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Abstract. In the context of model reduction, we study an optimization
problem related to the approximation of given data by a linear combina-
tion of transformed modes, called transformed proper orthogonal decom-
position (tPOD). In the simplest case, the optimization problem reduces
to a minimization problem well-studied in the context of proper orthog-
onal decomposition. Allowing transformed modes in the approximation
renders this approach particularly useful to compress data with trans-
ported quantities, which are prevalent in many flow applications. We
prove the existence of a solution to the infinite-dimensional optimization
problem. Towards a numerical implementation, we compute the gradi-
ent of the cost functional and derive a suitable discretization in time
and space. We demonstrate the theoretical findings with three numerical
examples using a periodic shift operator as transformation.

Keywords: Nonlinear model order reduction + Transport-dominated
phenomena - Transformed modes - Gradient-based optimization

1 Introduction

Projection-based model order reduction (MOR) typically relies on the fact that
the solution manifold of a (parametrized) differential equation can be approxi-
mately embedded in a low-dimensional linear subspace. The best subspace of a
given dimension, where best is understood as the minimal worst-case approxi-
mation error, is characterized by the Kolmogorov n-widths [14]. In practice, the
minimizing subspace for the n-widths is difficult to compute. Instead, one relies
on the proper orthogonal decomposition (POD) [11], which is typically com-
bined with a greedy-search within the parameter domain, to get an approximate
solution. In more detail, for given parameters u, € M (o = 1,...,¢), associ-
ated data samples z(t, z; pi,) with time variable ¢ € T := [0, T, space variable
z € 2 C R?, and desired dimension r € N of the low-dimensional subspace, POD
determines orthonormal basis functions of a low-dimensional subspace solving
the minimization problem
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with a;(t; o) := (z(t, 25 po ), pi(x)) fori=1,...,r,0=1,...,¢,
s.t. (pi,pj) =6 fori,j=1,...,r

2
dt

2(t, x5 pe) — Z i(t; o) pi()

If the n-widths, respectively the Hankel singular values for linear dynamical sys-
tems [33], decay fast, then one can expect to construct an effective reduced-order
model (ROM) able to approximate the full dynamics with a small approxima-
tion error. Although one can show exponential decay for a large class of problems
[18], it is well-known, see for instance [7,10], that the decay of the n-widths for
flow problems is typically slow, thus conspiring against MOR. The main rea-
son for slowly decaying n-widths is that flow problems often exhibit a strong
space-time coupling, thus conspiring against the separation of space and time
inherent to the definition of the Kolmogorov n-widths and POD approximation.
Consequently, POD is often not able to produce accurate ROMs with a small
number of modes.

To remedy this issue prevalent in transport-dominated phenomena, several
strategies have been proposed in the literature. We refer to [7,12,15,22-24,27,
31,32,34] to name just a few. One promising approach, introduced in [16,26,30]
and formalized in [3,6], is to replace the POD minimization problem with

1< /T
mIHQU;/O

thus accounting explicitly for the transportation of quantities throughout the
spatial domain. Let us emphasize that in the above formulation we may have
x—p;(t; o) & §2. This may be resolved by a periodic domain, by an extrapolation
approach [5], or by defining the modes on an extended domain {2 [3, Sec. 7.2].

Consequently, the linear subspace in the Kolmogorov n-widths is replaced
with a subspace able to adapt itself to the solution over time, hence rendering
this a nonlinear approach, which we refer to as transformed POD (tPOD). Note
that in contrast to the POD minimization problem (1), we do not require the
modes to be orthogonal to each other. This is due to the fact that in the setting
of (2), we would need orthogonality of ¢;(z — pi(t; o)) and @;(z — p;(t; o))
for all ¢ # j,t € [0,T], and o = 1,...,¢, which is in general not a reasonable
assumption, cf. [3, Ex. 4.4] for an illustrative example.

In the past years, there have been some attempts of solving discretized ver-
sions of (2) or related minimization problems. In [26], the authors propose a
heuristic iterative method for computing a decomposition of a given snapshot
matrix by an approximation ansatz as in (2). The numerical experiments indicate
promising results, but it is not clear in which situations the proposed method
actually determines an optimal solution. Another heuristic has been recently
proposed in [5, sec. 5.2.1] and it is applied to snapshot data of a wildland fire
simulation. This method is based on a decomposition of the snapshot matrix
and involves a small number of singular value decompositions without requir-
ing an iterative procedure. The numerical results presented in [5] demonstrate

@

2t w5 p10) = Y 0t o )pi (2 — pi(t; o))
i=1



Modal Decomposition of Flow Data via Transport Optimization 205

the effectiveness of this approach, but it is in general not optimal in the sense
of the minimization problem (2). In contrast, the method introduced in [30]
directly solves a fully discretized version of (2) by determining optimal modes ¢
and coeflicients «, but assumes the paths p to be given or determined in a pre-
processing step. A similar optimization problem has been proposed in [25] and
ailms at approximating the snapshot matrix by a sum of matrices representing
different reference frames while achieving a fast singular value decay in each of
the reference frames. The corresponding cost function is shown to be an upper
bound for a fully discretized version of (2) and the cost functions coincide for
the special case that only one reference frame is considered, i.e., if the same shift
is applied to all modes in (2). Again, the paths are not considered as part of
the optimization problem, but instead determined in a pre-processing step via
peak or front tracking. On the contrary, the authors in [20] focus on determin-
ing optimal paths, whereas the determination of optimal ansatz functions and
coefficients is not addressed. Moreover, to simplify the optimization problem,
the paths are sought within a low-dimensional subspace consisting of predefined
time-dependent library functions. As in the case of the other mentioned works,
also the authors in [20] consider a fully discrete optimization problem.

We conclude that a gradient-based algorithm for the full optimization prob-
lem (2) is currently not available. Besides, a rigorous proof showing that (2)
has a solution is missing in the literature. A notable exception is provided in
[3, Thm. 4.6], albeit under the assumption that the path variables p;(t) are
known a-priori. In this paper we aim to close this gap. Our main contributions
are the following:

1. We show in Theorem 3 the existence of a minimizing solution for the optimiza-
tion problem (6), which generalizes the minimization problem (2). Afterward,
we reformulate the constrained minimization problem (6) as unconstrained
problem (9) by adding appropriate penalty terms and conclude from Theo-
rem 3 that also the unconstrained problem has a solution, cf. Corollary 1. In
addition, Theorem 5 details that the solution of the unconstrained problem
converges to the solution of the constraint problem.

2. We compute the gradient of the unconstrained problem in Theorem 7, which
enables the use of gradient-based methods to solve (2). In this context, a
remarkable finding is that the paths have to be sufficiently smooth (e.g. in
H(0,T)), since otherwise some directional derivatives of the cost functional
with respect to the paths may not exist, c¢f. Example 2.

3. We discuss the discretization of the gradient in space and time in Sect.4 and
explicitly compute the path-dependent inner products for the shift operator
with periodic boundary conditions in Example 3. Finally, the effectiveness of
gradient-based optimization is demonstrated for several examples in Sect. 5.

Notation. We denote the space of real m x n matrices by R™*" and the trans-
pose of a matrix A is written as A". Furthermore, for a vector with n entries
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all equal to one we use the symbol 1,,. Besides, for abbreviating diagonal and
blockdiagonal matrices we use

ay Ay
diag(a,...,a,) = , blkdiag(Ay,...,4,) = ,
(075 An

respectively, where a1,...,a, are scalars and Aj,..., A, matrices of arbitrary
size. For the Kronecker product of two matrices A and B we write A ® B.
The space of square-integrable functions mapping from an interval (a,b) to
a Banach space 2 is denoted by L2(a,b; 2°) and, similarly, the space of
essentially bounded measurable functions by L (a, b; Z7). Furthermore, we use
H'(a,b; 2°) for the Sobolev subspace of functions in L?(a,b; 2°) possessing
also a weak derivative in L?(a,b; 27). The corresponding subspace consisting
of H'(a,b; Z°) functions whose values at the boundaries a and b coincide is
denoted by Hécr(a, b; Z7). Besides, for the space of continuous functions from
[a,b] to Z we use the symbol C([a,b]; Z7). For the special case 2" = R, we omit
the last argument, i.e., we write, for instance, L?(a,b) instead of L?(a, b;R).

2 Preliminaries and Problem Formulation

To formalize the optimization problem (2), we introduce the following spaces and
notation. Consider a real Hilbert space (£, (-,-)2 ) with induced norm || - || 2,
and let % denote a dense subspace of 2" that itself is a reflexive Banach space
with norm || - ||z . Our standing assumption is that we are minimizing the mean-
squared distance to the data z € L?(0,7; %) in the Bochner space L?(0,T; 2")
with the additional requirement that the modes ¢; are elements of #/.

To formalize the meaning of ¢;(z —p;(t)) in (2), we follow the notation in [3]
and introduce a family of linear and bounded operators 7;: &; — #(2°) with
real, finite-dimensional vector space &7;, for which we postulate the following
properties, taken from [3, Ass. 4.1].

Assumption 1. For everyi=1,...,7, every ¢; € %, and every p; € &;, the
operator T;(p;) is ¥ -invariant, i.e., T;(p;)? C ¥, and the mapping

Py — X, pi — Ti(pi)pi

18 continuous.

A particular example for such a family of operators is given by the shift
operator with periodic boundary conditions, see for instance [3, Ex. 5.2]. For
further examples we refer to [2,15].

For the ease of presentation, we restrict ourselves to the case &; = R, and
emphasize that all results can be generalized to &; = R™: for some m; € N. For

Z = L*0,T;R") x H*(0,T;R") x #" (3)
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let us define the cost functional
2

1
J:f%Ra (a,p,cp)'—>§

T
2= T (pi) i
i=1

L2(0,T;2)

and for C' > 0 the space

Ac = {(a,p, ) € Z | max {|pillw, |l 20, IPill o } <C}, (5)

where we use the notation @ = (aq,...,q,) to denote the coefficients of a
and analogously for p and ¢. To ensure that the norm in (4) is defined, we
invoke the following assumption, which is for instance satisfied if the family of
operators 7;(+) is uniformly bounded, cf. [3, Lem 4.2].

Assumption 2. For everyi=1,...,r, a; € L*(0,T), p; € H'(0,T), and every
w; €Y, we assume
a;Ti(pi)ei € L*(0,T; 2).

With these preparations, the constrained minimization problem that we are
interested in takes the form

min J (aapa LP) , st (avpa "P) € Ac. (6)
(et,psp)

Note that we have set £ =1 in (2) to simplify the notation. We emphasize that
it is straightforward to generalize all results to £ > 1.

3 Main Results

As first main result, we discuss the existence of a solution for the optimization
problem (6), thus generalizing [3, Thm. 4.6] to include the path variables.

Theorem 3. Assume that the reflexive Banach space % is compactly embedded
into &, and let z € L*(0,T;%). Furthermore, let the family of transforma-
tion operators satisfy Assumptions 1 and 2. Then the constraint minimization
problem (6) has a solution for every C' > 0.

Proof. The proof follows along the lines of the proof of [3, Thm. 4.6], with slight
modifications to account for the optimization with respect to the path variables.
Let C' > 0. We first observe that the optimization problem possesses a finite
infimum J* > 0. This follows directly from J > 0 and (0,0,0) € Ac. We may
thus choose a sequence (a®, p*, o*)ren € Ac satisfying

klim J(a®, p* pF) = J*.
Additionally, we have

2
H (", p", ") HL2(O,T;R7') X H1(0,T;R")x % "

= ”ak”%Q(O,T;Rr) + ”pk”%ﬂ(O,T;RT) + "% < 3rC?
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for all k € N, such that the Eberlein-Smuljan theorem [35, Thm. 21.D] ensures
the existence of a weakly convergent subsequence (o=, pF~ k), cny C Ac
with weak limit (a*,p*, ¢*) € Ac, cf. [35, Prop. 21.23(c)]. Due to the com-
pact embeddings % — 2~ and H'(0,T;R") — L?(0,T;R"), we conclude that
(¥ )pen and (p*n),en converge strongly in 2 and L2(0,T;R") to ¢* and p*,
respectively, cf. [35, Prop. 21.35]. Using [29, Thm. 3.12], we conclude the exis-
tence of a subsequence, for which we use the same indexing, such that (p*~), ey
converges pointwise to p* for almost all ¢t € (0,T).
For the next part of the proof, we introduce the mapping

B: ¥ — L*0,T; 2), (o, p, Za'fpz i (7
with 2 as defined in (3) and notice

1
J(a,p,p) = §HZ - 5(a7pa90)“%2(0,T;%)-

If B(akn, pkn k) converges weakly to B(a*,p*,*), then the weak sequen-
tial lower semicontinuity of the norm, see for instance [35, Prop. 21.23(c)],
implies that (a*,p*,¢*) is a minimizer of J. It thus remains to show that
B(akn, pkn pkn) converges weakly to B(a*, p*, *).

To this end, we observe that

1Ty (8) 5 — Ta(pi (£)¢" |
<T@ (0)es = Tiwi ()i o + I Tpi (8)ei™ — Ti (D)9 |

together with Assumption 1 and the strong convergence of (@f”)neN in &
implies
1T ())ei = Tipi (8)@* |l — 0 forn — oo
fori=1,...,7 and almost all ¢t € (0,T). Let f € L?(0,T; Z°). Then clearly
<f(t),Ti(pf”(t))@f Yo = (f(8), Ti(pi(t))¢i)2  forn— oo
fori=1,...,r and almost all ¢t € (0,7") such that [35, Prop 21.23 (j)] implies
kn (ki Fn
;<ai 7<f77;(pi )‘pz >J >L2(OT)_)Z; zv 7 pz 901> >L2(0T)
for n — oo and thus
Blakr, pM k) = Bla*,p*, ") forn — oo,

which completes the proof. a
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For numerical methods, it may be easier to work with unconstrained opti-
mization problems. To this end, we use a penalty method, see for instance
[17, Cha. 13.1], i.e., we add the constraint equation with a penalty parameter to
the cost functional. In more detail, we assume for C' > 0 a penalty functional

Acl % — R (8)
with the following properties available.

Assumption 4. The penalty functional (8) is continuous, weakly sequentially
lower semicontinuous, non-negative and has the following properties:

- We have Ac(a,p, ) = 0 if, and only if, (a, p, ) € Ac.
~ For any sequence (o, p*, %) with

max{||a® || 20,0y [P* |1 (0,780, 19" lon} — 00 for k — oo,
we have Ac(a®, p¥, p*) — oo for k — co.

Example 1. The penalty functional

.
Aelenp.p) ==Y max{0,max{ ol 2009 [Pill g 0.1 - il } — C)

i=1
satisfies Assumption 4.

The penalized cost functional is then given as

Jo(a,p, e, N) == J(a,p,p) + Mc(a,p, @)

with penalty coefficient A > 0. The associated (unconstrained) minimization
problem is thus given by

min  J, a,p, P, A 9
(p e cla,p,p,A) (9)

with 2 as defined in (3) and given A > 0.

Corollary 1. Let the assumptions of Theorem 3 and Assumption 4 be satisfied.
Then for any C > 0 and any A > 0 the optimization problem (9) has a solution.

Proof. Similarly as in the proof of Theorem 3, we conclude the existence of a
finite infimum, such that we can choose a minimizing sequence (o, p*, o) € 2.
Due to Assumption 4, we deduce that (ak, p*, wk)keN is bounded in &, i.e., there
exists some C' > 0 such that (aF, pk, p*) € Ag for all k& € N. The remaining
proof thus follows along the lines of the proof of Theorem 3. O

Theorem 5. Let (\¥)ren € R denote a non-decreasing sequence of positive
numbers with limy_.c \F = oo, and let C > 0. For k € N, let (a*, p*, ") €
Z denote a solution of (9) with penalty parameter \*. If the assumptions of
Corollary 1 are satisfied, then any limit point of (o, p*, @ )ren is a solution

of (6).
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Proof. The proof follows along the lines of the proof of the main theorem in [17,
Cha. 13.1]. Let (a*,p*, ¢*) € Ac denote a minimizer of (6) with minimum J*.
Then for every k € N we have

JC(akapka‘pk’)‘k) < :fC(
< Je(

k+1 k+1
D P

P

a k+1,Ak)
k+1 k+1 k+1 k+1
" p S AT

and
J(akapk,sok) S jC(akvpk7§0kaAk) S jC(a*vp*7<P*7>‘k) = J(a*,p*,c,o*) = J*'

Thus (jc(ak,pk, @*, A\¥))ren is a monotone sequence bounded above by J*. We
thus set B _
J¢ = lim Jo(a, p*, o \F) < J*. (10)

Let (a®», pFn Fn) denote a convergent subsequence with limit (af, pf, ') and
set
Jti= lim J(ab, pbr, ) = J(al,pl, o), (11)

n—oo

using the continuity of J. Subtracting (10) from (11) yields

lim A Ao (afn, phn, phn) = jé —Jh
n—oo
Assumption 4 and A\*» — oo for n — oo together with the continuity of A¢c thus
implies
AC(aTapT7 ‘PT) = lim AC (akn7pkn ) (Pkn) = 03
n—oo

showing (af,p’, ') € Ac. We conclude

Jt= lim J(ab, pbr, ) < J%,

n—oo
which completes the proof. O

Although (9) is an unconstrained optimization problem, we still have to
choose a suitable constant C' > 0 for the admissible set. Let us emphasize that
the proofs of Theorem 3 and Corollary 1 heavily depend on the fact that we
have bounded sequences, which is the main reason for the constant C > 0 in
the admissible set (5). However, we observed faster convergence in our numerical
experiments when considering the unconstrained minimization problem without
penalization. For this reason and the sake of a concise presentation, we consider
in the following only the unconstrained optimization problem (9) with penalty
parameter A = 0. Nevertheless, we emphasize that adding the derivatives of the
penalty terms to the gradient formulas is straightforward as long as the partial
Fréchet derivatives of A¢ are available.

To solve the optimization problem (9) with penalty parameter A = 0 numeri-
cally, we employ a gradient-based algorithm and thus have to compute the gradi-
ent of the objective function (4). It is easy to see that the directional derivatives
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of J with respect to the coefficient function a € L?(0,T;R") and the modes
@ € %7 in directions d € L?(0,T;R") and h € ", respectively, are given by

aa dJ(a b, Z <Z O[] J pJ ,dzlfz(pz)@z> ’ (123)

L2(0,T;2°)

Op nd (0, P, Z <Z ;T (pj)e ,oziﬂ(pi)h,-> . (12b)

L2(0,T;2)

The situation is slightly different for the partial derivative with respect to the
path variable. First of all, we have to ensure that the transformed modes are
differentiable (with respect to the path variable), i.e., we have to evoke the
following assumption.

Assumption 6. For every p; € % and everyi=1,...,r, the mapping
R — %a Di — Z(pz)@’n

is continuously differentiable with derivatives m Z . For p; € R we denote the
derivative by 8‘2 T: (pi) pi € 2 and assume ala -Ti(pi)pi € L*(0,T; Z°) for all

a; € L*(0,T) and all p; € H'(0,T).

In this case, the directional derivative in direction g € H*(0,T;R") is given as

Op.gJ (0, P, Z <ZO‘J i (i)es — 2 i {a?)ilfi(pi)%} 9i> - (12¢)

L2(0,T;2°)

Note that the Sobolev embedding theorems, see for instance [35, Thm. 21.A.(d)],
imply ¢; € C([0,T]) € L*(0,T), such that (12¢) is defined.

Theorem 7. Let the transformation operators satisfy Assumptions 1, 2, and 6.
Let (o, p, ) € & and assume

Ti(pi)pi € L=(0,T; Z'), (13a)
ail| Ti(ps)|| € L*(0,T) (13b)
for i = 1,...,r, then the partial Fréchet derivatives of the cost functional J

(defined in (4)) with respect to the coefficients, paths, and modes at (e, p, p) € &
are given by

OaJ(,p, )(d) == On.aJ(c,p, p), vd € L*(0,T;R"), (14a)
O (a,p,¢)(g) = 0pgJ(a,p, ), Vg € H'(0,T;R"), (14b)
9pJ(at,p, p)(h) := Op nJ (x, P, ), Vhed", (14c)

with directional derivatives as defined in (12).



212 F. Black et al.

Proof. Tt suffices to show that J is partially Fréchet differentiable with respect
to the coefficients, paths, and modes. Let (a,p, ¥),(d,g,h) € Z. Using (13a)
we obtain

2

1 T
J(a + dap7 ('P) - J(a7p7 (P) - 8a,d‘](a)p7 SD) = 5 Zdl/];(pl)@z
i=1

L2(0,T;2°)

IN
—_

r 2
5 duax 1Zi(pi) il Lo (0,72 (Zldillwom))

i=1,...,7 :
i=1

2
r
< 5izfrllf}?fr||Ti(pi)<ﬂz'”%oo(o,T;3z')||d||%2(o,T;]Rr)
and thus
lim |J<a+d7pa90)_<](a’p790)_aayd‘]<avpa90)| =0
lldll L2 (o, 7;rry—0 ||dHL2(0,T§R7‘)

We conclude that J is Fréchet differentiable with respect to the coefficients
with Fréchet derivative as in (14a). For the partial derivative with respect to the
modes we obtain
2

J(a,P790+h)*J(a,pﬂp),a%h(](a,pﬂo)
1 T (< 2
5/0 <§:|O‘i(t)|’E(pi(t)”HhiH%) dt

Il / (Zu I To(oi( >>||> dt.

Using (13b), we observe that the integral is finite. Similarly as before, we thus
conclude that J is Fréchet differentiable with respect to the modes with Fréchet
derivative as in (14c). We conclude our proof for the partial derivative with
respect to the path variable. Note that the Sobolev embedding theorem [1,
Thm 4.12, Part I, Case A] implies that the Sobolev space H'(0,T) is contin-
uously embedded into the space L*°(0,T), i.e., there exists a constant v > 0
independent of g;, such that ||g;|| Lo 0,7y < Y| g:l a1 (0,7)- We define

5 Z%'E(pi)h
i=1

L2(0,T:2°)

fi(pi, @i, 9i) = Ti(pi + 9i)pi — Ti(pi)pi — {6%1.7;(1?2')] 9i-

For g; = 0 we have f;(p;, @i, 9:) = 0 for almost all ¢ € (0,T'). For ||g;|| g1 (0,7) # 0,
let us define T; := {t € (0,T) | gi(t) # 0}. Then

(2,0 fi(Dis i, 9i)) 120,752 < 7/T () <z(t), fi(pi(t)a@ivgi(t))>% dt.

9l 5 0,7) l9:(t)]
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From Assumption 6 we conclude

(2, @i fi(pis @i, gi)>L2(0,T;3t’)

im =0,
lgill 521 0.2y —0 Ig:ll 52 0,1)
and thus .
lim Zi:l <Z?aifi(piawivgi»Lz(O’T;gj) —0
gl s o, 7ir)—0 lgll & 0,7

Furthermore, using § as defined in (7), we obtain

2
518, p+9,0)7207.0) — 5 18,2, @) 2012
3 (s s (BT

% ||ﬁ(a,p+g,<p) - 5(&,]), LP) + 5(a,pa¢)‘|i2(o,T;%)
2
— 5 18,2, @) 120002

_ Z< (o, p, ), {%E(pj)@j] gj>L2(07T;%)

= %Ilﬂ(a p+9.¢) — Bla.p. o)1)

+Z (a,p, O‘Jf3<pja‘PJ=9J)>L2(0,T;$K)'

Similarly as before, we obtain

1 ||6(a7p +ga¢) - ﬂ(avpa LP)H%Q(QT;%)

im - =0,
191l 111 (0, 735y —0 2 gl e 0,7mm)
y (Bloe,pop), 251 i fi (P 32 93)) 120 iy 0
1m = U.
HQHHI(O,T;RT)—)O HgHHl(O,T;RT)

Combining the previous results, we thus infer

- |J(c,p+g,¢) — J(a,p, ) — DpgJ(c,p,p)]|
gl 21 0, 7;rm) —0 HQHHl(o,T;Rr)

207

which concludes the proof.

213

O

Remark 1. If the family of transformation operators is uniformly bounded, i.e.,

there exists some C > 0 such that

IZi(pi)| <C for all p; €R,

then it is easy to see that condition (13) is satisfied. Note that in this case
Assumption 2 is also satisfied, cf. [3, Lem 4.2]. An example for such a family of

operators is (again) the periodic shift operator.
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Let us emphasize that it is essential for the directional derivative Jp 4J to
have the path variable and associated directions in H'(0,T;R"). The following
example details that if we take a direction in L?(0,T;R"), then the directional
derivative may not be finite.

Ezample 2. Consider the shift operator 7 (p)¢ = ¢(- — p) with periodic embed-
ding into the spaces 2" := L*(0,2r) and &% := H}..(0,27), cf. [3, Ex. 4.3 and
5.12]. Tt is well-known, that the shift operator is a semi-group with generator

aam see for instance [9 Sec. 11.2.10]. Let z(t,x) = t~/3cos(x), r = 1, py = 0,

and ¢ (x) = sin(z). Then for any ay,g; € L%(0,T), we obtain

OpgJ(a1,p1,01) = — (g1 — 2,1 %@191%2(07@%)

T
= (2,00 211 2oy = || cos()]% / e (£)ga (1) .
0

We notice that for aq(t) = g1(t) = t='/3 we have a1,91 € L*(0,T) but the
product t~'/3a; gy is not in L'(0,T). We conclude 9, 4J(cx, p, ) & R.

Remark 2. To ensure p € H'(0,T;R") during a (numerical) optimization, we
may choose a suitable low-dimensional subspace with continuously differentiable
basis functions, such as the space of polynomials with given maximal degree.
The associated gradient is easily computed from Theorem 7 via the chain rule.
Besides the reduced computational cost, such an approach yields an interpretable
representation for the wave speeds. We refer to [20] for a similar idea in a fully
discretized setting.

4 Discretization

Towards a numerical implementation, we derive discretized versions of the partial
derivatives from Theorem 7. To shorten notation, we introduce for (a, p, ) € &
and h € " the quantities

vile,p, ) : <Zag i(j)e 77;(pi)90i>%7 (15a)
&i(a,p, @) : <Za“pg [

pi(o, p, e, h) o= <Zag i(pi)e ,am(pi)hi> : (15¢)

Z

8?;1»7;(271‘)902} > , (15b)

fori=1,...,r.
We start our exposition with the discretization with respect to time. To this
end, consider a time grid 0 =ty < t; < ... < t,, =T and associated quadrature
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rule defined by weights wy > 0 for ¢ = 0,...,m. The approximation of the
directional derivative of J with respect to « is thus given by

Do) (0, Z / vila(t), pl(t), @)di(t) dt

~ ZZW}Z (tr), P(tk), P)di(ty)

=1 k=0
= (" (o, p, ) (I, @W)d

where ® is the Kronecker product and
W .= diag (wo, ..., wn) € RO D)X (m+1)
vl (o, <P) = [v-(a(tomto) @) - vilaltn)p(tn), )] € R™H,
= [ (. p, @) v (e p ) T] T € RIOMHD),
= [dy m)]T e R™L
= [(ar"

m) ] e Rr(m-‘rl).

(o p e

The time-discrete approximation of the partial derivative is thus given by
0ad" (e, p.p) i= (V" (., )" (I, ® W) € RPTOmHD),

Analogously, the time-discrete approximation of the partial derivative of J with
respect to the path variables, i.e., 9, J(a, p, @), is given by

Op T (0, D, ) = (€™ (cv,p, ) (I ® W) € RV,

with £ (o, p, ) defined analogously as v™(a, p, ). In the same fashion, we
obtain the time-discrete approximation for the directional derivative with respect
to the mode variables as

acp,h‘]m(aapv ('P) = (,u,m(a,p, ¢, h))T (IT ® W) 1r(m+1) € Ra

where we denote by 1,41y € R"(™+1) the vector with all entries equal to 1,
and p™ defined analogously as v

For the spatial discretization, let %;, denote an n-dimensional subspace of
% with basis functions 1,...,%, € #. Let us define for i,j = 1,...,r and
pi,pj € R the matrices M; ;, N; ;, F;, G; € R™*™ via

(M (pis Py, o = (T () ¥k: Ti(pi)Ye) 2 » (16a)
[Nisj (0is )0 = (T3 (03)ns 5 Ti(pi)tbe) 2 (16b)
Fi(pi)ly.0 = Wr Ti(pi)¥e) (16c)
[Gi(0)]gp = (s 52 Ti(Pi)oe) (16d)
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for k,¢ = 1,...,r. For the data z € L?(0,T;%), the modes ¢; € %, and direc-
tions h; € %, we consider the approximations

) & Z )1y, i & Z Di, e, h; ~ Zﬁi,ﬂ/}b
—1

with

N
=
I
)
—~
~
~

Zo(t)]T €R™, @ = [Pin - Pim) ER™,

h; = [ﬁn fAlz;n]T e R™

With these preparations, we obtain the spatial approximation of the inner prod-
ucts in (15) as

(a Db, p): (ZO@QOJ i, pzapj) z Fl(pz)){at €R,
Ela,p,p) = a <§:% Nij(pirpj) — GMM)@GR,

1i(o, p, @) == %(Z%@;Mi,j(pi,pﬂ - ETFi(pi)> e R™,
j=1

We thus obtain the space- and time-discretized partial derivatives as
Oa T (,p, @) = (B (. p, ) (I @ W) € RIX O+,
Dp " (0, p,p) == (€ (. p, )T (I, ® W) € RIX(mF0r,
a"’jm(a’p’ ®) = 1:(m+1) (I, @ W) M € RY>n

with M := blkdiag(z7* (e, p, ), . .., i (a, p, )).

We conclude this section with a specific computation of the quantities
depending on the inner products for the periodic shift operator and P; finite
elements.

Example 3. Let us assume we have a one—dimensional domain 2 = (0,1) and a
corresponding equidistant grid of step size h := £. We discretize % = H}.(£2)
via periodic P; finite element functions. For 2~ = L?(0,1) and shift operator

with periodic embedding, we observe
M; j(pi, pj) = Fi(pi — pj) and N ;(pi,pj) = Gi(pi — pj)-
For p; = gh + p; with ¢ € Z and p; € [0, h) we obtain
}%2 (%(h pl) +pz(h pl) +ﬁzh(h_ﬁz)+ %ﬁ?) , ifl=k—gq,
iﬂh—@P, fl=k—q+1,
2, f0=k—q—2,

6
0, otherwise.
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For further details, including the computation of (¢, a%i’];(pi)w@ 2, we refer to
the preprint version of this manuscript [4].

5 Numerical Examples

For our numerical examples, we use an equidistant time grid ¢; := i7 with
step size 7 > 0. The weights for the time integration are chosen based on the
trapezoidal rule. For the discretization in space, we also use an equidistant grid
and follow Example 3 for approximating the inner products occurring in the
cost functional and the gradient. In particular, we use the periodic shift oper-
ator for all numerical examples. The optimization itself is carried out with the
MATLAB® package GRANSO with default settings, see [8], which is based on
a quasi-Newton solver.

For notational convenience, we assumed so far that there is exactly one mode
per transformation operator. In practice, it is often more reasonable to cluster
the modes into different reference frames, see, for instance, [3, sec. 7.1]. Thus,
we use the clustered approximation ansatz

q
Z%ZZGA (o) Pp,i (18)
p=11i=1

for the following numerical experiments and emphasize that this only requires a
minor and straightforward modification of the gradient. We denote the approx-
imation based on our optimization results with tPOD. Furthermore, we use
dashed lines in the plots to display the (optimized) path variables. Finally, note
that even though the data for the numerical examples stems from partial dif-
ferential equations, our main concern in this work is the approximation and
compression of any given data. We thus forego a thorough treatment of the
actual values in the following pseudocolor plots.

To ensure reproducibility of the conducted experiments, the code for the
numerical examples is publicly available under https://doi.org/10.5281 /zenodo.
5471404.

5.1 Viscous Burgers’ Equation

We consider the one-dimensional viscous Burgers’ equation
q

(t x) = RC 3m22(t x) — z(t, x) z(t, x), (t,z) € (0,2) x (0,1), (19)

and, following [19], use the analytical solution

—1
z(t,x) = t—l—il (1 + ﬁ exp (Re4t+4>> (20)

with Reynolds number Re = 1000 for our experiment. Let us emphasize that (20)
is not periodic in x. Nevertheless, the shock front (as depicted in Fig. 1a) stays
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rFara

x
snapshot data tPOD r=2 (¢) PODr=2

Fig. 1. Burgers’ equation — comparison of original data (a), tPOD approximation (b),
and POD approximation (¢). The red dashed line in (b) denotes the optimized path
variable.

within the computational domain and the solution is approximately zero at the
boundaries, allowing us to treat this problem as quasi-periodic. We test our
algorithm with data obtained from the analytical solution, evaluated on a grid
with 100 equidistant intervals in space and time, respectively. We use a single
frame, i.e., ¢ = 1in (18), and 71 = r = 2 modes, and supply the first snapshot and
the zero vector as starting values for the modes. The corresponding coefficients
are initialized as a constant function with value 1. For the path, we start with
a straight line given by p(t) = 200t The results are depicted in Fig. 1, detailing
that already with r = 2, an accurate approximation with a relatlve L? error
of less than 3% can be achieved, while the POD approximation is not able to
reproduce the shock front. Besides, we compare the relative L? errors of the
approximations for different mode numbers in Table 1, detailing the superior
approximation capabilities of tPOD for this test case.

Table 1. Burgers’ equation — comparison of relative L? errors

tPOD POD

1.224 x 1071 | 4.510 x 107 ¢
2.910 x 1072 [ 2.863 x 10™*
1.328 x 1072 | 2.111 x 107!
8.453 x 1073 [ 1.662 x 10~*
6.821 x 1073 [ 1.354 x 10™*

(G NGCER VAR

5.2 Nonlinear Schrodinger Equation
In this section, we consider the nonlinear Schrodinger equation

122(tx) = —32; z(t x) + Kl2(t, )22 (t, x),
z(t,0) = 2sech(x + 7) exp(2ix) + 2sech(z — 7) exp(—2iz),
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as presented in [20, Example 4]. We compute a solution using the code from [20]
on a uniform grid of 501 x 1024 points on the domain T x §2 = [0, 27] x [-15, 15].
The absolute value of the numerical solution is presented in Fig. 2a.

We initialize our algorithm by assuming an approximation with two frames,
each with two modes. As starting value for the modes, we use

©p,1(x) = 2sech(z — (—1)°7) exp(—(—1)"2ix) and ©p2=0

for p = 1, 2. The coeflicients are initialized as constants, with value 1 at each time
point. For the initial paths, we use p;(t) = 2t and py(t) = —2¢. The correspond-
ing approximation and the absolute error are presented in Figs.2b and c. We
observe that the error results mainly from the complicated wave dynamics in the
middle of the spatial and time domain, whereas the transported wave profiles are
captured accurately. Let us emphasize that the error is very localized such that
it can be captured with only a few additional POD modes. We notice that the
optimizer does not keep the linear path over the whole time domain. Instead, as

x
(a) snapshot data (b) tPOD r =4 (c) absolute error

Fig. 2. Nonlinear Schrédinger equation — original data (a), tPOD approximation with
r = 4 total modes (b), and absolute error (c) for initial paths pi(t) = 2t and p2(t) =
—2t. The red and white dashed lines in (b) denote the optimization results for the first
and second path variable, respectively.

depicted in Fig. 2b, in the middle of the computational domain, the paths jump
between the wavefronts. Inspecting the snapshot matrix in the co-moving frame
along the path p;(t) = 2t in Fig. 3 provides a possible explanation: the vertical
wavefront features an offset after the two waves have crossed. The optimizer
needs to account for this offset, which explains the jump. Let us emphasize that
with a different initialization for the path variables, the optimizer finds another
local minimum with a similar approximation quality. Using piecewise linear paths
as depicted in Fig.4a, we observe that the resulting optimized path smoothes
out the edges of the initial path in the middle of the domain (cf. Fig.4c) and
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Fig. 3. Nonlinear Schrédinger equation — transformation of Fig.2a to the co-moving
frame along the path pi(t) = 2t, i.e., applying the shift operator along the path —p1(t)
to the original snapshot data in Fig.2a, such that the wave front originally traveling
to the right becomes stationary. For illustration purposes, the image is stretched to
clearly present the offset in the vertical wave profile after the two waves have crossed.

does not feature any jumps. It is smooth and tracks the wavefronts as if the
waves reflect off each other.
5.3 FitzHugh—Nagumo Wave Train
We follow [13] and consider the FitzHugh—-Nagumo model given by
2
%ul(t,x) = V%ul(t,x) —ug(t,z) +ui(t, ) (1 —ur (¢, 2))(ur(t, ) — a),
Dus(t,z) = e(buy (t, ) — ua(t, z)),

with spatial domain (0,500) and time interval (0,1000). The partial differential
equation (21) is closed by periodic boundary conditions and the initial condition

(21)

ur(0,2) = 3 (1 +sin (Zz)), u2(0,2) =5 (1 + cos (&) .

For the parameter values, we choose v = 1, a = —0.1, ¢ = 0.05, and b = 0.3.
The spatial discretization of (21) is performed via a central sixth-order finite-
difference scheme with mesh width h = 0.5 and for the time integration we
use MATLAB®’s ode45 function based on a time grid with step size 1. The
corresponding numerical solution for the variable u; is depicted in Fig. 5a.

For the optimization we consider only the data of the variable u; and use an
approximation with one reference frame to account for the traveling wave train.
Furthermore, we reduce the computational complexity by considering the opti-
mization problem only in terms of the path, whereas the coefficients and modes
are computed in each iteration via a truncated singular value decomposition of
the snapshot matrix shifted into the co-moving reference frame. Here we exploit
that the periodic shift operator is isometric, such that we can solve the opti-
mization problem via classical POD with transformed data, cf. [3, Thm. 4.8].
As starting value for the path, we choose a linear function in ¢ with slope
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(¢) zoom: initial vs. opti-
mized path

(a) initial paths

Fig. 4. Nonlinear Schrodinger equation — comparison of original data (a) with piece-
wise linear initialization of the path variables (red dashed lines) and tPOD approxi-
mation (b) with r = 4 total modes and optimized path variables (white dashed lines).
Figure4c shows a zoom into Fig.4b and illustrates that the optimized path variables
(white dashed lines) differ from the initial path variables (red dashed lines).

1.04, which we determined by inspecting the first and the last snapshot of the
original data. The corresponding approximation obtained from the optimization
procedure is depicted in Fig. 5b. As reference approximation, we consider a POD

(a) snapshot data

Fig.5. FitzHugh-Nagumo model — comparison of original data for u; (a), tPOD
approximation with » = 4 modes (b), and POD approximation with r = 4 modes (c).
The red dashed line in (b) denotes the optimized path variable.

approximation with the same number of modes in Fig.5c. The corresponding
total relative errors are 15% for the approximation based on shifted modes and
31% for the POD approximation. We note that in contrast to the Burgers test
case considered in Sect. 5.1, the traveling wave train can be better approximated
by POD due to the lack of a traveling shock wave. Correspondingly, the difference
between tPOD and POD approximation for the considered FitzHugh—Nagumo
test case is less striking than the one observed for the example in Sect. 5.1.
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6 Summary

In this paper, we analyze the problem of determining an optimal approxima-
tion of given snapshot data by a linear combination of dynamically transformed
modes. This data compression can, for instance, be used for model order reduc-
tion of transport-dominated systems [3]. As optimization parameters, we con-
sider the modes, the corresponding coefficients or amplitudes, and the so-called
path variables, which parameterize the coordinate transforms applied to the
modes. We first show that the considered infinite-dimensional optimization prob-
lem possesses a minimizing solution if the admissible set is constrained such
that the optimization parameters are norm bounded. Afterward, we derive a
corresponding unconstrained optimization problem by adding an appropriate
penalization term and show that the unconstrained problem also has a solution.
Furthermore, we demonstrate that if the penalization coefficient tends to infinity,
each limit point of the corresponding sequence of minimizers is a solution to the
original constrained optimization problem. To derive a gradient-based optimiza-
tion procedure, we compute the partial Fréchet derivatives of the unconstrained
cost functional and discuss their space and time discretization. Finally, we apply
the optimization procedure to some numerical test cases and observe that the
optimized decompositions are significantly more accurate than corresponding
approximations obtained by the classical POD with the same number of modes.

After full discretization, the optimization problem still features a large
number of optimization parameters scaling with the number of grid points in
space and time. Thus, an interesting future research direction is to investi-
gate approaches for reducing the computational complexity of the optimization
procedure, for instance, by using multigrid optimization techniques [21], or by
making use of low-dimensional parametrizations of the optimization parame-
ters, cf. Remark 2. Such a parametrization seems to be especially promising for
reducing the complexity in the path variables since our numerical experiments
revealed that the optimization procedure is sensitive with respect to the paths.
Furthermore, let us emphasize that, although we have only discussed applica-
tions in a one-dimensional spatial domain with a periodic shift operator, our
framework is not restricted to this case. Thus, another promising direction for
the future is to explore the applicability to problems with higher-dimensional
spatial domains using different transformation operators, see e.g. [15,28,31] for
some contributions in this direction.
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