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1 Introduction

In this work we are dealing with estimation problems for a scalar parameter
in elliptic partial differential equations (PDEs).

In many applications, the parameter that has to be identified, typically
satisfies certain inequality constraints, for physical or technical reasons.
Therefore, this parameter identification problem can be formulated as an
optimal control problem for a partial differential equation with inequality
constraints.

This problem can be solved, for instance, by an augmented Lagrange tech-
nique, or by a semi-smooth Newton method, see, e.g., [38]. In our work we
concentrate on an augmented Lagrange algorithm, combined with a global-
ized SQP method, as investigated in [23], [28], and [40], for instance. For the
presentation of a numerically inexpensive globalization strategy let us refer
o [18]. SQP methods for parameter estimation problems are investigated,
e.g., in [16] and [22].

The inequality constraint in the corresponding optimal control problem is
handled by the augmented Lagrange function. At each level of the aug-
mented Lagrange method a globalized SQP algorithm is used to solve the
equality constrained problem.

Parameter estimation often requires repeated, reliable and real-time predic-
tion of the parameter. Thus, we apply a model reduction of the optimal
control problem in order to save computing time. Reduced-basis element
methods for parameter dependent elliptic systems are discussed in [5], [33],
and [34], for instance. In our work we apply a technique called proper
orthogonal decomposition (POD) to derive a reduced-order model of the
optimal control problem.

POD is a method for deriving low order models for linear and non-linear
systems of differential equations. It is based on projecting the system onto
subspaces consisting of basis elements that contain characteristics of the ex-
pected solution. In this work the POD basis is derived from solutions to the
underlying PDE for different parameter values (we call these solutions the
’snapshots’). Another application of POD is in the field of time-dependent
PDEs, where the snapshots are taken on a certain grid of time-instances.
Let us comment on further literature containing applications of POD. It
is successfully used in different fields including signal analysis and pattern
recognition (see, e.g., [15]), fluid dynamics and coherent structures (see, e.g.,
[21] and [41]) and more recently in control theory (see, e.g., [2], [4], [30], [31],



and [32]) and inverse problems (see [3], for instance).

The work is organized in the following manner: The setting of the optimal
control problem is introduced in Section 2. Here we also define the elliptic
partial differential equation and its weak formulation. For the spatial dis-
cretization we apply a POD Galerkin approximation which is investigated in
detail in Section 3. Some error estimates between the POD-based solution
and the exact solution to a given elliptic problem are given in Section 3.4
(see also [27] and [29]). Moreover, we show a few test examples in Section 3.5
which illustrate our theoretical results. We observe that the POD method
yields good approximation results for the solution to the partial differential
equation. In Section 4 we have a detailed introduction to the parameter es-
timation problem in infinite-dimensional functional spaces. Finally we show
how the augmented Lagrange algorithm (including the SQP-method) can
be discretized by a Galerkin ansatz, for instance by POD. In Section 4.5 we
show some applications of the algorithms introduced in Section 4.3 for con-
crete numerical examples. It turns out that the POD-discretization of our
proposed solving technique indeed gives us satisfactory results. Compared to
the FE-discretized problem, the estimated parameter as well as the optimal
state are very similar. Yet, computing times are much smaller than when
we are applying the FE method for discretizing the optimal control problem.

Some applications where a POD approximation appears to be useful, include
vibroacoustic problems. Another aspect that remains to be investigated is
the problem of parameters varying on subdomains.



2 Functional analysis

Let us begin with a brief introduction to functional analysis. In Section 2.1
we will define some spaces that will be useful in this work. They belong
to the class of Sobolev spaces. For more details on Sobolev spaces we refer
the reader to [14]. In Section 2.2 a few properties of elliptic differential
equations are presented. Finally, in Section 2.3 we give a brief introduction
to the method of finite elements.

Throughout this work, we are regarding functions that map elements from
an open, bounded domain Q ¢ R?, d € {2,3}, into R.

2.1 Sobolev spaces

Let us define the following function space:

Definition 2.1 The space C°(2) C C*°(Q2) contains all smooth functions
¢ with compact support, that means, for a compact subset A C )

) (x) =0 forallx g A
holds for all k € N.

We shall write A CC Q provided the closure A of A satisfies A C  and A
is a compact subset of R
Now we are able to give the definition of a weak partial derivative.

Definition 2.2 Suppose that

w,v; € Lo (Q) = {@ Q0 —R

/ lp(x)| dz < oo for each V CC Q}
v

and 1 <i<d. Fori e {l,...,d} we call v; the weak partial derivative with
respect to the it" component of u if

/uagbdx:—/vigbdx
o Oz Q

for all test functions ¢ € C°(Q).
The vector of all weak partial derivatives (vy, ...,vd)T s denoted by Vu and
called the gradient of u.




We will operate in the following function spaces which belong to the class
of Sobolev spaces:

Definition 2.3 The functional space L*(Q) is the space of all measurable
functions u (see Definition A.11) which satisfy

/Q () 2dz < oo,

Remark 2.4 Supplied with the inner product

(u,v)2() = /Qu(a:)v(x)da: for u,v € L*(Q)

and its induced norm

[ull 20y = 1/ (u, ) 120y for u € L*(Q)

L?(2) is a Hilbert space.

Let @i, ¢; € L?(Q) for i € {1,....d}, and let ¢ = (¢1,...,04)7 and ¢ =
(61, ...,04)" be vectors of dimension d. Then the inner product of ¢ and ¢
is given by the common product topology, i.e.,

d
(o, ¢>L2(Q)d = Z<‘Piv ¢i>L2(Q)-
i=1

We next introduce a subspace of L?(Q) which contains smoother functions.

Definition 2.5 The functional space H'(QQ) is the space of all measurable
functions u which satisfy

/Q (!U(az)lz + ||Vu(x)||]§d>d$ < o0,

where ||Vu(z)||ga stands for the Euclidean norm of the vector Vu(z) € RY.

Remark 2.6 Supplied with the inner product

(U, v) () = /Q (u(:ﬁ)v(fn) + Vu(zx) - VU(:E))d:L‘

< = (u,v)2(0) + (Vu, vv)LQ(Q)d> foru,v € HY(Q)



and its induced norm
ull g1 ) = \/(u, w) g1 for u € H'(Q)
HY(Q) is a Hilbert space.

Definition 2.7 (Dual space) The dual space of a Banach space V' is the
set of all linear and continuous mappings from V into R. It is denoted by
V.

By (-, -)v,v we denote the dual pairing between V' and its dual space.

2.2 Elliptic systems

The partial differential equations that we regard in this work are in the class
of elliptic equations. More precisely, we are dealing with systems of the form

(2.1a) —cAu+p-Vu+qu=f in Q,
ou
1 — = T =
(2.1b) 5 +ou=g on 012,

where f € L?*(Q) and g € L?(T") are bounded inhomogeneities, ¢ > 0, 3 € R?,
q > 0 and o € R hold, and the function u belongs to H'(Q2). Conditions
to the parameters c, q, 3, and ¢ in order to ensure the existence of a unique
(weak) solution to (2.1) will be given in Proposition 2.10.

In the Robin boundary condition (2.1b), n denotes the outward normal vec-
tor.

We introduce the linear operator L : H*(2) — H(Q)' by

(L, @) gy, 1 () = c/ Vu-de:r—i—a/ wp d3+q/ ugod:r—i—/ B-Vupdx
Q r Q Q
for u, o € HY(Q). It follows directly from the proof of Proposition 2.10 that

L is also bounded and therefore continuous.
Moreover, let us introduce the linear mapping F : H*(Q)) — R by

(2.2) (F, ) iy v (Q) = /Qﬂpdx + /Fggods for ¢ € H(Q).



Since f € L?*(Q) and g € L?(T"), F is also bounded and therefore, F €
HY(Q).

Definition 2.8 The function u is called a weak solution to (2.1) if
(2.3) Lu=F in H'(Q).
In other words,

(2.4) (Lu, @) oy, mi@) = (B, @)y, o) for all o € H'(Q).

An important tool in functional analysis is the Lax-Milgram lemma (see
[14]) which gives us conditions for the existence and the uniqueness of a
weak solution to (2.1).

Theorem 2.9 (Lax-Milgram lemma) Assume that V is a Hilbert space
and
B:VxV—=R

s a bilinear mapping for which there exist constants a1,as > 0 such that
the continuity condition

|B(u,v)| < aqllullv|v|v for all u,v € V
and the coercivity condition
asllull? < B(u,u) for allu € V

hold. Finally, let F € V.
Then there exists a unique element u € V' such that

B(u,v) = (F,v)yy for allveV.

Let 0 < ¢ < g, be fixed and let V = H'(Q). For every parameter ¢ € 7 =
(41, qu] we introduce the (parametrized) bilinear form B(-,-;q) : H'(Q) x
H'(Q) — R that corresponds to our elliptic differential equation by

(2.5) B(u,qb;q):/QCVU-V(;S—Fquqb—{—B-Vugbdx—l—a/Fuqbds

= (Lu, ) g1y, 11 ()

for u, ¢ € H'(Q) and the functional F € H'(Q)" by (2.2).



Proposition 2.10 Let q € T. If

2
. ’ 2’ 2¢

} + min{0,0cC2} > 0,

holds (with Cr denoting the trace constant from Lemma A.14), then there
exists a unique weak solution u to (2.1).

Proof. We must check whether the continuity condition and the coercivity
condition of the Lax-Milgram lemma hold for the bilinear form B(-, -; q) with
an arbitrary ¢ € Z. Let us first regard the continuity condition. Applying
the Cauchy-Schwarz inequality (see Lemma A.13) several times and the trace
theorem (see Lemma A.14) twice we have

[B(u,via)| = | e(Vu, Vo) 2oy + o, v pa(ry + afus, v) 120

+ / (8, Vu(e))gov(z) dz |
Q
<cl|Vull 2@l Vvl 2@y + lof lullz@)llvll 2 r)
+(JHUIL2(Q)HU||L2(Q)+/Q||5HRdHVU($)HRd|U($)\dﬂf
< ||Vl 2l Vol L2y + lo] CRllull g oyllvll o
+ allull 2 vll2(9) + 1Bllra(l Vullra: [0]) 12,
< C”UHHl(Q)HUHHl(Q) + ‘U‘CIZ“HUHHl(Q)HU”Hl(Q)
+ gllull @ lvll g @) + 1Bllra VUl L2 @)allvl L2 o)
< cllull gy vl o) + 1o|CRllull o 1ol o)
+ allull o) vl ar @) + 18lrallwll @) 1ol (@)
=(c+ |o1CE + g + 18]l re) llull ) 10l 1 (0
Thus, by setting a; := ¢+ |0|C% + g + ||B||ge > 0, the continuity condition
of the Lax-Milgram lemma is satisfied.

Next we aim to find conditions to the parameters in the elliptic equation
such that the coercivity condition is satisfied. Let u € H'(2) and ¢ € Z.



By applying Young’s inequality (Lemma A.2), we find
Bl i) =€l Vls gy + ol + allley + [ (8, V(o)) onta) da

> |Vl g — /Q 18l IV (@)l lgalu()] d + gljulaq)

T olulZa

>l Vul2aqye — 18l (Il ) o + a2y
+ollulZ2

>Vl — 18] IVl gy Ly 2
2|Vl Laoye — Wl gzl VelEacaye L2(5)
+allullZaiq) + ollulfz .

If ¢ > 0 holds, then we have

c 18 za
(F, U>H1(Q)/,H1(Q) = B(u,u;q) > §||VU||i2(Q)d + <q - 2CR HUH%Q(Q)
e 181134 2 2
2 min{ £ - 55 (190l + )
e 181124 2
:mln{27q %2 ||u||H1(Q)

Because we presumed that ¢ > 0, we only have to ensure that g —
If 0 < 0, however, we deduce from the trace theorem

||ﬁ||Rd o,

allulZary = oCRllullf o

and therefore

e B3
B(u, u;q) > min {2,61 - 2CR (Hqu%Q(Q)d + HUH%Q(Q)) +0CF|ullp )

- 2717 T r ) @)

Thus, if we have parameters ¢ > 0,q > 0,3 € R% ¢ € R such that (2.6)

holds, the conditions of the Lax-Milgram lemma are satisfied and (2.1) has
|

a unique weak solution u.
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Remark 2.11 1t follows from the proof of Proposition 2.10 that for any
qe’l
B(u,u;q) > Oé(q)||u||fg1(9) for allu € HY(Q)

with

2
a(q) = min {g,q — HﬁzHRd } + min{0,cC%} > 0.
c

Corollary 2.12 Let all assumptions of Proposition 2.10 be satisfied. Then

lull o) < —— HF”H1

holds, where ay is introduced in (2.6).

Proof. From the proof of Proposition 2.10 we find that
azl|ullF gy < B(u,u; q) = (Fyu) gy aie) < IFlm @y el ae
1 (65)]
THFHHl 7”“”%{1(9)7

thus we obtain the a-priori estimate for v in the H'-norm as given in the
claim. [ ]

2.3 The finite element method

We want to give a brief introduction to the finite element (FE) method in
this section. The reader is referred to [10], [11], or [17], for instance, to find
a detailed description of the method.

Beside, e.g., the method of finite differences, the FE method is a widely-
spread and well-investigated procedure for solving boundary value problems,
in particular of the form (2.1).

If the boundary value problem is formulated as a variational equation, this
variational equation can, in turn, be discretized and then solved by FE
approximations.

We view a function v : £ — R as a linear combination of a given finite
set of linearly independent ansatz functions, the so called ’finite elements’.
Therefore we make the Galerkin ansatz

NrE

(2.7) ut(z) = Z ;i ()
i=1
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where npp is the number of finite elements, {¢;};7F is the set of the finite
element ansatz functions, and {u;};“F is the set of the respective coeffi-
cients. These coefficients are the unknowns in the discretized variational
equation and have to be computed (numerically).

We define the set V" as the set of all functions which can be written in the

form (2.7), i.e., V" = span{p;}*F. Here we choose piecewise linear ansatz
functions {¢;}1FF, so that V" C H(2) holds.

Of course, the number of finite elements should be chosen high enough to
approximate the exact solution sufficiently well. If we take only a few FE
ansatz functions, we often find unsatisfactory results for the approximation
u”. Another possibility to improve the FE approximation is to apply adap-

tive grids. This is not the focus of this research, though.

The linearly independent finite elements are characterized in the way that
each element is unequal zero only in an area around one grid point of the
domain §2. Moreover, every point z in the domain is covered by exactly one
FE basis function that has a function value larger than zero at x.

The FE ansatz functions should be chosen as simple as possible in order to
prevent high computation times.

The discretization of the domain can be done in numerous ways. Some com-
monly used variants for two-dimensional problems apply a triangular or a
rectangular grid of the domain.

From the boundary value problem (2.1) we obtain the variational equation
B(u,v;q) = (F,v) g1y, 1 (o) for all v € H'(Q) and q € Z.

Now we look at the discrete variational problem

(2.8)  B(u",v";q) = (F, /Uh>H1(Q)/7H1(Q) for all v € V7(Q) and ¢ € Z,

where u” is as in (2.7) and v" is an arbitrary linear combination of the finite

elements, i.e.,
nNrE

o (z) = szgoz(a:)
i=1

The existence of a unique solution u" to (2.8) follows again from the Lax-
Milgram lemma, where we require the same hypothesis for the constants c,
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q, 0, and 3, because we operate in a closed subset of H'(Q).

Of course, problem (2.8) is linear in v” and the finite elements themselves are
in the space of linear combinations of the ansatz functions {¢;}.-£{. Thus,
(2.8) is equivalent to

B, ¢j50) = (F.05)my,m@, 1<j<npe.
Inserting (2.7) yields

nNrEe

B( > wpi(x), ‘PjQQ) = (F,¢j)m@ym@, 1<Jj<nps.
=1

Because B(-,-;¢q) is a bilinear form for every ¢ € Z we deduce

nNrEe

(2.9) > Blewgjiawi = (F,o) may.m@y 1< <npm.
i—1

For a given bilinear form B(-,-;¢) and a given functional F' we are able to
compute the terms

(2.10) Bij = B(gi, ¢jiq) for 1 <i,j <npg
and
(2.11) F]’ = <F, 90j>H1(Q)/,H1(Q) for 1 < j <nrg

for the chosen FE functions {¢},7%. Therefore we obtain nrp equations

for the npg unknowns uy, ..., Uy, and we can solve the linear equation sys-
tem BTu = F uniquely, with B = ((B;;)) € R*"FEX"rE u = (1;) € RWE,
and F = (F;) € R"2 for u, provided B is regular. This follows from the
Lax-Milgram lemma.
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3 The POD method

The problem which we are facing in this work (see Section 4) is an infinite-
dimensional optimization problem. Discretizing the problem by, for in-
stance, the finite element or finite difference method, we usually obtain
a large-scale discretized problem. This might lead to troubles regarding
computational aspects such as storage limits or extremely high computing
times. Our goal is to approximate the high-dimensional model by a low-
dimensional model. Several model reduction methods are known so far.
Some of them are based on the singular value decomposition (SVD), like
balanced truncation, Hankel-norm approximation, singular perturbation, or
proper orthogonal decomposition (POD). Compared to balanced truncation,
POD can also be applied to nonlinear systems. Another prominent class of
model reduction methods uses ’Approximation by moment matching’, which
includes, for instance, the Lanczos algorithm, the Arnoldi algorithm, and the
cross grammian. SVD based methods usually show a globally better approx-
imation, while moment matching methods approximate the system locally
better. For a survey of many of these methods see [1].

In this section we focus on the method of POD. It is a powerful technique for
model reduction of linear and non-linear systems. It is based on a Galerkin
type discretization with basis elements created from the system itself. This
is in contrast to, e.g., finite element techniques, where the elements of the
subspaces are uncorrelated to the physical properties of the system that they
approximate.

The approach of the POD method is that we calculate some snapshots of spe-
cific solutions to our system. These might be solutions of a non-stationary
differential equation at certain time instances, or, as we have in this work,
solutions of our parameter-dependent elliptic problem for certain parameter
values. These snapshots are used to compute basis functions that approxi-
mate the system we want to solve in an efficient and reliable way. In many
cases we only need a small number of basis functions (relative to the pre-
cision of the posed problem) for computing POD solutions that are really
close to the corresponding FE solutions. The advantage is that the linear
and non-linear systems which arise when using POD are much smaller than
those when using only the FE method. Hence, computing times are often
significantly smaller in the POD method, which makes this method very
practicable in applications where equation systems have to be solved fast
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and repeatedly. Another positive aspect of the POD method is the saving
of memory.

In Section 3.1 we introduce the POD method in finite dimensional vec-
tor spaces. This is followed by an introduction to the POD method in
general Hilbert spaces in Section 3.2. Afterwards we will investigate the
POD method in discretized functional spaces, in particular we apply the FE
method for the discretization of the Hilbert space H!(£2). In Section 3.4
some results concerning error estimates between the POD solution and the
exact solution are presented. Finally, some numerical examples that con-
firm our theoretical results are presented in Section 3.5, including a strategy
called the Experimental Order of Decay (EOD) — see [19].

3.1 POD in vector spaces

Let Y = [y1,...,yn] € R™*" be a given matrix, where the vectors y; denote
the so called snapshots for i =1, ...,n.
First we recall the singular value decomposition (SVD) of a matrix:

Theorem 3.1 (SVD) For a (real valued) matrix Y € R™*™ with
r:=rank(Y) < min{m,n}

there exist r positive singular values o1 > o9 > ... > o, > 0 together with
orthogonal matrices U = [uq, ..., up] € R™*™ and V = [vy,...,v,] € R,
which satisfy

UTYV =% € R™*",

The matriz X has the entries X(i,1) = o; for 1 <i <, all other components
are zero. We define the matriz R by R = diag(oy, ...,0,) € R™". Moreover,

Yv; = oyu; and Y u; = oyv; hold for1 <i<r.
For a proof of this theorem, let us refer to [13], for instance.

Because of

YTYU,- = YTJZ‘U,Z‘ =02

i Vi

and
YYT’U,Z' = YU,‘Ui = J?ui
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the singular vectors {v; }7_; and {u;}/_, are eigenvectors for Y7Y and YY7,
respectively. Their associated eigenvalues satisfy \; = 03.

We have Y = UXVT, and equivalently Y = U"R(V")T, where U™ and V"
denote those matrices which consist of the first r» columns of U and V, re-

spectively.

Moreover, we have U"R(V")T = U"B" with B" = R(V")T € R"™". We now
express the column vector y; (j € {1,...,n}) as a linear combination of the
T vectors uy, ..., Up:

ZB =Y RV )igu = > (U)TU RV )ijui
i=1 =1
- Z (U7 TY )ijui = Z (Z Ulekj>uz = Z(ui,yjmmm.
=1 =1 1=1

It follows that Bf; = (u;, yj)rm.

We will use this equality later when we aim to approximate the vectors y;
in an optimal manner by an orthonormal set of basis vectors that is of a
smaller size than 7.

Next we fix ¢ € {1,...,7}. The POD basis of rank ¢ is given by the solution
to the maximization problem

(3.1) S ZZI y;, ui)rm|? subject to (s.t.) (u;,u;)gm = &y,
=1 j=1
i.e., we look for £ orthonormal vectors vectors uq, ..., uy which maximize the

pI‘OJeCtIOH of the columns {y;}? ; in the mean. It turns out that SVD can
be used to solve (3.1).

First of all, let us consider the optimization problem for ¢ = 1, that means
we look for only one POD basis function:

n
(3.2) mq?xz [y, u)gm|? s.t. |Julfm = 1.
j=1

We define the equality constraint e : R”™ — R by

e(u) =1 = [|ul|gm.
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Lemma 3.2 Problem (3.2) admits a local solution u* € R™.

Proof. The set of feasible solutions is non-empty because there are vectors
that satisfy the equality condition |jul|3, = 1 (for example, u = e; =
(1,0,...,0)7 € R™). We deduce that there is a maximizing sequence {u*} ey
in R™ in the (bounded) set of feasible solutions with

lull = 1.

n
lim LuF)pm|? = su , UYRm |
,H)O; (Y, u)rm| sup Z (Y, w)r
Due to the Bolzano-Weierstrass theorem every bounded real sequence con-
tains a convergent subsequence {u¥i};cy. Thus, there exists a u* € R™ such
that

lim v* = u* in R™,
1—00

which implies

lim (y;, u")gm = (y;, u*)gm for any j € {1,...,n}.

Z—)

Therefore, the sum of the squared norms over all indices j also converges as

1 — 00: "
Zlggoz; [(yj, u" g | Zl Yy u*)rm| .
J:
Since ||u*||2. = 1 holds, we have proved that u* is a solution to the maxi-
mization problem (3.2). |

Next we prove that a solution u* to (3.2) is a regular point — see Definition
A.18. Thus, we need to show that the gradient of the equality constraint
e(u*) = 0 is surjective.

Lemma 3.3 The operator Ve(u) is surjective.

Proof. We have Ve(u*) = —2u*. Since any feasible solution satisfies
|lu*||gm = 1, u* # 0 and therefore Ve(u*) = —2u* # 0. Obviously, Ve(u*)
is surjective. m

It follows from Lemma 3.3 and Definition A.18 that any solution u* to (3.2)
is a regular point.
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The Lagrange function associated to (3.2) is given by
n
= gy wrm |* + A1 = [Juf|fm)
j=1

for w € R™ and A € R (see Theorem A.20). In order to obtain first-order
necessary optimality conditions we build the derivatives of the Lagrangian
with respect to an arbitrary component u;, i € {1,...,m}, of the vector u:

Va L 2) = 2N 81(21 wpsahan? + 3 (1=l )
_a‘zi<§:)§:ykjuk( +(1 iui))

J=1 k=1
zgzn:(imuk) g 2)\u1—2<ZZY;J Jkuk—m)

k=1 j=1

k=1

Regarding these equations for i from 1 to m together, setting V,,,L(u, \) = 0
for each 4 from 1 to m, and finally multiplying the equations with one half
we obtain the eigenvalue problem:

(3.3) YYTu = Au.

We observe that the matrix YY7T € R™*™ is symmetric and positive semi-
definite because of
Yy = yH)TyT =yy”?

and
T (YYD = (YTe)'(YT2) = ||[YTz||3s > 0 for any = € R™,

The symmetry of YY7 yields that all eigenvalues are real, and because of
the positive semi-definiteness we observe for any eigenvector v

0 <YY" =0T () = A|vEm,

and therefore A > 0 holds for any eigenvalue .
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In fact, any eigenvector of Y'Y 7 satisfies the first-order necessary optimality
condition (3.3) together with its corresponding eigenvalue as the Lagrange
multiplier. We can prove though that the eigenvector u; corresponding to
the largest eigenvalue A of the matrix Y'Y actually solves the maximization
problem (3.2).

Theorem 3.4 The eigenvector corresponding to the largest eigenvalue of
the matriz YY1 is a global solution to (3.2).

Proof. We evaluate the cost function for the eigenvector u; corresponding
to the largest eigenvalue of YY7:

n

n
Z’<yjaU1>Rm\2 :Z@jaul)Rm(yj,UﬁRm
j=1

=1

n
= < Z<y]7 U1>Rmyj, U1>
Rm

j=1

(3.4) = <§n: 3 ij(ul)ky.,j,ul>Rm

j=1 k=1

= < i i Y (V) j(un)r, U1>Rm

=1 j=1
= <YYT’U,1,U1>Rm
= (Mug, ur)rm = A1 {ug, ur)rm = Ay = o%.

We extend u; to an orthonormal basis {u;}/”; in R™. Then we can write
any vector as its Fourier sum utilizing the basis {uy, ..., u, }. Let @ be any
vector in R™ satisfying ||a|jgm = 1. From

m
U= Z<ﬁ,U¢>Rmui
=1
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and (3.4) we infer

n n m 2
> [y, dyrm]? = <yj7 Z<a’ui>Rmui>
j:1 j:1 1:1 R‘"L
n m m
=> <yj, > (@, ui>RmUi> <yj7 > (@, Uk)RmUk>
j=1 i Rm™ k=1 R

-1
n
> i ui)rmyj, Uk> (1, wi)rem (U, U ) Rm

Rm

i=1 k=1
= > A, ug)rm (@ ug)mm = Nl ui)rm |
i=1 k=1 i=1
<MY udre P = Ml =M = [yj,u1)rem |
i=1 j=1
and therefore u; indeed solves (3.2). |

Analogously we can derive the optimality conditions for the ¢-dimensional
maximization problem (3.1). The result is that the maximizing vectors are
the £ eigenvectors corresponding to the £ largest eigenvalues of the eigenvalue
problem YY7u; = \u;, i = 1,...,¢. For the proof we refer the reader to
[44]. Moreover, the optimal value of the cost function is Zle o2. Tt can be
shown that this is indeed the optimal value. The proof is very similar to the
proof for the optimal value of the maximization problem (3.2).

Comparing this result with our singular value analysis above we see that the
vectors which are solving the problem (3.1) are the left-hand sided singular
vectors u; together with the singular values o; = v/A; of the snapshot matrix
Y.

Furthermore, we use our knowledge of the SVD that the eigenvalues A1, ..., A,
of the matrices YY7 and YTY are the same and the eigenvectors u; of the
matrix YY7 can be calculated from the eigenvectors v; of the matrix Y7V



20

by U; = U%Y’UZ', 1= 1, ey T

In the specific problem on which we will concentrate in this work (see Sec-
tion 4) we are facing a matrix Y whose number of rows is much larger than
its number of columns (rank(Y) = n). Therefore, it is easier to compute
the eigenvalues of the symmetric matrix Y7Y € R™ " instead of the larger
matrix YY7T € R™*™_ This property arises from the fact that we view the
matrix Y as a matrix of snapshots, this means that the columns of Y stand
for only a few (discretized) solutions to a differential equation for different
parameters. In our application the discretization of our domain yields more
degrees of freedom than the number of snapshots. If that assumption does
not hold we regard the symmetric positive definite matrix YY7 which is
of a smaller size than Y7Y. More on the topic of discretization follows in
Section 3.3.

Let us now look at the POD basis from another point of view. We aim
to find orthonormal vectors w1, ...,up € R™ such that the snapshot vectors
y; are approximated best by the truncated Fourier sum Zle@j,ui)]gmui.
Recall that rank(Y’) = r. Thus,
T
yj = Z(yj,uimmui, ji=1,...,n.

i=1
However, we might not want to use all those vectors as our POD basis
because r might still be a relatively large number.
When we take only ¢(< r) basis vectors, the equality in the above equation
does not hold anymore. Yet we aim to find for any ¢ € {1, ...,r} basis vectors
u1, ..., ug such that the norms of the differences between y; and its ¢th partial
Fourier sum, j = 1, ...,n, are as small as possible. This leads to the following
minimization problem:

n

¢
(3.5) Jin 221 Hyj - ;(yj, Ug) RmU;
= 1=

2
R s.t. <’U,Z',Uj>Rm = (5”

It can be shown that the solution to our maximization problem (3.1), namely
the left-hand sided singular vectors u, ..., uy corresponding to the £ largest
singular values of the matrix Y, also solve the minimization problem (3.5).
In order to prove this claim we make use of the following corollary.

Corollary 3.5 Let Y € R™*" be given with rank(Y) = r < min{m,n} and
let £ € {1,..,7}. Moreover, let Y = UXVT be the singular value decompo-
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sition of Y with U € R™™ and V € R™ "™ orthogonal. Let B" € R"™"
be the matriz with the entries Bj; = (ui,yj)rm. Moreover, suppose that

Ur = [, ..., TUy] is an arbitrary orthogonal matriz and Y = UrCr with
Cr; = (ui,yj)rm. Then,

(3.6) Iy - U ch3 > Iy - U'BY|%

where U and U* denote the matrices consisting of the first £ columns of U

and U”, respectively, and B and C* denote the matrices consisting of the
first £ lines of B" and C", respectively.

Proof. We observe that
Iy =UCIE = U7 CT = U CE = U7 (C" — ((C)T, 0)) 1%
=[I(C" = () 0D)E= D Y ICH
i=0+1 j=1

Analogously, we have

Iy =B = 3 S IBGE = 3 Y g wdeeP = Y o2

i=0+1 j=1 i=0+1 j=1 i=0+1
From
n s
Y7 = 107CTIE = 1C71% =) > IchI?
j=1 i=1
and
n T IS8 n ™
IYV[F = 1UB %= IB"l[3 =Y > IBIP =Y (yurn|* =) o}
j=1i=1 i=1 j=1 i—1
we deduce
T T J4 J4 n
Y —UB 3= > 07 => 07 =Y of =IVIE = D> [y, ui)rr|”
i=0+1 i=1 i=1 i=1 j=1
y4 n V4 n
2 ~ 2 2 2
<IVIE =0 Ky e = 11VIE =D 1G]
i=1 j=1 i=1 j=1
r n V4 n r n
= D ICEE =2 GG = > > ICHP
i=1 j=1 i=1 j=1 i=0+1 j=1

=Y - U*C’%,
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so that the claim follows. [}

Remark 3.6 Because of

Z Hy] yjaul Rm Uj ZZ ‘ij y]aui>]RmU]§i ’
=1 i=1
—zszZ%
=1 k=1
—ZZ‘YM UZBK) 3‘2 1Y — UKBKHF
=1 k=1

and stmilarly

=y =T,

n )4 9
Z Hyj - Z@j?ﬁimmﬁi "
i=1 =

the inequality (3.6) can be written as

n l

E Hyj_ y]auz ]Rmuz

- - RrR™
Jj=1

2

> Z Hy] y]aui>RmUi —

This result tmplies directly that the vectors ui,...,uy are a solution to the
minimization problem (3.5).

3.2 POD in general Hilbert spaces

Next we consider the POD method in a real separable Hilbert space V. In
the problem on which we will lay our focus later in this work we use the
space L?(2) or the space H'(Q) for an open and bounded domain 2 as our
particular Hilbert space V. Let us introduce the bounded linear operator
C: L*(T) — V with T = [, jtu] for —oo < gy < p, < 00 by

g Cp= /Iw(ﬂ)y(u)du for p € L*(T),
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where y(p) € V denotes the snapshot (a solution to (2.1)) for each parameter
p € I. We define the space L%(Z, V') as the set of all functions y which satisfy

1/2
ol = ([ lnlan) ™ < .
Note that
1/2 1/2
C¢v§/¢u2du /yu2du = llell 2yl 2
ICellv < (] letnldi) (| T du) ™ = liellzmllyleay,
for ¢ € L*(T).
Lemma 3.7 The adjoint operator C* : V — L*(I) satisfying

(Co,2)v = (p,C*2) 2(1) for ¢ € LXT) and z €V

s given by
(C*2)(p) = (z,y(W)v,

where y(u) denotes the solution to (2.1) for the parameter u € I, again.
Since C is bounded, C* is also bounded.

Proof. We observe

(0, C*2) 2(z) = /I o(1)(C*2) (u)dpe = / (), (1) vy

T

:/I<z,go(u)y(u)>vdﬂz <z,/zs0(u)y(u)du>

= </I<p(u)y(u)du72>v = (Cp, 2)v

for all ¢ € L?(Z),z € V. This gives the claim. [ ]

14

We now define the linear operator R = CC* : V' — V which is of the form
(37) R = [ Gy)vyl)du tor = € v
I

and the linear operator K = C*C : L*(Z) — L*(Z) which can be written as

(Ke) (i) = /Z (). y(@)ve(u)du for ¢ € IA(T).
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Since C is bounded, R and K are bounded.
From [25] it follows that the mapping y : Z — V, u — y(u) is continuous.
Thus,

[ [ ot st dpap < .
JT

Hence, the operator K = CC* is compact, and therefore, R = C*C is compact
as well.

From the Hilbert-Schmidt theorem (see, e.g., [39]) it follows that there exists
a complete orthonormal basis {1; };en for V and a sequence {\; };en of non-
negative real numbers so that the following eigenvalue equation holds:

Rwi:)\ﬂbi, )\12)\22..., and/\i—>0asi—>oo.

Each non-zero eigenvalue of R has finite multiplicity and the only possible
accumulation point of the spectrum of R is 0 (see [24]). Let us note that

/I ()15 diw =D i
=1

Similar to Section 3.1, we introduce the cost functional J : V — R by

J() = /I () — (), By $]2ds

It can be proved — see [21], for instance — that the first-order optimality
condition to the optimization problem

3.8 min J s.t. 2 =1
(3.8) in () st l0llv
is equivalent to the infinite-dimensional eigenvalue problem

Ry = M.

Analogously, the first-order conditions for the ¢-dimensional minimization
problem are given by

(39) ’Rlﬂ, = )\ﬂbz for i = 1, ...,6.

Lemma 3.8 The eigenvalues of K are the same as the eigenvalues of R
and the normalized eigenfunctions of IC are given by

1 1

wlh) = (@) =

(Wi, y(u))y, 1<i<L
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Proof. We choose A € {A1,..., \¢} and denote its associated eigenfunction
by 1. Then we have
M) = Rap = CC*.

By applying the operator C* on the left-hand side and on the right-hand
side of the equation and multiplying the resulting equation with % in order
to obtain the normalized eigenfunction we obtain

1
VA

1

C*\p = %

C*CC*,
which can be written as
)\<1C*7J)> =C*C (1C*¢> = IC<1C*1/))
VA B VA T\ '

This gives us the eigenvalue problem for the operator I with the eigenfunc-
tion v = %C*w. The function v is normalized because

2 1 * 1 * > 1 * *
= s = 7C ’7C = — C ’C
lol2 = o) <\f/\ v VA v L2(T) M)

= S, W)y = SO Vv = (6, 8)v = 1

and therefore [|v][z2(7) = 1. |

Remark 3.9 (Method of snapshots) To obtain the eigenfunctions of (3.9)
we use a technique as presented in [41]. We compute the eigenvalues and
etgenfunctions from the problem

Kv; = M\ fori=1,...,¢

and calculate the POD basis functions v; afterwards by

1
VA
Of course, (3.10) is based on SVD.

(3.10) ; Cv; fori=1,...,¢.
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3.3 POD in discretized functional spaces

Suppose that the snapshots on a discrete grid of the interval Z = [q;, ¢, are
given by the FE solution to (2.1) in the form

nre

(3.11) Y@ =3 Yieua),j = 1,.0m,
=1

where Y € R"FEX™ ig the matrix containing the coefficients in the Galerkin
ansatz for each snapshot in each column Y. ; =y; € R""#, j =1,...,n. The
functions {¢;};X denote the FE ansatz functions as introduced in Section
2.3.

The POD basis functions (which we are looking for) can be written as linear
combinations of the finite elements:

nNre

(3.12) Yi(@) = Uigr(@),i=1..., L.
k=1

Then the continuous minimization problem (3.8) can be approximated by its
trapezoidal sum (with «; representing the trapezoidal weights, j = 1,...,n):

2

n 4
3.13 min aH BNl ey ol
(3.13) sy 2% Yj ;@j Vi L@V g

The associated maximization problem (compare Section 3.1) can be written
as

L n
Gl max SO aslh o el st W 08 = b

h
1/11 7"'7¢e i=1 jzl

By M;; we denote the L?-inner product of the FE-basis functions ¢; and
©j, respectively. That means

(3.15) Mij:/gcpi(x)tpj(a:) dz.

The matrix M = ((M;;)) € R*FEX"FE ig called mass matrix. If we choose
the H'-inner product instead of the L2-inner product in (3.14), we will come
across the so called stiffness matrix S = ((5;;)) € R*"FEX"FE with

(3.16) Sy = /Q (¢ila)es(a) + Veila) - Vo (a) ) .
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Thus, we deduce

NFE NFE

W) r2e) :/y (z) =) YlJ/ (z)pr(z) dz Uy,
Q I=1 k=1 Q
NFE NMFE
=) D VWU = (V) TWU,
=1 k=1

with W = M. If we choose the H!-inner product, we have again
W v e = (Y.;) WU,

but now with W = §.

As we can see, the L?-inner product of the two FE-based functions yjh and
can be computed by the vector-matrix-vector product (Y.’J-)TM U.;, where
Y. ; is the column vector whose entries are the coefficients to the FE-basis
functions of the snapshot yél, and U.; is the vector of the coefficients to the

FE-basis functions of the POD- bas1s function 1/1 , which we aim to find as
a solution to the maximization problem (3.14).

Let us first consider the maximization problem in one variable, that means

3.17 max « y 7 2 2 s.t. wh 2 = 1.
( ) phespan{ep1,.. ’90”FE}Z ]| J L (Q)‘ H HL Q)

Because the finite elements {¢1, ..., ¢n,, } are fixed, (3.17) can be replaced
by

n

(3.18) max Z

ug,...,uUn -
FE T

nNrEe

Z U; @5

=1
L2(Q)

NrFE
o; <y zwi>
i=1 L2(Q)

with u; = Uil in (312)
Setting u = (U1, ..., Unpp) 7, (3.18) leads to the Lagrange function £ : R"FF x
NFE

R — R given by
NFE
T ul<pz> + )\<1 - U405 )
(o we) > e

It can be proved by analogous arguments as in Section 3.1 that there exists
a Lagrange multiplier A together with a solution u to the problem (3.17)

L(u,\) = Za]
7=1
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satisfying VL(u, ) = 0.

In order to obtain an eigenvalue problem similar to (3.3) we calculate the

derivatives of £ with respect to u;, for i =1, ..., npg.

NFENFE 2
Vu, L(u <Za]) Z Z VVlkuk‘

=1 k=1 I=1

NFE NFE
A <1 — Z Z ulVVlkuk>>

e nrs
=230 (3 W) Y
k=1 I= s=1

nFEl 1 nFE
)\< — Z Wikuy, — Z UlVVli>
NFE NMFE NFE
Y Sy <Ww >V, )i, )
k=1 I=1 s=1

nNFE nNrE
)\< - Z Wikug, — Z Wilul>
k=1 =1
=2(WYDYTWu); — 2A(Wu);

with D = diag(az,...a.,) and W = M. Of course, if we apply the H'-inner
product in (3.17) instead of the L?-inner product, we have W = §.

Hence, the condition V,L(u,A) = 0 leads to the generalized eigenvalue
problem

2WYDYTWu — AWu) = 0, or equivalently, WY DYTWu = AWu.

We set Y = W/2Y D2 and @ = W'/2u, where the matrices W1/2 and D'/?
are defined as in Definition A.7 in the appendix, and obtain

WYDYTWu = WY2wl/i2y pii2ptl2y Ty 2yt/2y — wii2yyTy

and
AWu = AWY2W /2y = xwi/2q,

Consequently, we have

w2y yTa = \wt/2a.



29
By multiplying both sides of the above equation from the left-hand side with
W~1/2 we obtain the symmetric eigenvalue problem
YYTa = .

Similarly as in Section 3.1 we can proceed for the problem in ¢ variables
w?, e wél. This leads us to the following optimality conditions:

?YTQTLZ‘ =M\Nu; fori=1,...,¢
where Y = W12y DY/2 and uw; = W'/2U.;.

Equivalently, we can calculate the eigenvectors from the eigenvalue problem
(method of snapshots — compare Remark 3.9)

(3.19) YTV = \wj fori=1,...,¢0

and set

(3.20)

fori=1,..., 14
Because of the symmetry of W we find that Y7V can be written as

?T}? — D1/2YTW1/2W1/2YD1/2 — Dl/QYTWYDl/Q.

Therefore, to solve (3.19) and compute U. ; by (3.20) we do not require to
evaluate W1/2.

When we want to compute the POD basis of rank ¢ numerically, we first
calculate the snapshots by the FE method. Alternatively, we could compute
the snapshots by the method of finite differences or by the method of finite
volumes. Throughout this work, the coefficients to the FE basis functions
for each snapshot form the vectors y; which are the columns of the snapshot
matrix Y.

After having built the matrix product Y'Y, we apply an (iterative) eigen-
value solver to that matrix that gives us only the first ¢ eigenvalues {/\i}le
(that means the ¢ largest ones) together with their matching eigenvectors
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;. Corresponding to (3.20) we calculate the vectors U. ;, i =1,..., (.

The first £ POD basis functions 9%, ...1/1? are then computed by (3.12).
From Section 3.1 we know that the vectors U. 1,...,U. , (i.e., the functions
Yl ...,wéL with wz-h = Y 1 EV Uiy for i = 1,...,4) solve the maximization
problem (3.14) as they are the eigenvectors corresponding to the largest
eigenvalues of the eigenvalue problem YY7u = Au and therefore yield the
maximal value for

i=1 j=1

NFE
aj<yj; Z Uki90k>
k=1 L2(Q)

among all other ¢ orthonormal functions {1%’ le represented by a matrix
U € RFext,

3.4 POD error estimates

Let ¢ € Z, B(-,-; q) be given by (2.5) and F by (2.2). Moreover, {1;}¢_, are
the POD basis functions computed as in Section 3.2. In this section we give
error estimates between the solution u = u(q) to

(3.21) B(u, ¢;9) = (F, ¢) iy, 1 (o) for all ¢ € H'(Q),

and the corresponding POD solution u’ = uf(q) € V¥ = span{¢;}{_, to the
variational equation

(322) B(ug, ¢, q) = <F‘7 ¢>H1(Q)’,H1(Q) fOI' all ¢ € Vg.

First of all, let us introduce the following inner product on H!(Q):

Definition 3.10 For u, v € H*(Q) we define the inner product (-, ‘>H%(Q)
forc,o >0 by

<u,v>H1(Q):c/ Vu-Vvd:z:—i—a/uvds
3 Q r

and its induced norm || - ||H1;(Q) by

ull g2 ) = £/ (us ) (o

for all u € HY(Q).
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It follows from [12] that || - HH%(Q) is an equivalent norm to || - [|g1(q) on
H1(€), thus there exists a constant cz1 > 0 such that

(3.23) lull 10y < cailfull g o for all u e HY(S).

Since H!(f2) is continuously (even compactly) injected in L?(£2), there exists
also a constant c;2 > 0 such that

(3.24) lullz2(0) < cr2llull g1(q) for all u € HY(Q).
The inequalities (3.23) and (3.24) imply a Poincaré inequality
[ull L2y < cV||u|]H%(Q) for all u € H'(Q)

with cy = ¢p2¢cg1 > 0.
For simplicity, let us assume that in our elliptic system (2.1) the parameter
[ is zero, i.e., there is no convection. Then the parametrized bilinear form
(2.5) can be written as

(325) B(“a ¢ Q) = <u7 ¢>H%(Q) + q<u7 ¢>L2(Q)

for u,¢ € H'(2) and ¢ € Z. Tt follows that the mapping ¢ — wu(q) is
Lipschitz-continuous (compare Section 3.2). Thus, the operator R intro-
duced in (3.7) is compact, where V = H(Q).

Now let us refer to [25], where it is shown that for bilinear forms like the

one in (3.25) we are able to formulate error estimates between the solution
u = u(q) to (3.21) and the POD solution u‘(q) to (3.22) for q € Z.

First we utilize a result from [25] for the case that the solution to (3.21) is
given for all ¢ € Z (the continuous set of snapshots).

Proposition 3.11 The error between the solution u = u(q) to (3.21) and
the POD solution u‘(q) to (3.22) for ¢ € T can be estimated by

L 1(0) = @By g < Coome 3

i=0+1

where Ceony > 0 depends on the constants qi, qu, a2(q), and cy, only.
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As we can see, the error between the solution u = u(q) to (3.21) and the
POD solution u‘(q) to (3.22) for ¢ € Z can be estimated in terms of the
eigenvalues corresponding to the not modeled eigenfunctions. If the eigen-
values {)\;}22, decay rapidly, we deduce that u’ is close to u for a small value
of £. This motivates the notion that (3.22) is a low-dimensional POD model
for (3.21).

Now we look at the (numerically more interesting) case, where the snapshots
are given only on a discrete grid {g¢;}!'; C Z. This case corresponds to
Section 3.3, where the number of columns of the snapshot matrix Y is n.
Suppose that for given 0 < ¢ < ¢, we define an equidistant grid on the
interval [gq;, ¢, with n > 1 grid points to the grid size dq by

(3.26) g =q + (i—1)dq for i € {1,...,n}, and dq := q;z — fl.

The eigenvalues to the problem (3.19) depend on the grid (3.26) and are now
denoted by A} for ¢ = 1,...,d", where d" is the rank of the matrix YTY in
(3.19). The POD basis functions %, ,d}? are computed by (3.12), where
the vectors U. ; are calculated for ¢ = 1,..., £ as in (3.19) and (3.20) (method
of snapshots).

Proposition 3.12 The error between the solution u = u(g;) to (3.21) and
the POD solution u‘(q;) to (3.22) for q; taken from (3.26) can be estimated

by

n dam

¢
> ajllulas) = u'(g) 3y < Caise Y, A
Jj=1 i=f+1

where Cgise > 0 depends on the constants qi, qu, a2(q), and cy, only. In
contrast to the case of a continuous snapshot set, the rank d" of the matriz
n

YTY and its eigenvalues \?,i = 1,...,d" depend on the grid chosen in (3.26)

1

for the computation of the POD basis.

Again, the error between the solution v = u(g;) to (3.21) and the POD
solution uf(g;) to (3.22) for ¢; taken from (3.26) can be estimated in terms
of the eigenvalues corresponding to the not-modelled eigenfunctions.

Note that in Section 3.5.3 we will find that the eigenvalues A} of the matrix
YTy converge towards the eigenvalues \; for 1 < i < ¢ (with ¢ fixed).
Hence, both error estimates (the continuous and the discrete one) are closely
connected.
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Remark 3.13 In [25] a further result corresponding to Proposition 3.12 is
presented, where the error between the POD state and the exact state is
estimated as above, except that the grid q < q1 < ... < gn < qu for the
snapshot set is not equal to the grid qp < q1 < ... < @m < qu on which we
calculate the error. Defining

Ag = max { 221]?2(”(@[]' —qj-1), QgE%n(Qj - Qj—l)}

we can estimate the error by

m dn
> Gulu(@) = (@) oy < C(Coana 3 A+ A¢),
k=1

i={+1

with a constant C' > 0 depending on q;, qu, a2(q;), and cy, but independent
of the grids, and a constant Cgiq > 0 depending on the grids.

3.5 Numerical results concerning POD calculation

This section is devoted to present numerical test examples which shall con-
firm our theoretical results presented in Section 3 so far. All coding is done
in MATLAB 6.1 using routines from the FEMLAB 2.2 package concerning
finite element implementation. The programs are executed on a standard
1.7 Ghz desktop PC.

3.5.1 POD solution for given differential equation

Our aim is to compare the POD solution to the elliptic equation (2.1) for
given parameters to the FE solution to (2.1). The FE solution is computed,
for instance, by using the FEMLAB routine fesolve.

In order to obtain the POD solution u to (2.1) for fixed ¢, we need to com-
pute the first £ POD ansatz functions. Therefore we proceed as described
in Section 3.3. For a given domain Q C R?, d € {2,3}, and a given elliptic
differential equation we compute the snapshots by the method of finite ele-
ments for a discrete grid of parameters {¢;}?" ; asin (3.26). In our numerical
tests we choose the trapezoidal weights

)
alzan:?qandai:5qfori:2,...,n—1
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with dg taken as in (3.26). When we apply the method of snapshots as
introduced in Remark 3.9, we obtain the eigenvalue problem

(3.27) DY2YTWwy D25 = A,

We compute the ¢ largest eigenvalues Aq,..., Ay and their corresponding
eigenvectors v, ..., V¢, then compute the vector of coefficients U.; of each
POD basis function ¢, ¢ = 1,...¢, to the FE basis functions by

1
3.28 U= ——
< ) , /)\Z

The first £ POD ansatz functions are then given by

Y.

nNrEe

(3.29) bilw) =Y Ujig(x) for i =1,..., L.
j=1
The POD solution u’ € V¢ = span{v;}{_, ¢ H'() given by

l
(3.30) u'(z) =) uiti(x)
=1

satisfies the variational equation
B(ug,vl;q) = (F, v£>H1(Q)I7H1(Q) for all v* € V¥ and ¢ € 7.
Especially,

(3.31) B(u', j59) = (F,¥) i (qy.m @)

must hold for j =1,...,¢ and any ¢ € Z.
Analogously to the method of finite elements (see Section 2.3), we substitute
(3.30) into (3.31) and obtain a result similar to (2.9), namely

14

> B(ahi, 55 q)nf = (Fy ) iy ey, 1 < J < 4
=1

which leads to the linear equation system

(3.32) (BHTu’ = F*
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with Bf; = B(¢i,¢5;9), B® = ((B;)) € R, Fl = (F, ) g y,m ()
F! = (Fﬁ) € RY and uf = (u?) € RY. This linear equation system can be
solved uniquely, provided B is regular, and the POD solution u’ is then
given by (3.30).

Remark 3.14 Note that

nNrEe nNre
@k - (¢Za¢k7 - (ZUJZSOW ZUlkSOZa >

NFE NFE NFE NFE

= Z Z z] @]7 w5 q Ulk = Z Z ’Lj ]lUlk - (UTBU)
=1 = =1 =
and
nNrE
i = (F, ) may.mo) = (B> Uikei) moy,m @)

j=1

NFE NFE

= Z Uk (F, o) iy mo) = »_(UN)F; = (UTF),
=1

hold, thus B = UTBU and F* = UTF, where B = ((B;;)) € R*FEX"FE gnd
F = (F;) € R""E qare given in (2.10) and (2.11).

Run 3.1 Let the domain Q be the unit square (O, 1) x (0,1) C R%. We
choose ¢ = 0.75, B = (1,1)T, f(z) = 21, 0 = 1.5, and g(x) = —1 in
(2.1). To compute the snapshots {y] _, for the POD model we apply a
finite element discretization with a rectangular equidistant mesh with mesh
size h = 1/50. Hence, our FE-discretization yields 2601 degrees of freedom.
As ansatz functions we utilize piecewise linear finite elements {p; }5F, with
nrpgp = 2601. Let ¢ = 0.5, q, = 50.5, and ¢ = 1 in (3.26), thus we obtain
51 snapshots y; = Y. ; € R"E j = 1,..,51, where Y € RFEXSL s the
coefficient matriz satisfying

NrEe

i) = Z Yijpi
i=1

for the parameters {q]} ~,.Then we determine ¢ =7 POD basis functions by
applying (3.27) with the mass matrix M as our weight matriz W, (3.28), and
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(3.29). The POD state is then given by (3.30), where the coefficient vector
u’ is given by the unique solution to (3.32). The computation of the optimal
POD state takes 0.67 seconds, plus 39.66 seconds for the computation of the
51 snapshots.

The POD solutions taking £ =7 POD ansatz functions for ¢ = 25 (left plot)
and for ¢ =5 (right plot) are presented in Figure 3.1. In Figure 3.2 we have
the FE solution for q = 25 (left plot) and the difference between the POD
solution and the FE solution for ¢ = 25 (right plot). It appears that these
two solutions almost coincide. In Figure 3.3 and Figure 3.4 the first four
POD ansatz functions which are denoted by 11, 1o, 13, and 4, are plotted.
Now we compute POD solutions for different values for €. Our goal is to
show that the relative error between the POD solution and the FE solution
to a given elliptic equation decreases as the number of POD basis functions
imcreases.

In Figure 3.5 (right plot) the relative error for the difference of the POD
and FE solution is plotted for different values of ¢ € [—15.5,65.5] and for
different numbers of POD basis functions 1 < £ < 5. Notice that the relative
L?(Q) error decreases with increasing £. Moreover, we observe that the POD
basis is also suitable for parameter values (q € (50.5,65.5], i.e., ¢ € T) that
are not contained in the snapshot computation in this ezample. For negative
q we observe that the quality of the POD approximation becomes worse. In
the left plot of Figure 3.5 we see the real and estimated decay (see Section
3.5.2) of the first 5 eigenvalues of YTY .

An alternative in the computation of the POD basis is the subtraction of
the mean vector y,ean = %2?21 Y. ; for each snapshot y; = Y. ; € R"FE,

j = 1,...,n. The resulting snapshot matrix is denoted by Y € RvFE xn,
consisting of the column vectors §;, j = 1,...,n.

The subtraction of the mean vector need not be done in fact, yet we might
need more POD basis functions if we renounce the substraction of the mean
vector. In applications where we have turbulence or chaotic behavior, it
is essential to subtract the mean vector from the snapshots — see [21], for
instance. Let us refer to [36] for an application where this procedure appears
to be useful. We have tested this procedure in a numerical experiment in
the setting of Run 3.1.

Run 3.2 We proceed as in Run 3.1 except that for the snapshots we choose
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POD solution POD solution

05

0.4
y-axis 00 Xx-axis y-axis 00 x-axis

Figure 3.1: Run 3.1: POD solution with ¢ = 7 ansatz functions for ¢ = 25 (left
plot) and POD solution for ¢ = 5 (right plot).

FE solution Difference between FE solution and POD solution

05

0.4

y-axis 0o x-axis y-axis 00 x-axis

Figure 3.2: Run 3.1: FE solution for ¢ = 25 (left plot) and difference between FE
and POD solution taking ¢ = 7 ansatz functions for ¢ = 25 (right plot).
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POD basis POD basis

y-axis y-axis xoaxis

Figure 3.3: Run 3.1: POD basis functions ¢ (left plot) and w2 (right plot).

POD basis ﬂlg POD basis v,

y-axis 00 y-axis 00

x-axis

Figure 3.4: Run 3.1: POD basis functions ¥3 (left plot) and ¥, (right plot).
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Decay of Eigenvalues A Relative errors for different numbers of POD functions
! T T T T T T

* Eigenvalues
O _exponential decay

1luPOD(K)-uFE(K)|/[|UFE(K)]|

) ) ) — npod=5
. . . . . . . T

1 2 3 4 -20 -10 0 10 20 320 40 50 60 70
I-axis k-axis

Figure 3.5: Run 3.1: Decay of the first eigenvalues (left plot) and relative errors
(L?-norm) for several values for ell (right plot).

the vectors §; instead of yj, which suffice

Yi=Yj = Ymean-

Using the resulting matrizx Y instead of Y in the computation of the POD
basis functions, we have to make the ansatz

3oy E
u[(x) = Z(Ymean)jgaj(x) + Zufwzh(x)
j=1 i=1
We define by
Ju" — w120
ELQ — h
w20

the relative error in the L?>-norm, and by

- Huh _UJ@HHl(Q)
= —
HuhHHl(Q)

the relative error in the H'-norm.

The relative errors between u" and u® for £ =5 and ¢ = 6 are compared in
Table 3.2 for the two different strategies — once with subtracting the mean
values, and once without subtracting them. As we can see, the relative error
1s significantly smaller in the first case. The error estimates for the snapshot
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| Snapshot set | {y:}7%, | {vi}i; |
{=5: Ere 1.2-107% | 1.1-107°
Em 1.9-107% | 2.9.107°

Snapshot set ‘ {3:35%, ‘ {yi}2i, ‘
(= 6: Ere 41-1078[1.1-1076
Em 76-107% | 1.8-1076

Table 3.1: Run 3.2: Relative errors in the L?-norm and in the H'-norm for £ = 5
and ¢ = 6 for different strategies in the computation of the POD basis.

set {§:}2_11 and £ =5 are almost as small as for the snapshot set {y;}2_;1
and { = 6.

Run 3.3 Let our domain 2 be B(0;1) \ B(0;0.25) C R2, the circle with
radius 1 minus its concentric circle with radius 0.25. The FE-discretization
yields 3256 degrees of freedom. The snapshots are computed for the same
parameters {q; fil as in Run 3.1. In the computation of the POD basis
functions, the stiffness matrix S is used as the weight matriz W. For the
parameters ¢ = 1.5, 3 = (2,1)T, f(z) = —x1, 0 = 1, and g(x) = 21 in (2.1)
the POD solution taking £ = 5 POD basis functions is shown for ¢ = 2 in
Figure 3.3 (left plot). In the right plot of Figure 3.3 we see the difference
between the POD solution and the corresponding FE solution for q = 2.
Again the difference is very small. We obtain the relative errors

uh— o uh— o
| 220 ~9.1.10-5 and | 71 (@)

~3.9-107%
[ul]| 20 P[] 1 ()

on the overall domain €.

Now we apply our algorithm on a 3-dimensional problem.

Run 3.4 Let our domain 2 be (0,1) x (0,1) x (0,1) C R3, the cube with
side length 1. We apply a grid with 2424 degrees of freedom. The FE-
discretization of the domain is shown in Figure 3.4. The parameters in
(21) arec =2, 3= (1,-1,2)T, f(x) =1, 0 = —0.5, and g(z) = 1. The
snapshots are computed for the same parameters {qz}f’il as in Run 3.1. The
mass matriz M is used as the weight matrix W in the computation of the
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POD solution Difference between FE solution and POD solution

x10°

05 1
0 05

0
-0.5 ~05

y-axis -l x-axis y-axis -l

Figure 3.6: Run 3.3: POD solution (left plot) and difference between FE and POD
solution taking ¢ =5 POD ansatz functions (right plot).

Triangulation of Q

y-axis

Figure 3.7: Run 3.4: FE-discretization of the 3-dimensional domain .
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POD basis functions. The relative errors between the POD solution taking
£ =06 POD ansatz functions and the respective FE solution are
ho_ 0 ho_ 0
u —u u —u
ot =gy o =l

~3.4-1078.
HuhHm(Q) HuhHHl(Q)

3.5.2 Experimental Order of Decay

In order to estimate the decay of the eigenvalues of the weighted snapshot
matrix YTY = DY2YTWY DY/2 let us introduce a technique known as
the Experimental Order of Decay. Let us refer to [20] on error estimates
for general linear-quadratic optimal control problems and [25] where this
strategy is presented in the context of an elliptic problem. Let us assume
that the first L eigenvalues decay approximately in an exponential manner.
Thus, we write the eigenvalues in the following way:

(3.33) No=Me oD i=1 L,

where « is a parameter which is still to determine. This value can be deter-
mined numerically. We will show some numerical examples regarding our el-
liptic system later in this section. We choose a set of parameters Z = [q;, qu],
where ¢; and ¢, are the lower and the upper bound of the set, respectively.
We define a grid in Z as in (3.26). From Proposition 3.11 we infer that the
integral over the errors between the POD solution u’ and the exact solution
u can be approximated by the sum of the eigenvalues corresponding to the
eigenfunctions which have not been used for the POD model, that means

(3.34) 70) = [ Juta) = '@l oy da~ 30

i=0+1

We approximate this integral by its trapezoidal approximation:

oq
1(0) =L (Jlu (@) = (@) s + " (@) = (@) 3 o)

n—1
+0q ) [lu" (@) — u'(a) 510
=2

In this formula u"(q) denotes the solution to the differential equation (2.8)
with parameter ¢ by using the FE method. Instead of the norm || - [|51(q)
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we could also use || - [[z2(q) in the above equation and in (3.34). Now, when
we look at the fraction
T99(¢)
To9(0 +1)

and we use our knowledge that 7°%7(¢) approximates T'(¢) for all £, we deduce

T%4(¢) o Trey D A _ Sy A et
Tou(l+1)  T(+1)  YEZpodhi  XZgeh-e ol
_ XiZem el e femaltHl) 4 |

Z;’i€+2 e—a(i—=1) — pc—a(l+1) 4 e—o(+2) 1
o e(em ™+ e~ ) L lte 4 (e )4
Ced(emaltt]) pemaltt2) 4 ) emo 4 (em¥)2 4 ..
0 —a\1 [e e} —a\1 1
> izol€ ) _ > iole ) _ I
Sioqlem)t e )i-1 == -1

By taking the logarithm we obtain

7°%9(¢)
0 =In——— ~
QU) =g iy ~ @
If we compute Q(¢) for ¢ = 1,..., L and average over all these values, we
receive an estimation for « (the exponent by which the eigenvalues expo-
nentially decay) according to our assumption:

L L
apop = 7 > Q).
=1

In the following numerical experiment we want to compare the real decay of
the first eigenvalues with the decay of the ’approximation of the first eigen-
values’ which we obtain by applying (3.33).

Run 3.5 We choose the parameters c =2, 3 = (0,1)T, f(z) = 21, 0 = —1,
and g(x) = 2 in (2.1). As the weight matrix W in the computation of the
POD ansatz functions we choose the stiffness matriz S. In Figure 3.8 (left
plot) we show the real and estimated decay of the first 7 eigenvalues, where



44

Decay of Eigenvalues \ Relative errors for different numbers of POD functions
i
T

10 ; ; ; ; Lo---

* Eigenvalues
0 exponential decay

|luPOD(a)—~uFE(Q)|I/I[UFE(@)II

Figure 3.8: Run 3.5: Real and estimated decay of the first 7 eigenvalues (left plot)
and relative error in the L?-norm (right plot).

the estimated decay is computed as described above, using the H'-norm in
(3.34). Notice that we have normalized all eigenvalues so that Z?; A =1
holds. Apparently the experimental order of decay leads to a good estimate
for the decay of the first 7 eigenvalues. In the right plot of Figure 3.8 we
observe that the relative error for the difference between the POD and the
respective FE solution is already smaller than 1073 for £ = 5.

3.5.3 Observed convergence of eigenvalues as the number of
snapshots increases

Let us remind the reader of the operator R : V' — V (compare (3.7)) which
is defined as

Ry = / (p)dp for ¢ € V.

Now we define the discrete operator R™ : VF — V' by

Ry = Zaj (i), " yvy" (i) for P € V7,
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where the functions y"(u;) € V", i = 1,...,n, are the snapshots (in FE form)
on a grid on the interval Z and «;, ¢ = 1, ...,n, are the trapezoidal weights.
The operator R" is the trapezoidal approximation for R, provided the map-
ping u — y(p) € V is continuous. Thus,

lim |R" — R )= lim sup [(R"—R)z|ly =0.

n—oo n—oo _

ll2llv=1

We have already shown in Section 3.2 and Section 3.3 that Ry; = A\;¢); and
R™Mpr = At are the first-order optimality conditions to the continuous

(3.8) and the discretized optimization problem (3.13), respectively.
It is proved in [24] that

(3.35) i Al — i i as n — 00.
i=1 i=1

Now we choose and fix ¢ such that Ay #% Ay 1. Then, by the arguments
stated in [24], it follows that

A= Ajfor 1 <i</lasn— oo.

This hypothesis is tested in a numerical experiment. Of course, we cannot
determine the eigenvalues of the continuous snapshot set numerically, yet
we can calculate the eigenvalues for sufficiently fine grids in the interval 7 =
[q1, qu]. Our goal is to confirm the theoretical result in (3.35) by computing
the eigenvalues for several discrete grids — from a very coarse one to a very
fine one — and comparing the respective eigenvalues.

Run 3.6 In the setting of Run 3.4 let the weight matriz W be the stiffness
matriz S, that means that we consider the maximization problem

V4 n
max " () o) st @8 60 me) = 9.

h
Yoy i j=1

Moreover, we set qg = 0.5 and q, = 24.5 and fix the number of POD basis
functions by £ = 6. For different grid sizes dq we obtain the normalized
eigenvalues (that means, divided by 2?21 A\2) of the matriz YTY (which
corresponds to the discretized operator R™) stated in Table 3.2. Apparently
the eigenvalues indeed converge as the grid size dq decreases, i.e., as the
number of snapshots n increases.
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n="17 n =13 n =25 n =49 n =97 n =193

AP | 0.8997 0.9099 0.9127 0.9127 0.9123 0.9121

2| 0.0997 0.0896 0.0869 0.0869 0.0872 0.0874
7] 58-107* | 51-107* | 46-107* | 45-107* | 45-107* | 4.6-107*
»l11-107% | 1.3-107¢ | 1.1-107% | 1.0-107% | 1.0-107% | 1.1-107¢
A [ 1.8-10710 | 2510710 | 2.2.1071 | 21-10710 | 2.0-1071% | 2.1. 10710
Ag | 5.8-1071 | 1.4-10713 | 1.4-10713 [ 1.2-10713 | 1.2.10713 | 1.2-10713

Table 3.2: Run 3.6: Eigenvalues {\?}¢_, for different numbers of snapshots n (i.e.,
different grid sizes dq) in the set Z = [0.5,24.5].

4 Parameter estimation

In this section we apply a POD Galerkin discretization to a parameter esti-
mation problem for an elliptic differential equation. Our goal is to identify
a scalar parameter in the elliptic equation from boundary measurements of
the function w.

Recall the elliptic differential equation which we introduced in Section 2.2:

(4.1a) —cAu+p-Vu+qu=f in Q,

c@+au:g on I' = 09.

(4.1Db) -

From now on we presume that we are considering the differential equation
(4.1) in which all parameters except for the scalar g are given, and that we
have measurements for v on the boundary of the domain 2. We will observe
in our numerical tests (see Section 4.5) that we obtain good results for the
estimated parameter when we use the data given on the boundary I' = 9.
Furthermore, we must take into consideration that the given data for the
solution of the differential equation might be corrupted due to measurement
noise. In Section 4.5.2 we will see that we find satisfactory results for little
perturbed data, too.

4.1 Formulation of the parameter estimation problem as an
optimal control problem

Writing (4.1) in abstract form we introduce the operator e : R x H'(Q) —
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H'(Q) by

cVu-Vgodx+/ﬁ-Vugodx+/qug0dsc
Q Q Q

—/fgodx—i—/oucpds—/ggpds
Q r r

for (¢,u) € R x HY(Q), p € H' (). Notice that

(e(q,w), ©) (1 (@) :/

e(q,u) = B(u,;q) — F € HI(Q)'

with B as introduced in (2.5) and F from (2.2).
Moreover, let us define the quadratic cost functional J : R x H!(Q) — R by

o K
(42) Havw) = § [ = urPds + 5o - .

The values a > 0 and x > 0 can be viewed as weights or regulization pa-
rameters that indicate how much weight we give to the respective quadratic
terms in the optimization problem.

The scalar gg is a possible a-priori estimate for the sought-after parameter
q. If we do not have an estimate at all, g4 is set equal to zero.

The function ur € L?(T") represents the given data for u on the boundary T'.
These measurements, of course, can only be taken on a grid of I', in practice.

Remark 4.1 Of course it is also possible that one has measurements for
the function u in the whole domain  (not only on the boundary T") or even
measurements for the gradient of u in the domain 2. More generally, our
cost function can be expanded to

j(q,u):O;l/Q|u—ug|2dx+O;Q/Q|Vu—vg\2dx+0;3/r|u—ur|2ds

K 2
+2|q qdl

with ug € L*(Q), va € L2(Q)4, a1 >0, ag >0, a3 > 0, and k > 0. Here,
we focus on the case a; = as =0 and ag =: a > 0.

Using the notation above we obtain the infinite-dimensional optimization
problem

(P) min.J(q,u) s.t. e(q,u) =0 in H(Q) and ¢, < q.
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The value ¢, stands for a lower bound of the parameter ¢, which we aim to
find as a solution to our minimization problem. The inequality constraint
in (P) is optional, yet in many practical problems it is necessary to demand
that ¢ > 0 holds. Moreover, an upper bound to g can also be added to the
optimization problem. This additional inequality constraint does not make
a serious difference in the optimization analysis, though, so we neglect it in
our study.

Theorem 4.2 If

. [c 182
ag(qa)=mm{2,qa— 20Rd

} + min{0,cC%} > 0,

(P) admits a local solution x* = (¢*,u*).

Proof. First we need to check wether the set of feasible points
F(P) ={(q,u) : e(¢,u) = 0 and g, < ¢}

is non-empty. Assume that the conditions from Proposition 2.10 are fulfilled
for all ¢ € Qua = {¢ € R : ¢ > ¢o}. Then we choose ¢ = ¢, and from
Proposition 2.10 we know that there exists a unique solution u = u(q)
associated with ¢, satisfying e(q, u) = 0.

It follows that there exists a minimizing sequence {¢", u" } ey in F(P) and
4.3 0< inf J(g,u)= lim J(¢",u") < oo.

3 = e (0 = T

Now we show that this minimizing sequence is bounded. This is done by a
proof by contradiction.

Let us assume that lim ¢" = oo. Then J is radially unbounded in ¢ and
n—oo

lim J(¢",u") = oo. Since k > 0, this is in the contradiction to (4.3).
n—oo

Therefore we deduce that there exists a constant Cy independent from n such
that |¢"| < Cy for all n € N. We use the theorem of Bolzano-Weierstrass
and conclude that there exists a subsequence {¢"* }reny with ¢"™* — ¢ as
k — oo for a ¢* € R. Since Q.q is closed, ¢* > g, holds, too.

Next we assume that nllngo||u”||H1(Q) = o0o. Because (¢",u") € F(P) for

every n € N, the equality constraint e(¢", u™) = 0 holds, i.e.,

(4.4a) —cAu" + 3-Vu" +¢"u" = f in Q,
ou'

(4.4b) co +ou" =g onl =00
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By multiplying (4.4a) with u™ and building the integral over Q we infer

/cHVu"H?Rde:—I—/ﬁ-Vu”u”dx—}—/q”|u”|2dx—|—/au”]2ds
Q Q Q T

:/fu”dx+/gu"ds.
Q T

(4.5)

Let us remind of the parametrized bilinear form B(-,-;q) : HY(Q)x HY(Q) —
R for fixed g > g, which we introduced in Section 2.2:

B(u,¢;q) = c/ Vu-V¢dx+a/u¢>ds+q/ u¢d$+/ B - Vugpdx
Q r Q Q
for u, ¢ € H'(Q),q € Z. Obviously equation (4.5) can be written as
B(u",u";q") = / fu"dx + / gu"ds.
Q r
Using Remark 2.11 we infer that

/Q futda + /F gu™ds = B, u" 4") > 0a(q")|u" 3 o)
holds, where

2
az(q") = min {;, q" — HiWRd} + min{O,aClg}.
c

By applying Young’s inequality (see Lemma A.2) with € = ﬁ twice, and
the trace theorem (see Lemma A.14) with Cr denoting the trace constant,

we deduce

az (@)l ) <IFllzzillullz2@) + gl 2l 2y

1 2 a2(qn) n||2 n
<
_ag(qn)HfHLz(Q)JF L 172(0) + Crllgllze 1wl 51 (o
1 2 @2(q") \ ny2 Clg 2
< + 22y +
O@(qn)Hny(Q) TRt QQ(qn)HgHy(r)
a3 qn) n
+ =l 1 0)-

Thus, we observe

1 C?

a2(q") 2 r 2
+
ag(q”) HfHL2(Q) ag(q") HgHL2(F)

2

"3 () <
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and therefore

I ey < s (s Ve + sl
= an(gm) \aa(q) T T ag(gn) 7D
2 2 20112
= m(”f”p(ﬂ) + CFHQHL2(F)) <C

for a constant C' > 0, provided a3(¢™) > 0. Since ¢" > ¢, for all n € N,
it follows by assumption that as(q") > aa(gs) > 0 holds for all n € N.
Then, {u"},ecn is uniformly bounded in the Hilbert space H'(f2), and thus
a subsequence converges weakly towards an element u* € H'(Q) (we write
u™ — u*), that means there exists a subsequence {u"* } ey with

lim (u"™ —u*, @) i) = 0 for all p € HY(Q).

k—o0

In particular,

(4.6) klim (u™ — u*)pdz =0 for all p € L?(Q)
—00 JO
and
(4.7) Jim [ V(™ —uT) - Vipde =0 for all ¢ € HY(Q)
— 00 Q

hold. Equation (4.7) is equivalent to
(4.8) / V(u™ —u*) - dz — 0 for all ¢ € L2(Q)%.
Q

Because the trace operator 7 : H'(Q) — L?(T) is linear and bounded, it
follows that

[rru™ 2y < sup  [l7rell 2y 1w g )
HW”HI(Q):l

< max  Crllellgollv™ g = Crllv™ | m@g) < C.
H‘P”Hl(g)zl

Since u™ is bounded in H*(Q2), 7ru™ is bounded in L?(T'), and thus mru™ —
mru* follows. Hence,

(4.9) lim [ (u™ —u*)pdz =0 for all p € L*(T)

k—oo J1
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is also a characterization of weak convergence.
Because (¢"*,u"*) € F(P) for all k € N,

/cVu"’“-dem—i—/ﬁ-Vu”’“godx—i—/anunkwdﬂf—/f@dx
Q Q Q Q

+/Uu"’“<pds—/gcpds:()
r r

holds for all k € N and for all ¢ € H'(Q). We view every integral term
in the sum containing u"* or ¢"* separately and check whether it converges
(weakly) towards the respective term with ¢* and u*.

It is clear that fQ cVu -V dx converges towards fQ cVu* -V dx because

/ cVu™ - Vodr — / cVu* - Veodr = / V(u™ —u*) - V(cp) de,
Q Q Q
cp € HY(Q), and (4.7). Because of the weak convergence of {u™}rcn the

claim follows.
The term fQ 8- Vu™ pdx converges towards fQ 0 - Vu* ¢ dz because

/Qﬂ'Vu”kgod:z:—/ﬂﬂ-Vu*Lpdw:/QV(u"k—u*)'(gpﬂ)dx,

B € L)%, and (4.8).
Next we view the term fQ q"*u"™*ne dx. We observe

’/q"’“u”’“(pdx—/q*u*gpdx
Q Q

:'/Q(q"’“u"k — ¢u)pdx

/Q(q"k —q*)U"’Ccpder/Qq*(unk —u*)pdr

<lg™ - ¢ / " | da
Q
T / (W™ — u*)(q"p) da
Q
<Ig™ — '] ™| g2 el 2

" /Q (™ — u*)(g"p) de|.

—~

Q)

The second term in the right-hand side converges towards zero because ¢*¢ €
L?(€2) and (4.6). For the first term, we infer ||u" || 2(q)|l¢ll12(0) < oo for



52

all k € N because |[u™||2(q) is bounded independently of ny and ¢ is in
L?(2), and because ¢™* converges towards ¢*, the whole term converges
towards zero.

Finally, we have to look at the term fF ou*pds. From

/Uu"‘“cpds - / ou*pds = /(u”’“ —u*)(op)ds,
r r r

op € L?(2), and (4.9) we conclude that e(¢™,u™) — e(q¢*,u*), and there-
fore e(¢*,u*) = 0.

It is shown in [39] that any norm, such as the L?(I')-norm in (4.2), is weakly
lower semicontinuous. That means, if " — u*, of course (u" — up) —
(u*—ur) holds as well, and due to the definition of weak lower semicontinuity
(see [39]) we obtain

- < li M — .
Ju uF||L2(F) > ki)ﬂolo | u UFHL?(F)

Therefore, we observe

inf J(g,u) = lim J(¢"*,u™) > J(q",u*),
ik ) (@) = lim J(g ) = J(¢",u)

so that (¢*,u*) solves (P). |

4.2 First-order necessary optimality conditions

The Lagrange function for (P) is given by

(4.10) L(q,u,p,A) = J(q,u) + (e(q, ), p) gy, a1 () + AMda — q)

with the Lagrange multipliers p € H'(2) and X € R.

To formulate first-order necessary optimality conditions for (P) in terms of
Lagrange multipliers we have to prove that J and e are Fréchet-differentiable
and that * = (¢*,u*) is a regular point.

Definition 4.3 Let By and By be Banach spaces and f : By — Bsy. If there
exists an operator A € L(B1, Ba) such that at some point v € B

o I f(z+y) — f(z) — Ayl B,
lyll 5, \O Iyl By

then Ay is called the Fréchet-differential of f(z) at x — written f(x;y).
The operator A is called the Fréchet-derivative of f(x) at x, and we write

A= f(x) and 0 f(z;y) = f'(2)y.

=0,
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Remark 4.4 On the Hilbert space R x H'(Q) we define the inner product
((q,w), (4, 0))mx (o) = (@& Or + (u, @) 1) = 47 + (U, U) g1
for (q,u), (4, ) € R x HY(Q) and its induced norm by
(g, W 10y = lal® + lullf -
Lemma 4.5 The operator J is Fréchet-differentiable.

Proof. First of all we compute the directional derivative for J in the di-
rection du. Therefore we proceed

J(q,u+tou) — J(q,u)

d .
VUJ(Q7 u)éu :*J(q, U+ t5’LL)|t:0 = l{%

dt t
i %fr |u—|—t5u—up|2ds—|-§|q—qd|2
N t

- %fr|“—ul“|2d3+ %‘Q—Qd|2

t
i & o (t? 0u? + 2t Su(u — ur))ds
_t{% t
o'

=lim — [ (to6u® + 26u(u — ur))ds = — ur)duds.

t{%2 F(uqL u(u — ur))ds oz/r(u ur)duds

By Definition 4.3, J is Fréchet-differentiable if

(g, u + 6u) — J(g,u) — VT (g, w)ou| _

im 0.
160l 71 () \O 0wl 771 ()

To prove that the directional derivative is also the Fréchet-derivative we
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proceed

(g, u+ 0u) — J(g,u) — VuJ(g,u)dul

« K « K
=|5 [+ su—urds+ Sla—ad? = 5 [ Ju—urfds = 5o - ad?
r r

- a/(u — ur)duds
T

= g/(]u—uﬂz—i-|5u\2+2(u—fur)5u)ds—g/\u—uFst
r r

- oz/(u — up)ouds
r

(0% o 0[02

and therefore

< lim
lI6ull g1y N0 H6u||H1(Q)
02
LQFH&U’H%F(Q) , aC%
< m e = im  —||6ul 1) = 0.
16ull 10y \O  [10ull 1 (@) I8ull g1y \O 2

It follows that

H(SuHHl(Q)\O ||5u||H1(Q) ’

thus J is Fréchet-differentiable with respect to u.
Since ¢ is a scalar, by setting V,J(q,u)dq = k(g — q4)dq we obtain

8] K
|J(q + 6q,u) — J(q,u) — VqJ(q,u)dq| = ’2 /F lu — up|*ds + §Iq + g — qa|?

« K
=5 = urPas = Sla - ad ~ sla - a0)sq
r

K K K K
=|3la = aal? + S10af? + vla — aal 16a] — Sla — aal” = r(a — a2)da| = 510ql?
and therefore

lim |J(q+dq,u) — J(q,u) — VqJ(q,u)dq|
1691 \0 |dq]
Elog* .
= lim = lim
1bal\0 [0g|  [gIN\0 2

K

|6g| = 0.
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Thus, J is also Fréchet-differentiable with respect to q. [

Lemma 4.6 The bilinear operator e is Fréchet-differentiable for all (q,u) €
R x HY(Q).
Proof. The directional derivative Ve(q,u) : R x HY(Q) — H(Q)" defined
by
d
Ve(q,u)(dg, ou) = ae(q + tdq, u + tou) ‘t:O
is given by

(Ve(q, u)(dq, 6u), @) g1y, 11 (Q) :/QCV&L -Veodz + /Qﬁ - Véupdr

—I-/ 5qug0da:+/q5u<pdfc+/05ugods
Q Q r

for (q,u) € RxHY(Q), o € H'(Q) and for the direction (dq, du) € Rx H(£).
We observe
le(q + dg, u + du) — e(q,u) — Ve(q, u)(dq, 0u)|| g1 (qy

= sup <6(q + 5Q7 u+ 5u) - e(q) u) - ve(q7 u)((SQa 6“)7 90>H1 Q) H(Q)
||<P||H1(Q>:1

= sup ((6((1 +0q,u + 6u), 0) iy, mr o) — (e(q, w), @) r Q) HL(Q)
||4P||H1(Q):1

—(Ve(q,u)(dq, 6u), <P>H1(Q)',H1(Q))
— sw [ swdupde< swp (aglloul o el
||4P||H1(Q):1 Q ‘P|H1(Q):1
< sup "sqwduHHl(Q)H‘PHHl(Q) = ’561\”(5UHH1(Q)
||4P||H1(Q):1
1 1
§§(|5Q\2 +|oul () < §\|(5Q75U)H§x1{1(9)’
thus,
L llela+ 0g,u+ 8u) — elg,w) = Velg,w)(0g,0u) 11 oy
H(‘S‘L(SU)HRXHI(Q)\O ||(6Q7 6u)||R><H1(Q)
. 1
< lim —
H((Sq’éu)HRle(Q)\O 2

(g, 5“)HRxH1(Q) =0.

Therefore, Ve(q,u)(dq, du) is the Fréchet-derivative of e(q, ). |
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Proposition 4.7 Let the assumptions from Proposition 2.10 hold. Then
the operator Ve(q,u) is surjective for all (g,u) € Quq x H*(Q).

Proof. For any F € H'(Q2) we have to find (d¢,é6u) € R x H*(Q) such
that

(4.11) (Ve(q,u)(dg, 6u), @) g1y, mr@) = (Fy ) ) 1 (9)

for all o € H(Q).

We choose dg = 0. Then we obtain

(Ve(q, u)(0,0u), ¢) g1y m1(0) :/QCV5U -Vedz + /Qﬁ - Viup dz

+/ q5ug0+/aug0ds.
Q r

Using the same arguments as in the proof of Proposition 2.10 we deduce
that — provided that as(g,) > 0 holds — there exists a unique element du
such that (4.11) is fulfilled for all (g,u) € Quq x H*(Q). n

Remark 4.8 Note that from the proof of Proposition 4.7 it follows that
Vue(q,u) s HY(Q) — HY(Q)' is bijective.

Now we are able to determine the Fréchet-derivatives of the Lagrange func-
tion with respect to the arguments ¢, u, and p and therefore formulate the
first-order optimality conditions to the minimization problem (P):

Theorem 4.9 (Necessary first-order optimality conditions) Let x*
(g*,u*) be a local solution to (P). Moreover, let the hypothesis of Propo-
sition 2.10 be satisfied. Then there exist associated Lagrange multipliers
p* € HY(Q) and \* > 0 such that the optimality condition

(4.12) k(¢" — qa)0q + / u'p*dgdr — N'6g =0
Q
holds for all 6q € R, the dual/adjoint equation

a/(u* — ur)duds —l—/ cVp* - Voudz
(4.13) r @

—|—/p*ﬂ‘V(5udx+/q*p*éudx—}—/ap*éudS:O
Q Q r
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holds for all Su € H'(Q), and the state equation
/ cVu* - Vopdx —I—/ G- Vu*opdx +/ g u*opdx
Q Q Q

—/fépdx—i-/au*épds—/gépds:()
Q r r

holds for all 5p € H'(Q). Equations (4.12)—(4.14) are called Karush-Kuhn-
Tucker (KKT) system for (P).

(4.14)

Proof. From Lemma 4.5 and Lemma 4.6 it follows that £ is Fréchet-
differentiable. From Proposition 4.7 and [35] it follows that there exist
unique Lagrange multipliers p* € H'(Q) and A\* > 0 such that

(4.15) Vo L(q",u*,p*, A*)dq = 0 for all ¢ € R,
(4.16) Vo L(q*, u*, p*, \)ou = 0 for all du € H'(),
and

(4.17) Vo L(q", u*,p*, \*)dp = 0 for all ip € HY(Q)

hold. Let us build the derivative of £ with respect to ¢ first:
Vo L(g*, u*,p*, X*)6q = k(¢" — q4)0q + / u*p*dgdr — N\*dq
Q

for any dq € R. Because of (4.15) we obtain (4.12).
Similarly, when we differentiate £ with respect to u we derive

Vo L(g",u™, p*, \*)ou :a/

(u* —up)duds +/ cVp* - Viudz
r

Q
+/p*ﬁ'V5de+/q*p*5uda:+/0p*5uds.
Q Q T

Due to (4.16), for the optimal point z* and the optimal Lagrange multipliers
p* and \*, this term must be equal to 0 for any direction éu € H'(Q), i.e.,
in the strong form we obtain the elliptic boundary value problem

—cAp* —3-Vp*+q'p* =0 in Q,
op*

n + (o +06-n)p* =a(ur —u*) on T

C
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By differentiating £ with respect to p, we obtain the weak formulation of
the equality constraint:

Vo L(q", u*",p*, \*)dp :/ cVu* - Vipdx +/ B - Vu*dpdz —|—/ ¢ u*opdx
Q Q Q

—/fépdx+/au*5pds—/g§pds
Q r r

for all dp € H*(Q2). Together with (4.17), this leads to (4.14). Note that the
strong form of the state equation (4.14) is nothing else but (4.1). |

Remark 4.10 From
VuL(q",u*,p*, A*) = Vo J (¢, u*) + Vye(g", u*) p* =0

we deduce
vUe(q*a U*)*p* = _VUJ(q*7 U*)v

where Vye(q*,u*)* : HY(Q) — HY(Q) is the dual operator of V,e(q*,u*)
satisfying

(Vuelq", u)*p, 0u) gy i) = (Vue(q™, u*)0u, p) gy, m1(@)

for all p,du € HY(Q).
From Remark 4.8 we know that V,e(q*,u*) is bijective, that means that it
18 also injective, thus p* is uniquely determined.

4.3 Augmentation of the inequality constraint

First of all we introduce the modified cost functional

1 N
(4.18) (@) = J(g,u) + 5 max{0, A+ o(ga - 9}
forg>0and5\>0.

Lemma 4.11 The inequality condition

(4.19) Ga—q" <0
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together with the non-negativity condition

(4.20) A*>0

and the complementarity condition

(4.21) N(qa—q") =0

for optimal \* and q* are equivalent to the equality
(4.22) A* = max{0, \* + 0(¢g. — ¢")}.

Proof. Due to (4.21), at least one of the two inequality conditions (4.19)
and (4.20) obviously must be active, that means that the respective equality
holds true. To prove that (4.19), (4.20), and (4.21) imply (4.22), we consider
three cases.

Let \* =0 and ¢, — ¢* = 0 hold. Then, of course, (4.22) holds.

Let A* > 0 and ¢, — ¢* = 0 hold. We find that max{0, \* + 0(¢gs — ¢*)} =
max{0,\* + 0} = \*, thus (4.22) holds.

Let A* = 0 and ¢, — ¢* < 0 hold. We observe max{0, \* + o(q, — ¢*)} =
max{0,0 + o(¢a — ¢*)} = 0, therefore (4.22) holds.

Now we presume that (4.22) holds. It is obvious that (4.20) holds. Assume
that g, — ¢* > 0 holds. Then we deduce for any p > 0 that

A =max{0,\* + 0(¢a — ¢")} = A"+ 0(qa — ¢*) > \*

By contradiction we find that ¢, — ¢* > 0 cannot hold, thus (4.19) holds.

Now let A* > 0. By assuming that ¢, —¢* < 0 holds, we set o = - >0
da — 4
and obtain
A =max{0,\" + o(¢q — ¢*)} = max {0,)\* R (ga — q*)} =0,

this is in the contradiction to the assumption that A* > 0. Thus, g, —¢* =0

and therefore (4.21) holds.

Next we investigate the case where ¢, —¢* < 0 holds. Assuming that \* > 0
*

and setting o = > 0 again, we deduce

Ga — *

A*
Ga — ¢

A* = max{0, \* + 0(¢q — ¢*)} = max {0, A — —(qa — q*)} =0.
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This is a contradiction again, thus \* > 0 cannot hold. Therefore, (4.21)
must hold. ]

With our new cost functional J f we have already integrated the inequality

constraint by the penalization term 2% max{0, A + 0(¢a — ¢)}2. Thus, we

obtain the following optimal control problem
(Pi) min Jf(q, u) s.t. (q,u) € R x H(Q) satisfies (2.1).

It follows as in the proof of Theorem 4.2 that (P¢) has a local solution.
Of course, this new minimization problem changes our KKT system, if
A+ 0(qa —q) > 0.

The optimization problem (Pg) itself is solved by a globalized SQP method.
This method is discussed in Section 4.3.1.

A solution to (Pff\) is also a solution to the original minimization problem
(P) for sufficiently large g, i.e. there exists a ¢ > 0 such that a solution to
(Pi) is a solution to (P) for ¢ > p. A proof to this claim can be found in
[9], for instance.

Summarizing these ideas we introduce the following algorithm:

Algorithm 4.1 (Augmented Lagrangian method) (1) Choose \° >
0, 0o > 0, and the augmentation factor 3¢ > 1. Set k = 0. Choose an
appropriate stopping criterion.

(2) Determine a solution "1 = (¢*+1, u¥+1) of (PS) with 0 = ok and \ =

\¥ and its associated Lagrange multiplier p*+!

4.2 (globalized SQP method).

by applying Algorithm

(3) Update the Lagrange multiplier by \*+1 = max {0, \¥ + o5 (g0 — ¢*)}.

(4) Unless the chosen stopping rule is satisfied, set og+1 = [0k, k = k+1,
and continue with step (2).
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The augmented Lagrange function is of the form
L£(g,u,p) =J5(a,u) + (e(0: ). P) 1 0y 111 (0

«Q K 1 “
:2/ lu — ur|?ds + §|q —qa® + % max{0, \ + o(qs — q)}?
r 0

+/cVu-Vpd:c+/ﬂ-Vupdx—i—/qUPdJC—/fpdﬂ?
Q Q Q Q

—i—/aupds—/gpds.
r r

We observe that Vqﬁ/g\ (q,u,p)dq is the only partial derivative that is different
compared to the partial derivatives of £(q,u,p,\). We obtain

VLS (g,u,p)8q = k(g — qa)dq + /Qupéq dz —max{0, A + 0(¢a — 4)}0q.

In the Hessian of E?\(q, u, p) the only entry that might differ from its corre-

%q7q)£§\ (q7 u? p)'
Obviously this entry remains unchanged only if A + o(g, — ¢) < 0 holds. If

A+ 0(qa — q) > 0 holds, we obtain V%q q)ﬁi(q,u,p) =K+ 0.

sponding entry in V2£(q, u, p, A) is the one where we calculate V

4.3.1 SQP method for (Pi)

We solve the minimization problem (Pg) in each (outer) iteration by the
method of sequential quadratic programming (SQP) — see, e.g., [37] for a
detailed analysis of this method. Applied to our optimization problem this
yields the following algorithm:

Algorithm 4.2 (Globalized SQP method) (1) Set ¢° = ¢*, v = ¥
and p° = pk; Set v = 0. Choose an appropriate stopping criterion. Set
0= o and A = \.

(2) For ¢*,u',p" calculate the Hessian Vzﬁi(qi,ui,pi) and the Fréchet-
derivative Vﬁg\(qi, ut, p?) with X = \¥ + 0(qq — ¢*) for each SQP iterate
a’ = (¢',u’).

(3) Compute the solution of the linear equation system V2£§3\ (¢, u', p) Az =
—Vﬁi(qi,ui,pi) where A% = (Aq, Au, Ap)T.
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(4) If Vixﬁf{(qi,ui,pi) is not coercive, modify the Hessian (see Section
4.8.2) and go back to step (3).

(5) Perform a L1-line search in the direction AZ (see Section 4.3.3) to
obtain the step size s.

(6) Unless the chosen stopping rule is satisfied, set ¢"t' = ¢' +s5Aq, u'T! =
u' 4+ sAu, ptt = pt + sAp, set i =i+ 1, and continue with step (2).
If the stopping criterion is satisfied, set ¢*t1 = ¢', uFt! = u', and
Pt = p' and continue with step (3) in Algorithm 4.1.

Since the SQP method is a second-order method, we require to compute
the Hessian of the Lagrangian. Therefore we formulate second-order opti-
mality conditions. Second-order conditions for finite-dimensional problems
are given in Theorem A.20 and Theorem A.21. For equivalent results in
infinite-dimensional problems we refer the reader to [35].

In order to formulate second-order optimality conditions, of course it is nec-
essary that the cost function J and the bilinear operator e are twice Fréchet-
differentiable. The proof that these functions are indeed twice Fréchet-
differentiable is straightforward and very similar to the proofs of Theorems
4.5 and 4.6.

Moreover, we have already shown in Proposition 4.7 that the operator
Ve(q,u) is surjective.

For numerical purposes (see Section 4.5) we will investigate sufficient second-
order optimality conditions for the generalized Lagrange function which is
given by

L£37(q,u,p) =J{(a,0) + {7(¢,4), D) jra oy 11 )

[0 K 1 N
22/ lu — up[*ds + Sla— aal® + 5, max{0, A+ o(ga 9}
r 0

+/cVu-Vpdm+/,6’-Vupdx+/’Yqupdﬂi—/fpdﬂf
Q Q Q Q

—I-/crupds—/gpds.
r r

Note that for v = 1 we have E?\” = £§.
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In order to ensure the sufficient second-order optimality condition we make
use of the following two lemmas.

Lemma 4.12 Letz* = (¢*,u*) solve (P) and let (dq, ou) € Ker(Ve(q*, u*)).
Then
6ull 1) < Culdq|

holds with Cy, := ”u”ﬂ
aQ(Qa)

Proof. Due to the definition of Ker(Ve(q*, u*)) we have Ve(q*, u*)(dq, du) =
0. Therefore

(Ve(q", u™)(dq, 6u), @) i1 (ay,m (2 Z/CV5U'Vst$
(4.23) Q

+/ﬁ'Véugpdx—I—/5qu*gpdx+/q*5ug0dx+/05ugpds:o
Q Q Q r

holds for all ¢ € H*(Q2). We find that (4.23) is the variational equation of
the elliptic differential equation

(4.24a) —cAdu+ - Vou+ ¢* du = —dqu” in Q,
(4.24b) ca;u +odu=0 on .
n

This differential equation corresponds to the state equation of the equality
constraint e(¢*,du) = 0, with f = —dgu* and g = 0. Thus, the functional
F € HY(Q) as introduced in (2.2) is given by

(Fy @)y, m) = /Q(—&JU*)SO dz.
From Remark 2.11 it follows that for any ¢ > g, we have

c Hﬁ”]%gd

§7QQ 2%

az(q) > aa(qa) = min{ } + min{0,cC%} > 0.

Hence, the inequality
B(6u, u; q) > a2(qa)l|dul 31 g

holds true for any ¢ > ¢q,. Due to Proposition 2.10 there exists a unique
solution du € H(€) to (4.24) satisfying

B(8u, ¢ 9) = (F, ¢) iy, i (o) for all ¢ € H'(Q),
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thus
<F, 5U>H1(Q)/7H1(Q) = B(5U7 ou; Q) 2 aQ(qa)H(suH%{l(Q)

holds. By defining the norm of a functional F € H(Q) as

I E |y == sup  (F,9) gy m1(@)
HSOHHI(Q):l
we deduce
00l gy < —— (F, du) < ——|IFlls oyl
, 1(Q) HI < 1(Q) 1
HY©) = o m@y @) S s IElm@yloullm e
therefore
P p— (F,¢)
u H(Q) > sup Hl(Q)/ H(Q)
as(q )Hwnm(m4
1
= /5qu*<pdm
@2(¢a) Hwnm(m4 Q
1
< (191 (w1 120
@2(ga) \\¢||H1(Q)_1 LA
1
<o (19! 1w 20l 22
@2(da) HLPHHI(Q)*I
1
< (181 1"l gy 2o
a2(qa) HAOIIHl(Q)—l
1
- 5q| || = C,|dq],
el e = Culsgl
which gives the claim. [

Remark 4.13 For the optimization problem (Pg) the optimality condition
(4.12) is replaced by

(4.25) k(" — qq)0q + / updq dz — max{0, A+ 0(qa — ¢")}dq = 0.
Q

The other two optimality conditions, namely (4.13) and (4.14), remain un-
changed.
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Lemma 4.14 Let (¢*,u*,p*) be a solution of the first-order necessary opti-
mality conditions (4.25), (4.13), and (4.14). Then

1p* (| 1) <

2
holds with Gi2(q,) = min {g, q— HBQHCRd } + min{0, (o + 8- n)C2} > 0.

Proof. The strong form of the adjoint equation (4.13) is given by

c%p + (o + 6 -n)p* = a(ur —u") onT.
n

We define the bilinear operator B (+,-;q) for any fixed ¢ > ¢, by
B(p*, ¢:q) :/ cVp* - V¢dx+/p*ﬂ : V¢dx+/ q*p*¢dx+/ap*¢ds.
Q Q Q r

Analogous to the proof of Proposition 2.10 we infer that for do(q,) =

2 A~
min{g,qa — ”i”fd} + min{0, (¢ + 8- n)C%} > 0 and F' € H'(Q) given

by

N

(B phmoyamie = [ alur —w)pds for p < H'(2)
the inequality R
B(p*,p*;q) > da(qa)lIp* 170 (g
holds. Moreover, we have
B(p*,¢;q) = (F, &) iy, m () for all ¢ € H'(Q).

We deduce

A

a2 (ga) D" 1310y < BO* 0% 0) = (B, 0" mvaym @) < I1E Ly 01 o)
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thus we find
P p—— . (B, )
P llHY(Q) == HYQ) = = sup y PIHY QY HL(Q
(©2) a2(qa) (©) é2(qa) pll71 (=1 (@), HY(Q)
1
=— sup / a(ur — u*)pds
@2(da) || 1 gy =1 /1
1
<= sup  (la(ur — u*)||2yllell L2(r))
@2(da) Jigl| 1 0y =1
1
<= sup  (la(ur —u*)| L2 Crlloll mia))
@2(da) gl ;10 =1
Cr .
=——la(ur —u")|| 2,
az(qa) H ( r )HL ()
which gives the claim. [

In [35] the following sufficient second-order optimality condition for infinite-
dimensional problems is proved.

Theorem 4.15 Let (¢*,u*,p*) be a solution to the first order optimality
conditions (4.25), (4.13), and (4.14). If Vgxﬁi’v(q*,u*,p*) is coercive on
Ker(Ve(q*,u*)), then (¢*,u*,p*) solves (Pif\).

The next theorem gives a sufficient condition that the assumption of Theo-
rem 4.15 is satisfied for (Pif\).

Theorem 4.16 Let (¢*,u*,p*) be a solution to the first order optimality
conditions (4.25), (4.13), and (4.14). If

é2(ge) min A
2(qa 27205

Cr|leur — u*)||2(r)

(4.26) v <

holds, then V%xﬁi’v(q*, u*, p*) is coercive on Ker(Ve(q*,u*)), thus (¢*, u*, p*)
solves (Pg\).

Proof. We have

VLS (a*,u*, ) (69, u), (¢, u)) = RIM\Q+2’y<5q/rp5uds+oz\|5UH%z(r)
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for (6q,du) € R x H'(Q2) and need to show that for (4.26) the coercivity of
V%mﬁi’v(q*,u*,p*) on Ker(Ve(g*,u*)) is guaranteed, i.e., that

holds for (d¢, d0u) € Ker(Ve(q*,u*)) and a constant n > 0.
Let us first consider the case where v = 0 holds. Clearly (4.26) holds.
Because of Lemma 4.12 we obtain

meﬁg\’o(q*, u*, p*)((6q, 6u), (3g, 0u)) =r|dq|* + oszuH%z(F)
K K
5o+ S+ a||5uuiz<p)

K 2
> min { 2 202 }H(&L 5u)||I%K><H1(Q)

Thus, (4.27) is satisfied with 1 := min {; 307 } > 0.

Now suppose that v > 0. Using Lemma 4.14 we deduce
VLS (¢%,u,p*) (69, 6u), (5q, Su))

> 6q|? + ou 27/ oq| |p*||0u| dx
164 + 202” i~ 27 | I3al "] 6
K >k

_§|5CI\2 + Cg H5UHH1 — 29[0g| [[p*[| L2 (@) 10/l £2(02)

K *
Z*|5Q\2 + 202 15ullF () — 27164l 10" |2 () 10wl 1)

Cr

2 *

> 5160”5 Il o) — 21 s e — ) o[l oul

>5 16412 Sull2, 9y CT u* L1612 + 116wl
_§| q| +ﬁll ullg (o) Vo (qa)lla( )HL2<r)§(| al” + (10wl F1(q )

v

K C *
(min{ 5 52}~ 75 sllatur = ) lzay ) 16060
Thus, if (4.26) holds, the constant

mind % 5L O — )
77 - 2 202 deQ(qa) OéuF u LZ(F)

is larger than zero, and (4.27) holds for n = 7. |
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Remark 4.17 Due to Theorem 4.16, coercivity of V?Cxﬁff\’ﬁ’(q*,u*,p*) is
guaranteed if

* dQ(Qa) . Y K
latur = )y < 50 win {5, %}

holds, i.e., the term v|a(ur — u*)||L2r) must be sufficiently small. Thus,
if u* is sufficiently close to the measurements ur on the boundary I' in the
L?-norm, the damping parameter v (compare Section 4.3.2) apparently can
be set equal to one.

The next theorem ensures local convergence of the SQP method with a
convergence rate 2.

Theorem 4.18 (Convergence theorem) Let (¢*,u*) be a solution to (Pff\).
Moreover, let Ve(q*,u*) be surjective, and let meﬁg(q*,u*,p*) be coercive
on Ker(Ve(q*,u*)). Then, since the SQP method is locally equivalent with
the Newton method applied to first-order optimality conditions, the conver-
gence of the SQP method we apply in our problem is local quadratic, i.e.,
there exists a p > 0 and a C > 0 such that

(g ™) = (0% u*, p) R () x 1 ()

S CH(anuzapl) - (q*au*ap*)H[%ngl(Q)XHl(Q) fOT all 1 S N,
if for the starting iterate ||(q°, u®, p*) — (¢*, D) rx a5 () H1 () < p holds.

Remark 4.19 The indefinite and symmetric linear equation system in step
(3) of Algorithm 4.2 can be solved, e.g., by means of the LU decomposition
or by an iterative method like GMRES. For the GMRES algorithm it is
useful to apply preconditioners to V2£§\(qi,ui,pi) — see [6],[7], and [8] for a
detailed review and analysis of preconditioners.

4.3.2 Damping of the Hessian

With Vim[,/@\ (¢, u,p) we denote the Hessian consisting of the second partial
derivatives with respect to the variables = (¢, u), only. That means that
ngﬁi(q, u,p) is of the form

2 po _( kto p
V:pxﬁj\(% u)p) - < P a )
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if A+ 0(ga — q) > 0 holds, and of the form

2 po _( kP
vzz‘cj\(%uvp)_<p Oé>

Trr

if A+ 0(gq — q) < 0 holds. Recall that the operator V2 Eg(q, u,p) needs to

be coercive on KerVe(g,u) in order to obtain a descent direction (see, e.g.,
[37]). This condition is not necessarily fulfilled for all iterates & = (¢, u,p). In
order to evade this problem we aim to damp the entries of V%xﬁg(q, u, p) that
possibly cause the non-coercivity of the Hessian. These entries are the partial
derivatives V%qmﬁg(q,u,p) and V%u’q)ﬁ?\(q,u,p). We modify the operator
meﬁi(q, u,p) a little and obtain the damped Hessian V?m/:)?\”(q, U, p):

2 rony _ [ r(+o)
V:va:ﬁj\ (Qa u)p) - ( ’Yp a )7

see [18].
Numerically, we require

(4.28)  V3L7(q" u*, p*) ((Ag, Au), (Ag, Au)) > n(|Ag? + | AulFr q))

for the direction (Agq, Au) as computed in step (3) of Algorithm 4.3.1, where
7 is a fixed value larger than zero. In any iteration ¢ we have

VieLS(d' u',p) (AG, Au'), (Ag', Au')) =k|Ag'[* + 27Aqi/rpi Au'ds
+ ol Au oy

For v = 0, we obtain a positive definite operator V:%xﬁ?\’o(qi, u?, p') because
of the positiveness of o and the positiveness of k. Yet, we aim to approximate
V%xﬁi(qi,ui,pi) sufficiently well. Therefore, we try to find a value for ~
between 0 and 1 that ensures (4.28). Note that for

(18G4 [ AuilZ ) — KIAGT — allAu | g

70y i= ' —
2Aq’/plAuZ ds
r

we obviously obtain (4.28). Thus, one possibility is to set

,yi ‘= max {0, min{fc'y, 1}}
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in each SQP-iteration ¢, with £ = 0.9, for instance.

4.3.3 Line search

The globalized augmented Lagrange SQP method still does not necessarily
need to converge, even if the iteration sequence appears to yield positive
definite Hessian matrices without exception. Therefore we try to overcome
this unpleasant state by applying an appropriate line search.

One possible line search technique is the Armijo-rule (see, e.g., [18]) which
demands that for the step size s the following inequality holds:

(4.29) '(s) = ¢'(0) < es(@'(1) — ¢'(0))

for a fixed constant ¢ € [107%,1073], where in each iteration i the function
" is defined for z' = (¢*,u') by

©'(s) = J(z' 4+ sAx®) + plle(z’ + SAxi)|]H1(Q) for s € [0, 1]
and its linearization @' is defined by
@'(s) = J(a') + sVJ (") Az’ + plle(z’) + sVe(a") Az’|| g1 (q) for s € [0,1]

for a penalty parameter y > 0.
Note that Ve(z')Ax! = —e(z?) holds (because of the third row of the KKT
system), and therefore we have

p'(s) = J(a") + sVJI(a") Az’ + plle(a) || 1 () (1 — 5) for s € [0,1]

The penalty term pf|e(z?) || 1 () in the so-called merit function (’exact penalty
function’, see [42]) can be motivated by the fact that we want to trade off

the descent of the cost functional J and the measuring of the violation of

the equality constraint e(z’) = 0. For a sufficiently large parameter u the

descent of the function ¢’ is guaranteed.

Numerically, one has to augment the parameter p until the condition

@'(1) — ¢'(0) <0

holds. This value for x is inserted into the functions ¢’ and @*. Now we can
start the actual Armijo-type line search. That is, we decrease the step size
s — for instance by one half — until (4.29) is fulfilled.
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4.4 Galerkin approximation of the SQP algorithm

In our numerical experiments we approximate the state u by a linear com-
bination of finite elements (see Section 2.3) or by a linear combination of
POD basis functions which we compute as described in Section 3.3.

Throughout this work, we will denote the FE based solution by u" and the
POD based solution by u‘. The coefficients to the respective basis functions
(the FE basis functions are denoted by ¢; for i = 1,...,npg and the POD
basis functions by ; for ¢ = 1,...,¢) are denoted by ulh and uf , that means

NrE

d(z) = 3 wli(e)
=1

and ,
u(z) = Zufv,bi(x).
i=1

The same can be done with the Lagrange multiplier p € H'(Q), thus we
define the FE-based approximation of p by

NrEe

p(x) =) plei(x)
=1

and the POD-based approximation by
l
pi(z) = pivi(x),
i=1

where p? and pf are the coefficients to the respective Galerkin ansatz func-
tions.

We want to discretize the continuous optimality conditions (4.12)—(4.14) for
the problem (P) by a finite-dimensional nonlinear system.
Let us take a look at the L2-inner product of the functions u” and p” first:

/Quh(g;)ph(x) de = /Q ; u?gpl-(:n) ; p?goj(a:) dx

NFENFE NFENFE

= Z Z u?/g@i(-%')@j<$) dz p;-l = Z Z H?MZ p;}.

i=1 j=1 i=1 j=1
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By M" we define the symmetric and positive semidefinite FE-based mass
matrix whose entries MZ are the L%-inner products of the FE basis functions
@; and ¢; for 1 < 4,5 < npg (compare (3.15) in Section 3.3). Thus, the
FE-discretization of the first optimality condition (4.12) leads to

(4.30) k(g = ga) + (") "M"p" — A =0,

where u” and p” are the vectors containing the coefficients {u/}*F and
{p “F in the FE approximations, respectively.

Let us introduce the symmetric and positive semidefinite matrix BD" e
RP/FEXNFE by

BD! = / i(z)p;(x) ds for 1 < i,j < npp.
r

Note that BD% = (pi(z), j(z)) L2(r) holds for 1 <i,j < npg. Hence, we
can write the term a/(uh — ul)ou" ds as

r
NFgE nNre
a/( —upéu ds—a/Zu—up vi(x Z&ujnp]
r
NFE NFE
—azz ul — (uf); /Fgoi(x)cpj(x)dstsu?
i=1 j=1

= a(u" — up)TBD"su”,

where du” is the vector containing the coefficients {Jul}"*F of the FE basis
functions, again.

Furthermore, we define the symmetric matrix and positive semidefinite ma-
trix SP € RrFEXnrE by

SZ = /Q/QV%(:E) Vo;(z)dz for 1 <4,j < npp.

Note that §" = S" — M" holds, where S stands for the stiffness matrix as
introduced in (3.16).
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Then we obtain

nrE NrEg
/ Vp - Vou dw = C/ V<Z p?%(ﬂﬁ)) : V( > 5u?<ﬂj(x)> da
@ Q =1 j=1
NFENMFE .
= > o / Vii(x) - V() da du? = (p")TeSou',
Q

i=1 j=1

Defining the non-symmetric matrix BE" € R"FEXFE by

BE?]- = / ©i(z)B - Voj(z)dr for 1 <i,j < npg
Q

we obtain
nNre nNre
/ "B Voul dr = / Z ploi(z)p - V< Z 5u?g0j($)) dz
Q ) j=1
NFE NMFE
=33 ol [ @) V(o) ded = (o) BE S
i=1 j=1 Q
Furthermore, we observe
NFE nrEe
/quhduh dz = /Qq Z plpi(x) Z 5u§-‘g0j(:c)
i=1 j=1

NFE NFE

=q) ) vl /Q pi(2)pj(x) dz sul = q(p") MM sul

i=1 j=1

and
nFE NFE
/Faphéuh ds = /Fa Z ploi(x) Z 511?(,0]‘(.’13) ds
i=1 j=1

NFE NFE
=0 Z Z plh /1“ wi(x)p;(x)ds (511? - U(ph)TBDhéuh‘
i=1 j=1

The FE-discretization of the optimality condition (4.13) is thus given by

(431)  aBD"(u" —uf) + (cS" + (BEM)T + gM" + oBD")p" = 0.
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We define the vectors f* € R*## and g € R"7E by
g = / F(@)ps(x) de for 1 < i < npp
0
and
ot — / g(@)pi(z) du for 1 < i < npp.
r

Similar to (4.30) and (4.31), we apply the FE-discretization to the optimality
condition (4.14) and obtain

(4.32) (¢S + BE" + ¢M" + ¢BD")u — " — g" = 0.

Next we turn to the POD Galerkin approximation of the optimality system
(4.12)—(4.14).

The POD basis functions {wzh le themselves can be written as linear com-
binations of the finite elements {p;};7F, i.e., for i € {1,...0} :

NrE

U () = Z Uiipr().
=1

The resulting matrix containing the FE coefficients of the POD basis func-
tions is denoted by U = ((U;;)) € Rm#ex¢,

When we look at the L2-inner product of the POD-based functions u¢ and
p! we obtain

¢ ¢
(ol — L (x Cops(z) da
/Qu(x)p (;U)daz—/Q;uﬂ/%( )j;pj%( )d

[
=33t [ e (o) da

i=1 j=1
Setting
NFE NMFE
Mj; = / Yi(@);(z) de :/ >_ 2 Uiei(@)Unjor() de
Q Q=1 k=1
NFENFE NFE NFE

=) ) Uy /Q pu(z)pr(x)dz =Y Y UUL,Mj, = (UTMMU)5,

1=1 k=1 1=1 k=1
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we observe that
M! = UTM"U € R™

holds. Analogously, we compute the matrices
BD! = UTBD"U € R*¢,
S*=UTS"U e R
BE! = UTBE"U € R,
as well as the vectors
" = UTth e R
and
gt =UTgh e RY
Then, the POD-discretization of the optimality conditions (4.12)-(4.14)
leads to

(4.33) k(g — qa) + ()M A =0,

(4.34) aBD (uf —uf) + (¢S8! + BEHT + ¢M* + oBD*)p’ =0,
and

(4.35) (cS' + BE! + gM’ 4 ¢BDY)u’ — £ — g’ = 0.

Note that these optimality conditions are generally of a smaller dimension
(¢ < npg) than those in (4.30)—(4.32).

Remark 4.20 The symmetric matrices M", S", BD", and the generally
non-symmetric matriz BE? can be computed with a software package like
FEMLAB. The corresponding POD matrices MY, ég, BD!, and BE’ can be
derived as described above. The same holds for the vectors f*, g, as well as

£, gf.

The discretization of the Hessian is done analogously as for the first-order
optimality conditions. Eventually we obtain the Hessian

K p’M u'M
MTp aBD (¢S +BE + ¢M + ¢BD)T |,
MZu ¢S+ BE + gM + ¢BD 0
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where the matrices M, S, BD, and BE and the vectors u and p stand for
those matrices and vectors that arise in the discretization either regarding
the FE basis or the POD basis. They should be replaced by M”, Sh, BD",
BE", u, and p" if we worked with the finite element basis, and by M¢, St
BD?, BEY, u, and p’ if we settled for the POD basis.

4.5 Numerical results in parameter estimation

We apply Algorithm 4.1 introduced in Section 4.3 in order to solve the pa-
rameter estimation problem. The FE-discretized problem is implemented
numerically in MATLAB 6.1, again, using routines from FEMLAB 2.2. In
the programming code we can choose if we want to make use of the POD
method for calculating the solution or to settle for the FE method as intro-
duced in Section 2.3. We will show that the usage of the POD method is
indeed reasonable in the problem we investigate in this work.

Because in our specific problem we usually do not have any given a-priori
estimation for ¢* (the parameter to be estimated) we should use a rather
small value for k. What we really care about is that the solution u* is really
close to the data ur on the boundary, so we should give a relatively large
value to the weight «.

The linear system in step (3) of Algorithm 4.3.1 can be solved by a LU-
factorization for the POD-discretized problem, if £ is sufficiently small. Since
the eigenvalues decay quite rapidly in the problems we investigated in this
work, a small value for ¢ already guarantees a good approximation of the
state u (compare Section 3.4). For the FE-discretized problem, we need to
apply the GMRES method because the linear system is of a much bigger
dimension and the LU-factorization alone would take much computing time.
As preconditioners for the Hessian we use an incomplete LU-factorization.

4.5.1 Parameter estimation with the POD method and the FE
method

Run 4.1 Let the setting be as in Run 3.1. Our aim is to estimate the ideal
coefficient igear = 25 from a measurement ug that is given by the boundary

values of the FE solution u?deal = WM (Gigeat) to (3.21), ice., up = uy =

uzhdeal ‘F :
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POD solution to the optimization problem Difference between POD solution and u 4

1
05 w 08
04

0.2

y-ads 00 X-axis y-axis 0o X-axis

Figure 4.1: Run 4.1: Solution u* to our augmented SQP algorithm (left plot) and
error between the solution and the exact data (right plot).

Let q, = 1 be the lower bound, i.e., Quq = {g € R : ¢ > 1}, and the
reqularization parameters be k = 0.001 and o = 10000 in (4.2). Moreover,
we choose qq = qq as our initial guess, since we presume that we do not have
any a-priori knowledge of the optimal parameter ¢;jeal-

We initialize Algorithm 4.1 with ¢° = g4 and u° = ug.

The resulting optimal POD state u® := u*, which is given by the solution of
Algorithm 4.1 when we are using the POD approximation, is presented in
Figure 4.1 (left plot). In the right plot of Figure 4.1 we see that ut is close
to the exact data u'?deal' Numerically, we observe

h J4 h l
||uideal —u ||L2(Q) ~ 00014 and Huideal —u HHl(Q)

~4.82-107%
Hu’?dealHLQ(Q) Hu?dealHHl(Q)

Moreover, we obtain q* = 24.9493 as the solution to our parameter identifi-
cation problem. Thus, we calculate a relative error of

19" = Gideatl 5 502 — 0.2%,

|Qideal |

The performance of Algorithm 4.1 using Algorithm 4.2 as the inner iteration
method is shown in Table 4.1. In the first outer iteration we need 6 SQP-
iterations — in the first SQP-iteration the step size is decreased to s = 1/16,
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and in the second SQP-iteration coercivity does not hold, so the damping
parameter v is reduced to 0.3677. The needed computing time of the SQP

’ Outer iteration ‘ SQP method 7" ‘
k=1 6 iterations | 24.9489971
k=2 3 iterations | 24.9492551
k=3 2 iterations | 24.9492513

Table 4.1: Run 4.1: Performance of Algorithm 4.1 with Algorithm 4.2 as the inner
iteration method for the POD-discretized problem.

solver is only 1.27 seconds.

Next we apply the FE approzimation of Algorithm 4.1 to the same problem.
The performance of the algorithm is shown in Table 4.2. Since the discrete

’ Outer iteration ‘ SQP method ‘ q" ‘
k=1 7 iterations | 24.9497474
k=2 2 iterations | 24.9497847

Table 4.2: Run 4.1: Performance of Algorithm 4.1 with Algorithm 4.2 as the inner
iteration method for the FE-discretized problem.

optimal control problem is of a much higher dimension than in the previous
case with POD approximations, the computation of the solution now takes
151.65 seconds. We obtain a solution of ¢* = 24.9498, thus we observe the
following relative errors (by setting u® := u*):

h h h h
Huideal —u HLQ(Q) ~ 0.0014 Huideal v HHI(Q) ~4.77 - 10_4
H u?deal HLQ(Q) Hu?deal HHl (Q)
and N
19" = Gideat] 5 002 = 0.2%.

‘qideal ‘

We test the algorithm on another example, based on the setting of Run 3.3
in Section 3.5.1.
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POD solution to the optimization problem Difference between POD solution and u 4

x10°

y-axis 11 w-axis y-axis 14

X-axis

Figure 4.2: Run 4.2: Solution u* to our augmented SQP algorithm (left plot) and
error between the solution and the exact data (right plot).

Run 4.2 Again we aim to estimate the ideal coefficient, which is now given
bY Qidear = 2, from a measurement ug that is given by the boundary values
of the FE solution u?deal = u"(Gigear)-

Let g, = 1 be the lower bound and the regularization parameters be k = 0.001
and a = 10000 in (4.2), as in the previous run. Moreover, we choose qq = qq
as our initial quess and initialize Algorithm 4.1 with ¢° = qq and u® = ug.

The optimal POD state and the difference between the POD state and exact
data are shown in Figure 4.2.
The relative errors are

e — w1l 22(0) e — w1l 1110

- ~1.93-107%, - ~ 415107
HuidealHLQ(Q) | witearl 1 (02)
and §
|q - Qideal| ~ 2.49 - 10—4‘
|Qideal|

The performance of Algorithm 4.1 is shown in Table 4.3. The computation
of the solution takes 1.81 seconds.
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’ Outer iteration ‘ SQP method g~
k=1 11 iterations | 2.0005028
k=2 3 iterations | 2.0004985
k=3 3 iterations | 2.0004981

Table 4.3: Run 4.2: Performance of Algorithm 4.1 with Algorithm 4.2 as the inner
iteration method for the POD-discretized problem.

Again we apply the FE-discretized SQP solver to the same problem and ob-
tain — after a computation time of 240.16 seconds and only one augmented
Lagrange iteration (with 14 SQP iterations) — a solution of ¢* = 2.00001.
Thus, the relative error is only

9" = Gideat] 51195
‘Qideal’
Moreover, we observe
h h h R
wl o —u ull, o —u
| ideal l22@) 4 351076 gna | ideal loi@) 5 931070
Huideal 2 () Huideal 7 Q)

4.5.2 Parameter estimation for noisy data with the POD
method and the FE method

As we mentioned in the beginning of Section 4, in many practical applica-
tions one gets measurements which are corrupted due to measurement noise.
In this section we investigate the case where we do not have an exact rep-
resentation for the data, but (little) perturbed measurements. In this work
we admit random noise in the size of 5% to the exact data u?deal.
Run 4.3 The setting is the same as in Run 4.1, except that the noisy data
is given by ur = ug = (1+0.05¢)ulty,_, r» where e : Q — [=1,1] is a mapping
with random function values. Nevertheless, we obtain a solution for q* that
18 close to gigear for any random wvariable. For one possible random noise
vector we present our results here. The relative errors are

h ¢ h ’
[ igear — v ||L2(ﬂ) ~ 0.0036 | Wigeqs — v HHl(Q)
~ 0. ,
||U?deal |2 ()

2 ~ 0.0012,
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g — vl 120 lug — || 1 ()

~ 0.0207, ~ 0.5117,
wall 20 wall 7o)
and .
10" = Gideall _ o 6051 — 0.51%.
‘Qideal’

Note that the function u’, which is part of the solution to our optimization
problem, is in fact closer to u?deal than our initial (noisy) data ug, which
has a relative error to uzhdeal of 0.0204 in the L?-norm.

The relative error between the solution and the noisy data in the H'-norm
s large, of course, due to measurement noise. The performance of the al-

gorithm, which takes only 0.42 seconds of computing time, is presented in

Table 4.4.

’ Outer iteration ‘ SQP method ‘ q" ‘
k=1 6 iterations | 24.8723549
k=2 3 iterations | 24.8725878
k=3 2 iterations | 24.8725841

Table 4.4: Run 4.3: Performance of Algorithm 4.1 with Algorithm 4.2 as the inner
iteration method for the POD-discretized problem.

In order to possibly improve the results in our parameter identification prob-
lem, one option is to use the a-priori solution q* from above and restart
Algorithm 4.1 with g3 = q* and ¢° = ¢*. Moreover, we reduce the reqular-
ization k to 0.0001. We hope to find a solution ¢** in the second cycle that
18 closer to Qigeai-
Setting ¢° = 24.8726 and rerunning the algorithm, we obtain an optimal
parameter ¢** = 24.9227. Thus, the new error of the estimated parameter is
only

|q* - Qideal|

~ 0.0031 = 0.31%.
‘Qideal’

The relative errors of the new optimal state u* = u** are now

h L h 14

A 7.3345- 1074,

Hu?deal Ir2() Huﬁldeal | £1(0)

and ,
|ua —u HHl(Q)
uall (o)

1
Ug — U
lua = wllez@) g 0905, ~ 05T,

luall 220
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If we repeat this procedure and set qg = ¢** and ¢° = ¢**, the results become
hardly better. For instance, we obtain ¢*** = 24.9228 and, for u® = u***,

||u?deal - UEHHI(Q)

} ~ 7.3335- 1074,
||uidealHH1(Q)

in the third cycle.

Again, the FE-discretization of Algorithm 4.1 is tested for the same problem

with noisy data. After a computing time of 170.8 seconds we obtain ¢* =
24.8516, thus
lq

19" = Gideatl 0059 = 0.59%.
‘Qideal’

Moreover, setting u" := u*, we observe

||u?deal - Uh||L2(Q) ~ 0.0042 Hu?deal - Uh||H1(Q) ~ 0.0014
[0} et L2 (2 S (oA (e veey ’
S P Jita = 110
——— 7 ~0.0208, ~ 0.5117.

wallz2(0) wall 7 )

When we are restarting Algorithm 4.1 with qq = ¢* and ¢° = q*, we obtain
¢ = 24.901 after 93.24 seconds of computing time, and for ul = uw** we
observe

h h h h
Huideal —u HL2(Q) ~ 0.0028 Huideal —u HHl(Q)
~ 0. s

A ~ 9.3737-107%,

l|ua — UhHHl(Q)

wall 7 )

h
Ug —Uu
lua = wlle2@) 6 0906,

~ 0.5117,
wall 20
and .
107 = Gigeatl o 004 — 0.4%.

|Qideal‘

As in the POD discretized algorithm, in a third cycle we hardly observe
better results.
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A Appendix

A.1 Basic linear algebra

Definition A.1 We define the Euclidian scalar product (-, )grm by

m
<IL’7 y>Rm = Z TiYi
i=1

and the respective induced norm || - ||gm by

|z||gm = /(x, )gm =

We often write simply x -y instead of (x,y)rm when it is clear that x and y
are vectors of the dimension m, for any m € R.

Lemma A.2 (Young’s inequality) For all a,b € R and every e > 0

b2
ab < ea® + =
holds.
Definition A.3 (Frobenius norm) The so called Frobenius norm || - ||r

of a matriz A € R™*™ s defined by

[AllF =

ZZ'A”P'

i=1 j=1

Lemma A.4 Let us introduce the trace of a matrix M € R™*™ by trace(M) =
> j—1Mj;. Then the equality

(A1) ||| = \/trace(AT A)

holds for any A € R™*™,
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Proof. We have

trace(ATA) = z": ATA z”:i AT )jidij = zn:f:AUA” = Zn: Y Am’
j=1 Jj=11i=1 Jj=11i=1 Jj=11=1
and therefore
trace(ATA) = i iA?j = Zm: iAsz = ||A|lr
j=1i=1 i=1 j=1
holds. [ |

Corollary A.5 Let U € R™*™ be an orthonormal matriz, that means that
UTU = I holds, where I denotes the identity matriz. Then ||A||r = |UA|r
holds for all matrices A € R™*"™,

Proof. By applying (A.1) twice we have
|UA||% = trace((UA)T(UA)) = trace(ATUTU A) = trace(AT A) = ||A||%,
thus the assertion holds. ]

Lemma A.6 For a symmetric positive definite matriz M € R™*™ we have
the eigenvalue decomposition

M =QDQ",

where D = diag(ni,...,mm) € R™™ with n; > 0 for all 1 € {1,...,m}.
Moreover, Q € R™*™ 4s orthogonal.

Definition A.7 For any a € R we define

= leag(nfév ooy U%)QTa

where the matriz Q € R™*™ as well as the positive values n;, 1 = 1,...,m,
are introduced in Lemma A.6.

Lemma A.8 The following properties hold:
(M%) = M,
MO8 = MMP for all o, B € R,
(Ma)T - M<.
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Setting a = %, we have

M2 = Qdiag(\/71, - /) Q-

Definition A.9 The Kronecker symbol §; is defined by d; = 1 if t = k
and d;, = 0 if i #£ k.

A.2 Basic functional analysis
Definition A.10 A collection M of subsets of R? is called a o-algebra if
0, R e M,
A€ M implies (RT — A) € M, and

if {A}ee, C M, then | ) Ag, (] Av € M.
k=1 k=1

Definition A.11 Let f: RY — R. We say f is a measurable function if
fHU) e M
for each open subset U C R.

Definition A.12 The adjoint operator A* : H — V to a given linear and
bounded operator A:V — H is defined as

<AU7U>H = <u7 A*U>V
foranyu eV andv e H.

Lemma A.13 (Cauchy-Schwarz inequality) Let V' be a Hilbert space.
Then

(w, v)y < [ullvv]lv

holds for all u,v € V.

Lemma A.14 (Trace theorem) Assume that § is bounded and I' = 0f)
is C*. Then there exists a bounded linear operator

T HY(Q) — L*(I)
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such that
U = ulp

and
Irrull 2y < Crllullg @

for each u € HY(Q), with a constant Cr > 0, named the trace constant,
depending on §2.

A.3 Optimization theory

Consider a finite-dimensional optimization problem of the form
(A.2) min J(x) for z € R" s.t. e(x) =0 € R™.

A solution to (A.2) is called an optimal solution to the optimization problem.
Definition A.15 (Feasible points) The set of feasible points is given by

F={zeR":e(x) =0}

Definition A.16 (Partial derivative) Let x € X" and y € Y™ with
n,m € N. The term ViJ(z,y) denotes the vector containing the entries
8‘] ’y for 1 <i<n, only.

Definition A.17 (Hessian matrix) The matriz of the second partial deriva-
tives of a function J : X™ — R containing the entries 7 Egm) at (V2J(x))s;
for 1 <i,j <mn, is called the Hessian matriz and denoted by V2.J(x).

Again, if z € X" and y € Y™ with n,m € N, the matrix V2_J(z,y) contains

the entries 86‘](;” Y) for 1 <4,j < n, only.

Definition A.18 (Regular points) The point x* € F is a reqular point
if the (weak) gradients Vei(x*), ..., Ven(x*) are linearly independent.

Thus, z* is regular if the matrix

Ve (z*)T
Ve(z*) = :
Ve (z*)T

is surjective.
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Definition A.19 (Local solution) The point x* € F is a (strict) local
solution to (A.2) if and only if

J(x) > J(x*) (J(z) > J(x¥)) for all x € (UNF)\{z*},
where U is a neighborhood of x*.

Theorem A.20 (First-order necessary optimality condition) Suppose
that * € R™ is a local solution to (A.2) and let z* be reqular. Then there
exists a unique vector of so called Lagrange-multipliers \* = (X%, ..., \5)T
satisfying the first-order necessary optimality conditions (KKT conditions)

VJ(x*) + Ve(z) T\ =0 R"
and
e(z*) =0€R™.
Introducing the Lagrange function £ : R™ x R™ — R by
L(z,\) = J(x) +e(x)TX = J(x) + (e(x), \)gm for (z,\) € R" x R™,

we observe that the first-order necessary optimality conditions for (A.2) can
be written as

Vi L(x*, A*) =0 and V,\L(z*,\*) = 0.

Theorem A.21 (Second-order sufficient optimality condition) Suppose
that x* € F is a regular point and let x* together with \* € R™ satisfy

VJ(z*) + Ve(z*)TA\* =0 ¢ R"

and
e(z*) =0€eR™.

Moreover, let the matriz
Ve L(x*, \*) = Vi J (27, /\*)—I—Vme(:r*)T)\* = Vo J (2%, )\*)—i—z A Vagei(z™)
i=1

be positive definite on Ker(Ve(x*)), i.e., vT Ve L(x*, X )v > 0 for allv € R®
which satisfy Ve(z*)v = 0. Then x* is a strict local solution to (A.2).
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