. Let 2% = (3%, u®) € X be a given direction, and 7 > 0. For every = = (y, u) € X,
(p,) € Z and t € [0,T] f.a.a. we find:

1

— (@t (0) + 7 (), 0(8)) — 0 0(2), (1))

= % <:1 O (e + ) (y (1) + 7y (1), o (1) — :Zzﬁﬁ(u)&z(y(t% sO(t)))

Mg 199 T 0\ _ 9a me
_ SO T OB G 1), o)) + 508 (1 + 7l (), ()

=1 T =1
=0, zvum;‘w)al(y(t), (1)) + izflﬁ?(u)al(yé(t), (1)
= Va0 (y(t), (1)) + au (1), 0(1)), (A.2)

where V, f(x) = v - Vf(x) is the directional derivative, and

2 (Ui (50,00 = Sl 0,00 )
- <:zfl O (- ma) futs ), (1)) — <:zfl o () ot ). ()
mys qf T 5\ _ qf .
- R AT =0 ) o0
ﬂ) mfvpﬁﬂlf(l’l’) <fl(t; u)v ¢(t)>V*,V = <vu5flt<t; u)a (p(t»v* v (A3)

=1 ’
Hence, using (A.2) and (A.3) we get
et sty —ew)] (o))
T
— [<yf(t), P(E))vev + Vusau(y(t), o(8)) + au(y’ (), o(t)

(Vs (i), so<t>>v*,v} dt + (4 (0), ¥ 1.
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Let us hence define e* := (ef,e5) : X — 2* as
(e (@)2’, (9, ¥))ze 2 1= (1@, ) gz 7, + (5@ ¥}y
- [ GO Oy + V(0 9(0) + 0l (0, 9(0)
— (Vs fult0) 9Oy | AL+ 5 (0), 1) .

for (0,v) € Z, x = (y,u) € Xaq and 2° = (y°, u®). To prove that e* is the Fréchet
derivative of e, we consider:

(e(x +2°) —e(x) — " ()2, (9, 9)) - 2,
= /OT (s (0(8) + 97 (8), () = @y (), 9(1)) = Vs (1), (1) — au(y’ (1), (1))
fw (). 0(0) oy + ut0) @Oy + (Vs fultin), (), |
(97 (e + 1) = 97 (1)) (1), (0))

- l"g (ﬁf(u 1) = 0 () = V07 (1)) inlu(0), (1)) (A4)
my

= 3 (9 ) = 90 V0 (00) Gt (0|

Then, since the functions 9§ and 19{ are continuously differentiable, the norms || VJ{ |2 and
HVﬁlng are bounded for any [/, and there exist function h{ and hlf with

lim hf(u+p’)=0  and lim hf (u+ p®) =0,
ud—0 u9—0

such that

O+ 1) — 0F (1) = V07 (1) + 1 (e + p0) [0z, forI=1,...,mq (A5
and

9 (+ p®) = 9] () = V9] () + B (+ p) ||z, for l=1,....my.  (A6)

Furthermore, we can write
Vst )] < IVl and [V, ()] < 199] ()10, (A7)

From the continuity of a; for all [ =1,...,m, we also get

T T
/O @ (s (1), p(0)[dt < co / 12 Ol le®llydt < callIylolzoryy  (AS)

foralll =1,...,mq, vy’ € Yand ¢ € Z;, where ¢, only depends on the continuity constants.
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Hence, using (A.5), (A.7) and (A.8) we get

1 T [mq .
i s |3 (s ) - 0100 0,000
|20l el =1 1Jo L=t
Ca - a a k)
< o 2 (19960l + i+ ) W'l sup 15l e,
=1 lz=1
€a - a a
< e 2 (190860l + 102 G+ 00 ) 1l
=1
Ca a a( 2
< ol 2 IVl + 1o 0 1) 5 (1l + 1 15)
Ca - a a 1) 1 5112 F)
< e o (1998l + 0 G p0)) el =0 for faflle 0. (49)
=1

Here we have used the fact that the assumption on the differentiability of ¥ for all [ =

1,...,mg implies that [[V9f(pu)|l2 is bounded, that 1 = [[(¢, )|, = 4/ HcpH2zl +[lll%

implies [[¢[|,, < 1 and that the limit |2°]|oc — 0 implies p® — 0 and thus |h¢(u+ bmu’)| —
0.

Similarly, we get

1
———  sup
122l 1) =1

Ma
¢ 5
< T Z(!h“(u+u)!>\\u losu (wlyliells,

I 907'@[} IZ:

T Tmq
/ [Z (ﬁ?(u + ul) — 0% () — vuwg(u)) &l(y(t),(p(t))] dt‘
0

=1

Ca & o
> (104 mO) 16 llylly 0 for [ja®lly = 0, (A.10)

= 9l &

since in the limit ||2°[|y — 0 we have [|p°||y/[|2%| — 1 and |h¢(p + p°)] — 0. For the

same reason and using the continuity of f;(¢;u) for [ =1,... ,mys and fa.a. t € [0,7T], we
have

1
sup
1221l o) =1

T my .
/0 [Z (ﬁ{(u + ) — 9 () — V,Laﬁf(u)) (fi(t;u), @(t»v*,v} dt’

=1

—0  for ||2°|] — 0.

(A.11)
Finally, using (A.4), (A.9), (A.10) and (A.11) we have
le(z + 20) — e(x) — e (2)2°| oo (e(z +2%) — e(z) — e*(z)2%, (¢, V))zx 2
5 = sup 3 —0
[l l(es)llz =1 2%l

for ||z%||y — 0, i.e. e is Fréchet-differentiable and its Fréchet derivative coincides with the
directional derivative derived above. O
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Proposition A.2. Let x = (y, ) € Xag be a given point. Then, the operator e, (z) : Y —
Z* is continuously invertible.

Proof. For a given F € Z* (that is, F := (Fy,Fy) € L?(0,T;V*) x H) the equation
ey(7)y® = F in 2* is equivalent to the variational formulation:

W (1) Py + an@’ (1), ) = (Fi(t), )y v Vo €V, ae in [0,T), (A.12a)

°(0)=F,, inH. (A.12b)
As mentioned in Chapter 2, due to the properties of the bilinear form a,,, we can state that
(A.12) has a unique solution 3° € Y for every p € P,q. Then, the energy estimate gives

1°lly < CIIF |l
for a constant C' > 0. Since y° = e, (x)"'F € Y holds, we can write:
||ey(a:)*1FHy < C||F| 4 for any F' € 2%,

which shows that the operator e, (z)~! is bounded. O

A.2 Sensitivity equations for the coupled model

Both in Section 3.4 and in Section 4.1.2 we make use of the sensitivity variables (called
sensitivities for simplicity), that quantify how state variables are impacted by the singular
model parameters. In particular, they are found as solutions of weak sensitivity equations,
obtained by deriving the state equations with respect to the parameters. In this section we
define and discretize the sensitivity equations for the nonlinear coupled model of Chapter 3.

For all 1 < 5 < d, the j-th sensitivities S?u € Y and s;{“ € Q, respectively of y and g,
are the solution of the j-th weak sensitivity equations, obtained by differentiating the weak
state equations (3.5) with respect to p;:

d v
0,87+ g (0, 00, 51, (0 5L, (O )., =0,

$,(0=0 inH,
<gZCI7j [yu(t)7 qI»L (t)7 83',’“ (t)7 S;l,p,(t)]’ SDq>VO*,Vo = ?
for all ¥ € V, p? € V, and fa.a. t € (0,T], where
<g[81?/7.] [yﬂ (t)7 qn(t)7 83‘17“ (t)7 S?,/_L (t)]7 Soy>v*’v

= aL (s, (), ") + ;Lauy“(t), o)+ <8ijg;[yu<t>, GO )y

J
— 22 [ (), G (£), 5% u(8), 5L, (0], %)

and
(G5 W (1), 0 (1), 55,0 (8), 55, (D] )y

0 0
= ap (55, (8, 07) + 5 —ap(gu(t), 97) + (5 —galyu(), au ()], ey v,
O O

+ a7 Ty (1), 4 (1), 55, (1), 85, ()], %) -
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The term g? is given as

(95 [yp (D), 4u(2), 57,0, 55, (0], )

)

= (O (D), 405 (0. 9) ; + (00 a(0), 4 ()52, (D), ) .

where 0, f and O, f are the partial derivatives of f. The sensitivity equations are given

explicitly in Section A.2, where we also define the FE approximations sﬁﬁk and s?’Z * for
j=1,....,.4and k=0,..., K.

We now include the sensitivity equations for the coupled model, for 5 = 1,...,4. For
simplicity, we hide the subscript u for all variables.

LS00y + mah (), ) + a (y(8), )
(

dt
—p2(0y f(y(t),q()sY (), %) iy — 12(0g f (y(t), q(t))s1(t), ©¥) yy = 0,

p3a?(s1(1), 1) + pa {9y f(y(t), a()) sy (8), %) g + pal0a f (y(t), a(t))s1(2), %)y = 0.

— (s5(t), )y + ' (s§(t), )
—p2(0y f(y(t), q(t))s5(t), %) 5y — p2(0g f (y(t), q(t))s3(t), %)y =0,

psa® (s, 07) + a*(y(t), ¢?)
14Oy f (y(t), q ()5 (), 00) 5 + 14O f (y(t), q(t))sa(t), %) = 0.

S0, %) g + ma (55(0), ")
_N2<6yf(yu(t)v qu(t))si(t), ‘P>H - M2<6qf(yu(t)> QIL(t))SZ(t)7 <P>H =0,
51(0) =0,
3 (53, 0% + (@), au (O], 07
a0y F (0(1), 4(£)5(8), 09) y + pa (0 f (y(E), a(1)s3(2), %) = O,

where (G[yu(t), ¢u(t)]: ) g = (F(Yu(t); 4 = Jo F(Wu(t, x), qu(t, z))p(x)dz.

The discretization is done following Section 3.2 on the FE spaces V* and V and using
the implicit Euler scheme in time. Skipping the details, for j = 1,2, 3,4 we find coefficient
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vectors {s}’, RVK RN and {sq’h MK c RN, solutions of

\yzhzk _ ,yvhzkfl Y7 7 _ k Y»h k
My (bj,u Sjot + H10Ays] 120Gyys;

— 126G q’h”“—éy’“_o k=1,....K

yaSju o
v,h,0
siw. =0,
77 7h’k 7hk 7h7k
/LgAqu + paGE S G s k=0,...,K,

aQy ]H qq ]N e

where the matrices G¥ are defined in (3.27), and

ot = Ayt ¢t =0,

C%”[}ik M fh(y[J,’ ’quk)? C%:Z’k = 0’

=0, Pt = —Aqqlt,

i’ =0, i’ = Mafg (1" )

Remark A.3. While for £k =0 and j =1, 2,3,4 we just need to solve the linear system

k) (a:h,0 a,h,0
(“3Aq + “4qu) S = S

fork=1,...,Kand j =1,2,3,4, we can define and solve the (2/NV+1)-dimensional coupled

linear system M“ k= Bf , where Z?u : (SE'I;Z’kT’ sg’ﬁ’kT)T,
y7h7k 1 lek
Mk — M +/L15A ,LLQ(SG /LQ&G , and Bk — Mij,y, hk (5 ]7/"
# paGhy psAq + u4G ot

A.3 Real data plots

TEST 1
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Figure A.1: Input i (in Ampere) and data w (in Volt) for TEST 1.
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