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Abstract

We propose a novel Model Order Reduction framework that is able to handle solutions
of hyperbolic problems characterized by multiple travelling discontinuities. By means of
an optimization based approach, we introduce suitable calibration maps that allow us to
transform the original solution manifold into a lower dimensional one. The novelty of the
methodology is represented by the fact that the optimization process does not require the
knowledge of the discontinuities location. The optimization can be carried out simply by
choosing some reference control points, thus avoiding the use of some implicit shock tracking
techniques, which would translate into an increased computational effort during the offline
phase. In the online phase, we rely on a non-intrusive approach, where the coefficients of
the projection of the reduced order solution onto the reduced space are recovered by means
of an Artificial Neural Network. To validate the methodology, we present numerical results
for the 1D Sod shock tube problem, for the 2D double Mach reflection problem, also in the
parametric case, and for the triple point problem.
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Mathematics Subject Classification 65M08 - 35160 - 35167 - 76L.05

List of Symbols

Q The physical domain

R The reference domain

d The dimension of the physical domain
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n The physical parameter(s)

n 1 = (t, ) (parametric case) or i = ¢ (non-parametric case)

Pphys The domain of p the physical parameter

P The domain of u the time and physical parameters

M The number of control points

w(p) The vector of M control points in 2

w(p) The vector M reference control points in R

o The multiindex o« = («q, ..., @)

w’o‘t The k-th coordinate of the control point w ()

o(n) The vector of the free coordinates of the control point w ()

7 The matrix of the free coordinates. 7 € RNsew x Q, and ?[i, ] = 0(w;),
i=1,...,Nfew.

T[] The family of geometrical transformation maps. T[-] € C1(QM, C1(R, Q)).

00) The reference solution for the calibration in the self-similar setting

o) The calibrated snapshot

N};&D The dimension of the linear space Vpop used for the calibration in the quasi-self-

similar setting

Vprobp The linear space considered in the residual function to perform the projection
error for the minimization in the quasi-self-similar case, instead of the use of the
reference solution

M, The original solution manifold (for the density p)

M, The calibrated solution manifold (for the density p)

(®D; }lN: 1 The set of N reduced basis functions obtained by POD-compression of M 0

é N (w) The vector of the Lz-proj ection coefficients of the calibrated snapshot o(u) onto

the linear space spanned by {&3,'}?’: |

1 Introduction

The goal of MOR techniques [1-3], which are particularly suited for the real-time computa-
tions and many-query context, is to obtain efficient and reliable approximations of solutions
of high dimensional systems of partial differential equations (PDEs). Let us consider the
approximate solution u(t; u) € L%(Q) of a parametrized PDE, with Q@ C R?, with the
parameter (4 € Pphys C R® and with time ¢ € [0, 7¢]: for the spatial discretization one can
consider, for instance, the Finite Volume (FV) discretization. We introduce the solution man-
ifold related to this parametric PDE: M = {u(t; u) € Var, i € Pphys, t € [0, 1¢]}, where
Vs is a suitable functional space defined by the chosen spatial discretization. The key idea
behind MOR is to represent M with a finite dimensional linear space Vi, such that N < N/,
where N = dimVy and A/ = dimV,,. To find the lower dimensional space Vy, one can
use the well known Proper Orthogonal Decomposition (POD) strategy that, given in input
a set of discrete solutions (obtained, for example, with the FV method), is able to extract
a set of small cardinality N, which contains the so-called reduced basis functions that best
approximate the manifold. A pivotal aspect for the efficiency of the MOR is the ability of the
POD of compressing the discrete solution manifold M: this concept is strictly related to the
definition of Kolmogorov N-width of M and, ultimately, to the reducibility of the problem
of interest.
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The Kolmogorov N-width dy of M is defined as

dv(M,Vay)= _inf sup inf ||f —gll, 1
YNCVN  fem8EVN
dimVy=N
where ||-]| is a suitable norm in V. Definition (1) describes in a rigorous mathematical

setting the capability of finite dimensional linear subspaces Vi < V of reproducing any
element in M, that is, any discrete solution of the problem of interest. Therefore, the faster
dy decays the more efficient a linear MOR will be for such a problem, as N grows. Some
rigorous bounds for dy, for particular classes of problems, are available in literature [4, 5];
as an alternative, one can look at the rate of decay of the eigenvalues A returned by the POD
on M.

Despite the capability of standard MOR techniques to handle a vast number of applications,
problems advecting local structures still represent a challenge for the MOR community.
Indeed, for such problems the decay of the Kolmogorov N-width is slow, see for example
[6]. As aresult, standard MOR struggles to suitably reproduce steep features, such as solutions
with (multiple) travelling shocks. For this reason, in the last decade a great number of works
appeared in the literature, offering numerous approaches to deal with advection dominated
problems. We mention the method of freezing [7], the shifted POD [8] (also in combination
with the use of neural networks [9]), the generation of advection modes by means of an optimal
mass transport problem [10-13], L! minimization [14], the calibration method introduced in
[15, 16], Lagrangian based MOR techniques [17, 18], the preprocessing of the snapshots used
in [19, 20], the registration method [21-23], adaptive basis methods [24], implicit feature
tracking [25] and displacement interpolation [26, 27]. Next to these more classical techniques,
some nonlinear approaches have been lately studied starting from convolutional autoencoders
neural network based approaches for learning the solution manifold [28, 29], passing through
graph neural networks autoencoders [30] to graph neural network to perform the limit to
vanishing viscosity [31] and entropy-stable rational quadratic manifolds [32]. Motivated by
the interest that MOR for transport dominated problems sparks in the applied mathematics
community, the goal of this work is to propose a calibration based reduced order algorithm
that can be used to gain significant speedup in the simulations of solutions of hyperbolic
PDEs. The proposed methodology will avoid the use of implicit feature tracking [25], with
the goal of not increasing the computational costs of the offline phase that is performed
explicitly. The framework is very similar to the calibration/registration approach proposed
in [15, 21, 22] with novelties in the calibration process and in the range of applicability of
the method. Indeed, our methodology has a more physical intuition as it is based on the
interpolation of some calibration points rather than on more abstract interpolation functions.
Moreover, the proposed applications range on a novel paradigm, where parametric time-
dependent solutions widely vary, with large deformations of the solutions structures. To the
knowledge of the authors, this is the first time that solutions with such a varying behavior
were successfully tackled with a model order reduction technique.

In this work, we will focus on time-dependent hyperbolic problems, whose solutions are
(quasi) self-similar: the formal definition of (quasi) self-similar solution will be given in
Sect. 1.1. In particular, we want to study problems where multiple structures travel along
the domain with different speeds. This is typical for hyperbolic problems, where shocks,
rarefactions and other discontinuities are generated and travel along the domain. The novelties
of this work, in comparison to the state of the art [22], lie in two key aspects. First, our
optimization process operates independently of the solution structure, eliminating the need
for shock detectors or similar tools. Secondly, our method demonstrates a broader range of
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applicability, encompassing problems featuring multiple shocks whose positions undergo
significant variation, sometimes nearly colliding with each other.

The rest of the manuscript is structured as follows. In Sect. 1.1, we introduce the problems
of interest and the definition of self-similarity. In Sect. 2, we define the calibration procedure
and the optimization algorithms. In Sect.3, we present some geometrical transformations
that interpolate the calibrated points and allow to define the original problem onto a refer-
ence domain where all the structures do not move. In Sect. 4, we describe the combination
of classical MOR techniques with the calibration process. In Sect.5, we show the good
performances of the proposed reduced order model (ROM) onto one and two dimensional
parametric time—dependent problems and, in Sect. 6, we draw some conclusions. To improve
the readibility of the manuscript, a table with the list of all the mathematical symbols used is
provided at the end of the paper.

1.1 Motivation

We begin by introducing the problem of interest that we will tackle in this manuscript: we
focus here on hyperbolic time—dependent conservation laws. As an example, we turn our
attention to Euler equations, but the same framework can be applied to other conservation
and balance laws. Let @ C R, d > 1, be our physical domain. We restrict ourselves
to rectangular domains of the type Q = [al, bl] X o0 X [ad, bd], with !, b’ € R for
i = 1,...,d. The generalization for more complex domains can be performed as in [33].
Let [0, 7] C R be the time span of the problem and let 4 € P C Rstl s > 0, be the
collection of all parameters (including time). From now on, we will assume that s = 0 in
the non parametric regime, i.e., @ =t and P = [0, #7], or s > 1 in the parametric regime,
ie., u = (u,t)and P = Pphys x [0, t¢]. The parameteric Euler equations of gas dynamics,
in conservative form, read as follows: find the density p: P x Q +— R, the momentum
m: P x Q> R? and the total energy E: P x Q — R such that

0p+Vy -m=0 inP x Q,
8tm+Vx-<@+p1):O inP x Q, 2)
8,E+Vx-(%(E+p)>:0 nP xQ,

where V- is the divergence with respect to x € 2, I € R?*? is the identity matrix and the
pressure p is defined through the following equation of state p = (y — 1)(E — 0.5m|?/p),
with y = 1.4 being the adiabatic constant. System (2) is then completed by some proper
initial conditions (IC) and boundary conditions (BC). We will consider as IC some Riemann
problems both in one and two dimensional problems: the Sod shock tube problem [34], the
2D double Mach reflection problem [35] and the triple point problem. In these examples, the
solution of (2) turns out to be self-similar, with features as shocks, contact discontinuities
and rarefaction waves traveling in the physical domain.

Definition 1 Let R C R be a reference domain, which is time (and parameter) independent.
We call self-similar a solution manifold M for which there exists a reference solution i :
R — R and a transformation T~ 1) : @ — R such that we have u(r)(T ' [p](x)) ~
u(x) for all w € P, Vx € R. When this condition is not satisfied, but still all solutions in
M = {u(p)}uep present the same features, with different values of the solution in between
these features, we will call such manifold quasi-self-similar. More precisely, M is quasi—
self—similar if there exists a transformation 7' such that the transformed solution manifold
M= {u(w) (T~ p]())} has a fast decay of the Kolmogorov N-width.
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Fig. 1 The density p, solution of the Sod shock tube problem at different timesteps, and the corresponding
POD modes (right)

We start by considering a simple 1D Sod shock tube problem, in the non—parametric
regime. Here, 2 = [0, 1], and the following initial data is considered:

o Jrron” ifx <0.5,
[p”P](t—O)—{[o.loo.m]T ifx > 0.5,

where u: Q — R? is the velocity. The initial conditions in conservative variables m and
E can be derived using m = pu and E = p/(y — 1) + 1/2|m|?/p. Figure 1 shows the
density p(m) for the Sod shock tube problem (left), and the corresponding modes (right),
obtained by running a POD on the solution manifold M,: the solution of the Sod shock
tube problem is exact, and its analytical expression has been taken from [34]. The density
presents a shock, a contact discontinuity and a rarefaction wave that travel in the domain: as
a consequence, the POD modes exhibit an highly oscillatory behavior, struggling to correctly
capture the position of the moving features. Still, the solutions are self-similar as we just need
to transport each feature onto reference positions to make the solutions essentially linearly
dependent. Indeed, as observed in [11], the optimal transport for the density of the Sod 1D
problem would lead to the exact solution, without the need for further ROM techniques.
Nevertheless, we are interested also in higher dimensional problems with more complicated
discontinuity structures. Hence, we will not proceed in the optimal transport direction.

2 Calibration of the Snapshots

We now present the calibration technique that we use to align the different features of our
snapshots, to obtain a solution manifold with a faster decaying Kolmogorov N-width. The
key of the proposed calibration is that it can be used to align different travelling features
(shocks, contact discontinuities, rarefaction waves), without the need to know explicitly the
exact location of these features, as opposed to, for example, what is assumed in [20, 22].
Moreover, we assume to calibrate the density p of the Euler system (2), other scalar quantities
depending on the system unknowns, e.g., the entropy, can be equivalently used.

Let R be the reference domain, similarly to what is used in the Arbitrary Lagrangian
Eulerian (ALE) formalism [36], and let Q2 be the physical domain. Forevery u € P C R® +1
we introduce a grid of M = ]_[f-i= | M; control points that are collected in the vector w(p) €
QM that we use for the calibration. These control points should lead the transformation to
align the different features at different u. Let ¢ = (1, ..., aq) € N9 be a multi-index with
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Fig.2 Example of a control point grid in 2D with M| = 3 and My = 4 on the reference domain (left) and on
the physical domain (right). Note that the coordinates of the reference control points are the tensor product of
unidirectional control points. We highlight in red the free coordinates of these control points

o; =1, ..., M;. We consider the control point w,, to be tensor product of points in the interval
[a', b'] forevery dimensioni = 1, ..., d, forexample in 2D: Wy =(a;,ay) = (wcft1 o wgl )

see Fig. 2. Each control point w(f), can either belong to the physical domain, i.e., w(p)y €
SOZ, or to the boundary of the domain, namely w(u)y € Q2. If w(p)y € 9€2, then this point
is constrained for all  to the boundary hyperplanes where it belongs: this, in turn, sets a
constraint on one (or both) of the coordinates (w él o w? \.ap)- The constrained coordinates
are, hence, not to be optimized and we can discard them in the set of coordinates that we
will optimize. Motivated by this, we introduce 8 (w(p)) € R€, that is the row vector of the
Q free coordinates of the control points, with Q < d x M. This vector represents all the
coordinates of the control points that are free to move during the calibration. In Fig. 2, the free
coordinates of the control points are highlighted in red. We remark that there is a bijection
between w and 6, by definition.

In order to align different features of our set of snapshots, we look for a geometrical
transformation map T: QM x R +— €, such that the following properties hold true:

o T[Jec (@M, C'(R, Q));
o Ve PandVw(p) € @M, 3T Hw(p)]: 2 — R such that

T w@I(Tw(p)]®) =% Vi eR,
Tw()(T [w(p)](x)) = x, forallx € Q;

o T[T ech(@M, cl(Q:R)).

The properties are imposed to setup an ALE formulation [21, 36]. Some possibilities for the
geometrical transformation 7 have been presented in the literature over the past years: among
the others we mention here translation maps, dilatation maps, polynomials and Gordon-
Hall maps, see [15, 21, 36]. We will use some transformations based on Piecewise Cubic
Hermite Interpolation Polynomials (PCHIPs) carefully described in Sect. 3. In order to use
the transformation map 7', one needs to find the calibration map w: P +— QM such that:

e w() eC'(P; QM);
o p(W)(TIw(w)](X)~p(x), forallx € R, € [0, 5] and for all u € P, where p(-) is a
reference solution of choice.

We are now ready to present a general calibration technique: the ultimate goal is to transform
the solution manifold M, so that the POD, applied to the transformed manifold, is more
efficient. In order to achieve this goal, we need to perform the following steps. First of all,
we introduce the reference density p, namely a solution of problem (2) for some & € P.
Once p has been chosen, we select M control points w € RM . Now, for any p € P and

@ Springer



Journal of Scientific Computing (2024) 101:60 Page70f34 60

w(p) € QM, we can define a geometrical transformation map 7'[w(pr)]: R +— 2 that maps
the reference control points in the reference domain onto the (parametric) control points in
the physical domain, i.e.,

Tw(p)(We) = we(pn) Ve

Once T[w(u)] has been defined, we can introduce the calibrated snapshot, which is the
pullback of a solution p(p) to the reference domain, i.e.,

Al w(p) () == p(w)(TTw(w]) : R — R.

We want to stress that, numerically, we rely on two meshes, one on the physical and one on
the reference domain. In our simulations, these two domains will coincide; this does not mean
that each transformation map leads to a one-to-one correspondence between the degrees of
freedom on the two domains. Hence, we will perform an interpolation of p to evaluate o at
its degree of freedom. In the numerical simulations, this procedure will bring an error of the
first order of accuracy (as we will use FV approximations).

The map T'[w(u)] is identified by the control points w(u), which are sought in order to
minimize the following residual function:

X _ 5
R(p(r), 0(w(p)), ) =I5 (s w(w) = Pllg2ry + 5 9w (h) 22,

VI wmw]®)|}).

" o ) (3)
+ 5 max (max { | VT [w(pr)](®)

)

where « and § are two penalty parameters user defined, and d,w(u) will be defined more
in detail in the algorithmic section. The first term is the one we aim at minimizing, while
the other two are regularization terms that penalizes discontinuities in time of the calibration
points and that regularize the geometrical transformations. We are now ready to present the
calibration technique in two different cases: the self-similar setting, and the quasi self-similar
one.

2.1 Calibration in the Self-Similar Setting

To keep the presentation as general as possible, we consider here the parametric case,
hence u = (u,t) € P = Ppnys X [0, rr]. We select a training set of physical parame-

train

ters {1, ...\ UNpin) = phys C Pphys and a training set of times {1, ..., #y,} for each
ue Plgrlf‘;s‘ We then denote PU4M := {pu = (u, 1) : 4 € Prt,rﬁ;‘s‘ andt € [ty,...,15,1} C P.

For each ¢ € P"i" we compute the full order model solution p(g). We then choose as
reference solution p = p(ft): in our numerical tests we will choose . = (U, 7). In
addition to this, we also fix the M reference control points w € RM as specified above. Before
introducing the constrained minimization problem, let us recall that there exist a bijection
between 6 (w(p)) and w(w). For this reason, in order to keep the notation light, from now
on we will denote with #(p) the free coordinates @ (w(u)) of the control points w ().

Now, for all p in the training set, we solve the following constrained minimization problem:

0°"'(n) := min R(p(p), 8; D), “)
#cRQ

subject to the following constraints:

o all the control points are within our physical domain: we () € €2 for all e and for all
training parameters g € Pran;

@ Springer



60 Page8of34 Journal of Scientific Computing (2024) 101:60

e det J[w(pm)] > 0, where J[w(p)] is the Jacobian of the map T[w(u)]. This constraint
must be checked on a quite fine grid of the physical domain €2, we have used the mesh
grid;

o fori =1,...,d:ifaj = Bjforall j #iand a; < B;, then wfx < w;g (see Fig. 2), i.e.,
we never switch the order of the control points on each grid line.

We approximate 9, in (3) with the discrete derivative D, w(p) defined as:

) 0 if wfx (w) is not a free coordinate of w(u);
1
Dpwe (1) = Y 0,005 (neign )

= Hncigh (1) with g s.t. wfx(”“) =04(n).

In the previous equation, the neighboring parameter oy, is defined as follows:
Prcigh (M, S) = arg rvneigllu = vllemptys

where S C PU"" will contain the parameters for which we have already computed the
optimal 6. If the minimum is not unique, we take one of the minimizers. The definition of the
discrete spatial gradient VT in (3) will be specified in Sect. 3 for the specific transformation
map we use.

Problem (4) is solved with the Sequential Least SQuares Programming (SLSQP) method
that is available within the scipy.optimize.minimize library. We solve Problem (4)
for the physical parameter pu € Pgﬁ‘yig’ for which the solution has more developed structures
(the last in our tests): we start from the final timestep 7y, and we proceed backwards in time.
We then move onto solving Problem (4) for the neighboring parameters. In both physical and
temporal parameters, the rationale is the following: we proceed form the solutions where the
structures that we want calibrate are more developed and we proceed with nearest parameters
until we solve the problem for all the training set P;r}f‘;s‘ The initial guess §© (R, j)) for
R, jy = (e, tj) € PN s the optimal output of the minimization for the closest parameter
already performed. In our tests it will be defined as:

oopt([l,(é,j_i_l)) lf] = 1, ey NM — 1,

o %)
0P (L (p41,5)) if j = Ny,

0(0)(IL(@,/’)) =

Algorithm 1 shows the details of the procedure.

Algorithm 1 Calibration for Self-Similar Solution Manifold

1: Input: the reference solution p, the control points w € RM and the training solution manifold on the
physical domain {p(u¢, ;) for £ =1, ..., Nrain, J = 1, ..., Ny, ).
2: for £ = Nain, - .-, 1 do

3: forj:NM,...,ldo

4. Set the initial guess 0(0)(11,(@’]')) as in (5).
5: Solve Problem (4).

6:  end for

7: end for

8: Output: the optimal control points w°P' (g j)).

The chosen strategy is not trivially favorable with respect to other ones and it is quite
arbitrary. We have performed different trials in the tests that we have carried out, and we
noticed differences in the sensitivity to this choice. Overall, taking as initial guess the optimal
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Fig.3 The density p(t = 0) for
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solution of a parameter close to the one we want to optimize is always a good strategy, but
open questions remain on which reference configuration p to choose and on how spread can
the parameter of the training set be.

For the 1D test cases, the change in the choice of the initial guess was less relevant than
for the 2D cases. Indeed, we could use initial guesses that are quite far away from the exact
one and still obtain very accurate results. For the 2D cases, the choice of the initial guess, and
how spread the training space can be is more relevant. For example, the timesteps used for
the calibration and, hence, the distance between two consecutive parameters and the initial
guess, had a strong impact. We therefore had to calibrate on timesteps that are not too far
away one from the other, in order to obtain smooth and continuous results.

For the 1D test, we perform an analytical study of this choice where the exact solution is
available: the outcome of this study is presented in Sect.5.1.1.

2.2 Calibration in the Quasi-Self-Similar Setting

To motivate the need of a different algorithm for quasi—self-similar solutions, we focus now
on the parametric version of the 1D Sod shock tube problem (2). In this example, the physical
parameter pu = (/LO, e, u3) € Pphys C R* represents the IC for the Euler problem:

T
[MO 0 Ml] ifx <0.5,

[oup]' ¢t =0;p)= T
[;ﬂ 0 m] ifx >0S5.

In Fig. 3, we show some analytical solutions for the parametric 1D Sod shock tube, for
different values of w. Looking at Fig. 3 it is clear there is no straightforward choice for the
reference solution p that would lead to reasonable minimization problems, similar to the one
presented in Algorithm 1. Indeed, we would minimize the L? error between two solutions (o
and p(p)) that may have very different heights at the boundaries. When different boundaries
behaviors are present, the calibration procedure needs to be reformulated in a different way.
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Instead of fixing a reference solution p, we consider a suitable linear reduced space Vpop,
thus introducing a new residual for the minimization problem:

. ~ ~ 8 2
a<$2§w”pw w(p)) = Mvpop p (3 Wl 22R) + Z 10w () 2 )

(©)

+ 3 max (max {[VTlwI@)| . [ VT~ twi|}).

where we recall that () = @(w(p)) € R is the vector of the free coordinates of the
control points, and Q < d x M is the total number of free coordinates in the calibration
step. In Problem (6), 6 is constrained as in the previous section and [Ty, is the orthogonal
projection onto a linear space Vpop obtained through a preliminary procedure that we will
describe now shortly.

This minimization allows to overcome the issue of quasi—self—similar solutions thanks to
the projection onto a reduced space. To carry out this projection, we first need to build a priori
a suitable linear space Vpop, which needs to capture the minimal amount of information on
the solution manifold: we want to be able to approximate the solution manifold with a linear
space of very low dimension.

. . . - X
We therefore introduce the matrix of the free coordinates § € RNfew>Q:
= . )
Oli,:1=0(;), i=1,..., Niew,

where we recall once again that 6 (i;) is the vector of the free coordinates of the control
points w(fi;) associated to the parameter fit;. The free coordinates can be selected through

another optimization process carried out in the same spirit of (6) on the whole matrix 6 ,
minimizing the projection error over all the parameters fiy, ..., iy, ,» While updating the

6
space Vpop( 6 ) obtained by compressing the solutions on the reference domain for these
. o . . —
parameters transformed using the calibration points given by 6 . Therefore, we solve the
following constrained minimization problem:

Nfew
min Y AR w@)) = Ty, o Al w@))2 ) (7

G cRMew 2 i—1
with Vpop := POD({ ﬁ(ﬁi)}fv:refv, NfP;gD). This optimization process is of larger dimension
with respect to the previous ones and it requires, for each residual evaluation, the computation
of a POD over the Nfy calibrated snapshots o(fL;; w(ft;)), with a user defined number of
modes foégD. The choice of Nflz(v)vD is, in general, not simple. In our numerical tests, we
adopted the following heuristics: we want to take into account all the different travelling
features. For this reason, in the Sod test case, we have chosen N}ZS,D = 3 to keep into
account the different values that there might be between the rarefaction and the contact
discontinuity and between the contact and the shock. NfigD should be kept as low as possible
not to overload the minimization process. In the Sod test case, we performed a few tests
with increasing N};&D and 3 was the first value where the minimization process was giving
successful results. While this is an heuristic argument, it still provides a valid starting point
for the numerical simulations. A more in depth analysis on the role of Nflng and on how to
choose it in an automated way is envisioned as a future research direction. Again, we solve
problem (7) with SLSQP using the same constraints defined in the previous section. This
extra optimization step can be skipped when other techniques to detect interesting features

can be used [22]. One possibility is the use of classical shock detection procedures to find
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the steepest points of the solutions and calibrating them [25]. We summarize the steps of the
whole procedure in Algorithm (2).

Algorithm 2 Calibration for quasi—self-similar solution manifold

Input: the training solution manifold on the physical domain {p(u¢,t;) foré = 1,..., Nyain, j =
1,..., Ny, } and the number of modes Nflng.

Select few parameters fiy, . .., Ryg,,, -

Find optimal g € RNfewx @ by (7) for the few parameters 1, ..., Ry, -

for £ = Niain, ..., 1 do

for j =NM,...,1d0
Set the initial guess 0@ (e, jy) asin (5).
Solve Problem (4).
end for
end for

Output: the optimal control points w°P*

(e, j))-

As an alternative to the whole projection onto Vpop we would also like to remark that,
whenever shock detection techniques can be used, the quasi-self-similar setting can be
efficiently handled by the convex displacement interpolation (CDI) [37].

3 The Geometrical Transformation Map

We now present the geometrical transformation map 7 [w°P'(x)]: R +— £ used to define
the calibrated snapshots. We start with the simpler case, namely the 1D setting, and later we
consider the 2D case.

3.1 The 1D Setting

Let w°P'(u) be the control points whose free coordinates are the solution to Problem (4): to
interpolate the values {(wy (1), wzpt(u)) }a, We use monotone cubic C'! splines. These are the
so-called PCHIPs (Piecewise Cubic Hermite Interpolating Polynomials) interpolators, avail-
able in the scipy Python library under the interpolate classes and the built-in function
iscalled PchipInterpolator. By employing monotone cubic splines, we obtain a trans-
formation function that preserves the monotonicity of the calibration map w(-), guaranteeing
its bijectivity and C' smoothness if the calibration points are in the “right order”, as prescribed
in Sect.2. In Fig. 4, we can see an example of a PCHIP transformation applied to one of the
snapshot calibrated on the detected features. On the right of the figure, the transformation is
depicted and we can observe that it interpolates the points, it is C! and it is very close to the
identity on the boundaries, because we introduce two extra interpolation points outside the
boundaries of the domain. This helps to keep the regularity of the transformation in the ALE
formulation [21].

In this work, we do not focus on the ALE formulation on R, nevertheless the PCHIPs
allow to easily compute all the necessary ingredients. Indeed, they are polynomials and their
derivatives and the inverse of their derivative is easy to compute. Moreover, the inverse of the
transformation exists and it is unique in each point, hence, with a simple Newton method,
we can easily recast the inverse function.
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[ 4 PCHIP
1.0 4 1.04
0.8 1 0.8
0.6 0.6
0.4 0.4
0.2 1 0.29
X X XX -
0.00 0.25 0.50 0.75 1.00 0.00 0.25 050 0.75 1.00 0.00 0.25 0.50 0.75 1.00
Q R R

Fig. 4 Example of PCHIP calibration: solution on physical domain with calibration control points (left),
solution on reference domain with reference control points (center) and PCHIP transformation with all control
points (right)

3.2 The 2D Setting

In the 2D setting we use tensor product of one dimensional PCHIPs, in order to exploit
their properties for Cartesian geometries. We refer again to Fig. 2 to better understand the
transformation map. We need to compute 7T[w°P'(p)]: R — €, such that

- 1 2, .
TIWP' ()W, oy Waty ) = (Wei oy (), Wer oy () foroy =1,... My, i =1,2.
Let X € R be a point with coordinates x = (X, y). We define the map:

Tw (W1, §) := (T [P WIE, §), T’ w™ (W], §)), with

M> M
T WP (W]E. ) =Yy HPF®. T IwPWIE ) =Y @ P ).
=1 k=1
In the previous equations, we made use of the following quantities:

1. PZ‘ is a PCHIP interpolating the points {w a oW ;lofzt(u)} w =1 where the control points
Ea ) for a; = 1, ..., M are on horizontal lines y = ; in the reference domain, see
Fig. 2, namely for all ¢y =1, ..., M we have P} (wm1 )= w;’l(?lzt(u);

2. Pky is a PCHIP interpolating the points (w? ko wi Zzt(ﬂ)} wr=1> where the control points
E%m fora; =1, ..., M are on vertical lines X = X, in the reference domain, see Fig. 2,
namely forallay = 1, ..., My we have P} (W ,, (1)) = w,fggg‘(,,,);

3. % 7 (-) is a PCHIP 1nterpolat1ng the points {wa] ay» O, Z}(Zz:l , being 4, ¢ the Kronecker
delta. By doing so, we obtain that 7" [w°P'(¢)] is a convex combination of the (P} (-)}2”:21
such that T*[w*' (W] (&, § = Wy, ,,) = PL &)

4. y{(-) is a PCHIP interpolating the points {ﬁélm, aal,k}fxl:p as before, leading to the
property T [w*P' (w)] (X = W, 4,, ) = Pa, ().

Notice that, ultimately, it holds that

T[w()pt(ﬂ)](wm @’ Otl otz) = ( (wou otz) (wotl otz)) wgﬁ)taz ().

Also in the 2D case, the Jacobian of the transformation, which is needed in the ALE
formulation, is easily accessible, since all the terms are polynomials. Similarly to the 1D
case, we can compute the Jacobian of the inverse of the transformation, using the inverse of
the Jacobian of the transformation, provided that we can invert the map 7.
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0.0 05 1.0 15 2.0 25 3.0 35 4.0 0.0 0.5 1.0 15 2.0 25 3.0 35 4.0

Fig. 5 Calibration points (M| = 5, My = 4) on the physical domain Q2 = [0, 4] x [0, 1] (left) and the
transformation of horizontal and vertical lines on the physical domain (right). On the top calibration points
that lead to an invertible map, on the bottom calibration points that respect the monotonicity in each line
(left), but whose transformed horizontal and vertical lines cross multiple times (right) and, hence, whose
transformation is not invertible

3.2.1 Invertibilty of T

The computation of the inverse of 7 is fundamental in many aspect of the algorithm: to
display the function on the physical domain, to compute quantities and errors on the physical
domain and to compute the inverse of the Jacobian for the ALE formulation.

Unfortunately, the so defined map 7 cannot be proven to be invertible, as it might hap-
pen that some of the vertical and horizontal lines cross each other multiple times in the
physical domain, see Fig. 5 second line. To avoid this, we impose, in the optimization pro-
cedure for the calibration, to have positive determinant of the Jacobian of the transformation
on the meshpoints of the reference domain, see the constraints in Sect.2.1. This typically
guarantees invertibility. We recall that, being PCHIPs polynomials, the computation of the
Jacobian can be performed explicitly in each point. To compute the inverse of the trans-
formation, we perform the following steps. We first apply the transformation map 7 to
the elements of the Cartesian meshgrid of R: these will be mapped to quadrilateral ele-
ments in 2. Now, given a point x € 2, we can easily find to which of these quadrilaterals
it belongs and with a Projective transformation (see the python module transform of
the package skimage) we pull it back onto R. Then, we use the found point as initial
guess to find the solution of T[w°P'(u)](X) = x through a Newton type nonlinear solver
(scipy.root).

4 Model Order Reduction with Calibration
We are now ready to perform the model order reduction step. In what follows the procedure

is similar for the non parametric and the parametric setting: we will therefore present it for
the latter case, for the sake of generality.
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Layers: Input 1°* hidden L*" hidden Output

Fig.6 Example of the architecture of an ANN

4.1 Learning the Calibration Map

Once the calibration procedure presented in Sect. 2 has been carried out, the map w: P — ©
is known only through the sample values w°P'(), for g € P, To learn the calibration
map w(-) for any parameter u, we employ an Artificial Neural Network (ANN) composed
by several layers: an input layer s € Y©) = P where we pass the parameters of the problem
of interest, L hidden layers Y, j =1,..., L, and an output layer YLD gee Fig. 6. As
output layer, we would like to obtain # € RZ, from which we can extract the calibration
points w. Keeping in mind the monotonicity constraints applied to the control points in the
constrained minimization problems (4) and (6), we try to enforce this constraint in the ANN.
It is not easy to strongly enforce such constraints, but we can force the output to be positive,
using as final activation function a Softplus. Hence, we take as output layer of our ANN not
directly @, but the vector v € R of the differences of the free coordinates with the previous
ones (in 2D it is referred to the same line). Doing so, the positivity of v is equivalent to the
monotonicity in each line of points. In one dimension, it is defined as v; = w; — w;_ for

i =2,...,M; — 1, while in two dimensions this operation is done in each horizontal or
vertical line.
Each layer Y, j =1,..., L is connected to the next and to the previous ones through

affine maps 8/): ) 1 YU+D and atevery node a nonlinear activation function ¢ /) : R
R is applied component—wise. We used the hyperbolic tangent in all the ANN except in the
output layer where the Softplus function is used for the positivity of the outputs. On a training
set, the learning process changes the weights §*) minimizing the error between the output
and the optimal calibration points.

To build and train the ANN, we used a Python based library EZyRB [38] that uses Adam
method [39] to perform the minimization. More details on the architecture of the ANN for
the different test cases will be provided in the numerical section.

4.2 POD-NN

In Sects.2.1 and 2.2, we presented the calibration algorithm in the self-similar and in the
quasi self-similar setting. Thanks to the calibration of the snapshots, we obtain the calibrated
manifold M o = {P()(), M € Prain}, Where p(p)(-) is the calibrated snapshot defined
in Sect.2. We now proceed with the compression of M o by means of the Proper Orthogonal
Decomposition (POD): we refer to [2] for more details. The dimension of the reduced basis
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can be chosen either setting a maximum number of basis Npgfj or choosing the most relevant
modes such that the discarded energy is smaller than a certain tolerance tpop. Once the POD
has been carried out, we obtain a linear space VIG spanned by the N orthonormal reduced
basis functions {QAD,-}lN: | on the reference domain R. Vle should now represent with a good
accuracy any element of the calibrated solution manifold M o-

4.3 Online Solution by Means of ANN

In this work, we mainly focus on the calibration procedure and the offline phase. Hence, we
will use a non—intrusive approach for the reconstruction of the online solutions. Let 4 € P be
a parameter of choice: the goal is to construct a linear approximation py (@) of the snapshot
p(p). Itshould be clear by now that, since we are dealing with advection dominated problems,
this is not a simple task within the standard MOR setting. However, in Sects.2 and 3, we
presented a calibration technique that allows us to obtain a linear space VIG that approximates
with good accuracy the calibrated manifold M o: we are therefore able to construct a linear
approximation of the calibrated solution of interest p(g) in the reference domain R. This
means that we can approximate p(g) with

N
pw) ~ b (w) =) by (i,

i=1

where éév(u) = (p(p), &)i)LZ(R) fori =1,..., N, being (-, ") 2(r) the L? scalar product
on the reference domain. In order to find the vector é N (@) one can adopt two alternative
ways: an intrusive approach, by means of a Galerkin projection of the high order algebraic
system onto the reduced space, or a non-intrusive approach by means of an ANN. If the
standard Galerkin projection setting is adopted, the online system and the reconstruction of
the online solution is carried out within an ALE formalism [21, 36,40]: the original problem of
interest, formulated over €2, has to be re-written into a problem formulated over the reference
domain R. In this approach, a hyper-reduction procedure [41, 42] will be necessary to tackle
the nonlinearities of the problem and of the transformation map. This approach is currently
under investigation, and it will be part of a future extensions.

An alternative to the intrusive approach is represented by the use of ANN, in the spirit of
Sect.4.1. We consider the map [Ty : P > RV

Ty () =4, (1) = [Py (), .., Ay ()"

We make use of an ANN to learn the L? projection map ITy: to train the map, we employ the
set of input samples g for g € P™i" and the set of output samples {5 N([L) for p € Pirainy,
In this algorithm, we do not use the optimal calibrated points obtained with the optimization
process, but we use the ones predicted by the ANN of Sect.4.1. Doing so, any systematic
error in the online calibration should be already taken into account while performing the
L? projection and automatically corrected by this approach. Moreover, it is also possible
to use different training sets for the calibration optimization procedure and the model order
reduction ones. More details on the architecture of the ANN employed will be provided in
the numerical section.
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Table 1 Test details for the 1D Sod shock tube problem, non parametric (Nonparam) and parametric (Param)
setting

Quantity Nonparam Param Quantity Nonparam Param

oL 1 [0.7,1.3] PR 0.1 [0.1,0.15]
uy, 0 0 UpR 0 0

PL 1 [0.7, 1.3] PR 0.125 [0.05,0.15]
ty 0.2s 0.2s Ny, 1500 1500

4.4 Offline-Online Splitting

We summarize in this section the operations that should be performed in the offline part
(i.e. only once for every new parametric problem one wishes to consider) and the online
operations that should be performed to predict the solution for a new parameter.

Offline phase: FOM simulations for all parameters in the training set, choice of the reference
calibration points, optimization procedure to find the calibration points for a training set,
learning of the regression map for the calibration points for all parameters, transformation
of the FOM solutions onto the reference domain, computation of the RB, learning of the
regression for the coefficients-to-(reduced coefficient) map.

Online phase: given a new parameter evaluate the regression of the calibration points to
know the geometrical transformation, evaluate the regression for the RB coefficients to get
the solution on the reference domain, combine the two maps to get the solution on the physical
domain.

5 Numerical Results

We now present some numerical results to validate the proposed methodology. We
will consider different time dependent test cases: the Sod shock tube problem in 1D,
in the non parametric and in the parametric setting, already introduced in Sects.2.1
and 2.2, respectively. To further test the performance of our methodology, we subse-
quently consider a 2D problem, namely the double Mach reflection (DMR) problem,
again in the non parametric and in the parametric setting. To conclude, some numeri-
cal results for the non parametric triple point problem will be shown. For all presented
tests, the FOM consists of high order solutions obtained with an explicit Finite Vol-
ume discretization with WENO reconstruction of order 5, with explicit time discretiza-
tion given by the optimal SSPRK54, with CFL coefficient 0.8 and Rusanov numerical
flux.

5.1 Non-Parametric Sod Shock Tube Problem in 1D

We consider Problem (2) introduced in Sect. 1.1, where the physical domain is 2 = R =
[0, 1]. The number of spatial degrees of freedom is 1500 and this leads to computational
costs of around 2 min using a Fortran code [43] on a Intel(R) Xeon(R) CPU E3-1245 v5 @
3.50GHz. In both cases, we use Dirichlet BC as the waves do not exit the domain before the
final time. The details of all the relevant quantities are presented in Table 1.
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Fig.7 FOM simulation of Sod 1D problem non parameteric at times 0.04 (green), 0.1 (orange) and 0.16 (blue),
on the original domain (top) and calibrated on the reference domain (bottom)

Table 2 Calibration of the 1D Sod shock tube problem, non parametric and parametric setting

Quantity Nonparam Param Quantity Nonparam Param
s 1076 1076 o 0. 0.

0 p(t =0.16) - M 6 6

Max. iter 100 100 minim. alg SLSPQ SLSPQ
Nirain 1 16 Ny 25 25
Niew - 10 NFPOD - 3

Figure 7 shows some snapshots for the density p, the moment m and the energy E at three
different times of the simulation: it is clear that the structures of all three the components of
the solution present discontinuities that travel in the domain at the same locations.

We carry out the calibration technique proposed in Algorithm 1: we choose as reference
solution p the density p(r = 0.16). We then choose M = 4 control points w; = 0.2, wy =
0.4, w3 = 0.6, wy = 0.8 equispaced in the reference domain R = [0, 1]. The calibrated
solutions (using the ANN to forecast the calibration points) are shown in Fig. 7: the main
features of the solutions, namely the shock, the contact discontinuity and the rarefaction wave
are well aligned with the reference solution. The details of the quantities required to carry
out the calibration step are listed in Table 2. We point out that the calibration step and the
training of the ANN have been carried out on the training set prain 10,01, 0.16] C [0, 0.2]
sampled with 25 equispaced parameters. The reason for excluding the first timesteps from
the training is that the minimization is tricky during the first timesteps: indeed we have a
transition phase, during which all the features are in the same point, leading to non invertible
maps. An alternative way to overcome this difficulty could be to restore to local reduced basis
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Fig.8 Sod 1D: Eigenvalue decay of the PODs (normalized to have A} = 1) non parametric (left) and parametric
(right)

Eulerian approach

ALE approach

— Basis0 10 — Basis0
Basis 1 Basis 1

— Basis2 08 — Basis 2
— Basis 3 — Basis 3

— Basis4 06

Fig.9 Sod 1D non parametric: The first modes obtained by compressing the original manifolds (Eulerian on
the top) and the calibrated manifolds (ALE on the bottom) for p (left), m (center) and E (right), with POD
with 7pop = 10~* and NJEX =7

spaces [44], or to use a FOM approach for the first timesteps. The final times are excluded
to test the extrapolatory performances of the ROM.

Figure 8 (left) shows the eigenvalue decay of the POD for both calibrated (ALE, in blue)
and original (Eulerian, in red) approaches. We can see that, differently from the Eulerian
approach, for the calibrated approach the first eigenvalue is much more relevant than all the
others and the Kolmogorov n—width decay is much faster. Figure 9 shows the behavior of
the first modes obtained by compressing with a POD the non-calibrated manifolds, for the
three conservative variables p, m and E. We remark that also here we consider the FOM
solutions for t € PUan thus excluding the initial and the final times from the compression.
The modes are highly oscillatory, because they struggle to correctly represent the positions
of the three discontinuities in the domain. Figure 9 also shows the POD modes obtained
by running a POD on the calibrated manifolds: after the calibration the oscillations in the
modes are much milder and focused on the discontinuity locations. Figure 10 shows some
POD-NN results with N = 7, without calibration, for the density p at different times ¢
(including the extrapolatory regime at + = 0.2). The comparison is made between the FOM
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Fig. 10 Sod 1D non parametric: Online approximation of the density p at times 0.04, 0.12 and 0.2 (left to
right). Top row: Eulerian ROM simulations with N = 7 modes on 2. Central row: ALE ROM simulations on
 with N = 3 modes. Bottom row: ALE ROM simulations on R with N = 3 modes

solution p, its L2 projection onto the reduced space generated by the first N = 7 modes of
the non-calibrated manifold (Eulerian modes) and the online reconstruction obtained using
a linear combination of said modes, with coefficients that are predicted by an ANN. We can
see that the Eulerian approach fails to correctly reproduce the calibrated FOM solutions: in
particular, the standard MOR struggles to capture the correct position of the discontinuities,
and it shows some oscillations in the online approximation that are most likely due the highly
oscillating nature of the Eulerian modes themselves. Figure 10 also shows some POD-NN
simulations obtained after the calibration procedure (computational cost of prediction of both
calibration points and ROM coefficients below 0.001s); here we use N = 3 modes as the
POD algorithm stops earlier for the imposed tolerance. We can see that we obtain a very
good approximation of the calibrated snapshots in the reference configuration R, i.e., p, and
in the physical domain €2, i.e. p, with the main features correctly reproduced by the online
solution. We stress the fact that r = 0.2 is outside the training interval ptrain. iy this case, the
positions of the shock, the contact and the rarefaction wave have been slightly misplaced by
the online model, hence, the approximation is not as great as in the interpolatory regime. All
the details on the architecture of the ANN used to learn the calibration map and to predict
the online solution are summarized in Table 3.

5.1.1 Validation of the Calibration Strategy

In this section, we focus on the two following aspects: the initial guess considered in the
calibration, for each parameter, and the order of the parameters for the calibration. To validate
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Table 3 Architecture and details of the calibration-NN and the POD-NN in both non parametric and parametric
setting

Parameter Non parametric case Parametric case

Calibration-NN POD-NN Calibration-NN POD-NN
L 4 4 4 4
Neurons per layer 16 16 16 16
Max. epochs 20000 10000 20000 10000
Loss fun. tol 106 1073 1076 107>
z Tanh/Softplus Tanh Tanh/Softplus Tanh
POD - 1074 104 104
NBES - 7 3 7

our methodology, we perform two types of tests, described in the following paragraphs. We
recall that, since we are in the non-parametric case here, the parameter u represents only the
time 7. Again, we also remark that we focus here on the density p.

Reference solution choice in the calibration

We are interested in performing the calibration for every parameter, by changing the reference
calibration points w through the free coordinates 0, the reference solution o = p(i) and the
initial guess 6O (w) in the minimization problem (4). We then evaluate the calibration error:
the chosen measures for estimating this error will be clarified later on in this paragraph.
Exact characteristics calibration reference points. For this test, we know the exact solution
of the problem (2), and therefore the exact location of the rarefaction and the discontinuities
of the density function. To perform the calibration, we choose a reference parameter it € P,
and we consider o = p(ji) and @ = 0°*(it), where 0 (1) € R* is the vector of the
exact locations of the beginning and end of the rarefaction wave, the contact and the shock
discontinuities for p(ji). We then carry on the calibration, for every s € P'"%": the initial
guess 8 () will be 8 (jr). We study what happens if we change ji: the measure that we
consider to estimate the calibration error in this case is the 1-norm of the difference between
0°* () (the vector of exact locations of beginning and end of the rarefaction wave, the contact
and the shock discontinuities for the o (u)) and §°P (i) (the output of the calibration for the
parameter p), namely

1077 (m) — 0" (w1 ®

This choice allows us to measure how far our output is from the actual location of the
discontinuities and rarefaction of the solution. The result is reported in Fig. 11 (left). Using
the initial guess close to the final time results in the largest errors when calibrating early
time solutions, while the opposite seem less problematic and optimally one could choose
a reference solution close to the initial time to have the least amount of error for all the
considered optimized parameters. It is also clear from this test that the best choice would
be to choose the initial guesses close to the parameter that we are calibrating minimizes the
error, i.e. staying close to the diagonal. And this is what we are actually doing in presented
strategy in Sect.2.1 in (5).

Equispaced calibration reference points. For this second test, we assume we do not know
the exact solution, nor the wave locations. In this case, we choose as reference calibration
points 0= {0.2,0.4, 0.6, 0.8} equispaced points in [0, 1]: these points will be fixed for all
the reference parameters i we will use and they will also be used as initial guess of the
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Fig. 11 Calibration error for Sod 1D at different times (parameter u) using different initial guess times
(parameter j1), for the FV solutions. Left: p = p(ft), w©® (p) = w (), error measure (8). Right: o = p (i)
and w = w(o)(u) ={0.2,0.4, 0.6, 0.8} for all u, error measure (9)

Table 4 Details for the order calibration test, where we analyze the calibration output according to the order
(in time) in which we perform it

Strategy Reference sol Order Initial guess

T2B Final time From last time to first Last parameter computed
T2B10 Final time From last time to first, every 10 steps Last parameter computed
B2T Initial time From first time to last Last parameter computed
B2T10 Initial time From first time to last, every 10 steps Last parameter computed
Fixed Final time From first time to last Final time

calibration process. We then choose p = p(ft), and we analyse the results of the calibration
when we change ft. The measure chosen to study the error of the calibration (since we do
not know 0¢* (w)) is the following:

1A (g, w(O (1)) — Tpp (e, w(O (w))I13, (C))

where I17 is the projection onto the linear space spanned by the chosen reference solution.
The results are reported in Fig. 11: again, we can see that choosing a reference solution close
to the parameter of interest leads to smaller errors and that using one reference solution the
optimal choice would be something close to jt ~ 0.1.

Order in which we perform the calibration

Motivated by the results shown in Fig. 11, we now use as initial guess the calibration points
found for the closest parameter already computed. We will compare the different orders
described in Table 4. In particular, we will try to start from the final time or the initial one and
we will use either all 100 timesteps we have in the training set or only one every 10 of these.
Finally, we also compare it with a fixed initial guess strategy. As we can observe in Fig. 12,
starting with the final solution as reference solution, we obtain considerably lower errors all
along the time domain, almost independently on how many parameters we sample (this will
not be true for more complicated tests in 2D), with respect to using the initial solution as a
reference one. The authors are anyway surprised by how the error using the initial solution
as reference is not too large. Also the fixed initial guess at the final time produces interesting
results.
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Fig. 12 Calibration error for Sod 1D at different times (parameters) using different calibration strategies, for
the FV solutions. Left: exact waves calibration as initial guess and right for equispaced initial guess calibration
points. Error measure: (8) (left) and (9) (right)

In 2D tests, we cannot perform similar comparison, as no exact calibration could be
performed. We can undoubtedly say that in 2D being close to the initial guess is of more
importance than in 1D, hence, in general, it is better to have a large enough training set.

5.2 Parametric Sod Shock Tube Problem in 1D

We now consider the parametric version of the Sod problem, already introduced in Sect. 2.2.
We recall that we consider u = (oL, pr, PL» PR) € Pphys C R*. All the details for the
numerical simulations are provided in Table 1. Also in this case, the FOM solutions have
been obtained employing the same FV discretization. In the parametric setting, we generate
the training space ngy“g‘ using Nipin = 16 randomly selected parameters w from Pppys.
Again, we consider the training time interval [0.01, 0.16] discretized with around 45 times
for each physical parameter.

Figure 13 shows the first modes for the three components p, m and E, without calibration
(Eulerian approach) and with calibration (ALE approach), respectively. Also in the parametric
case, we can notice that the Eulerian modes are highly oscillating, similarly to the non-
parametric test case: the calibration helps to significantly mitigate this phenomenon. To
further validate this, we show in Fig. 8 (right) a comparison between the rate of decay of the
eigenvalues obtained with a POD on the non-calibrated (red) and calibrated (blue) manifolds.
The calibration results in an improvement in the rate of decay and we clearly observe that, in
comparison to the non parametric case, the decay is slower and we need more basis functions
to represent our solution manifold. All the details for the numerical implementation of the
calibration procedure are summarized in Table 2.

Figures 14 and 15 represent the FOM, the L? projection on the reduced space and the POD—
NN online approximation for p, for two parameters in the test set. We plot both the Eulerian
ROM and the ALE one, for the latter both in the physical €2 and in the reference domain R.
The online approximations are obtained with N = 4 modes. As we can see, in both cases the
Eulerian ROM is struggling to correctly capture the positions of the discontinuities, and it
provides an approximated solution that exhibits some non-negligible oscillations, most likely
due to the oscillating nature of the Eulerian modes themselves. The results provided with the
calibration are much more accurate, since the MOR is now able to correctly represent the
positions of the discontinuities, and it does not present any oscillations in the approximations.
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Eulerian approach

ALE approach
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Fig. 13 Sod 1D parametric: The first modes obtained by compressing the original manifolds (Eulerian on the
top) and the calibrated manifolds (ALE on the bottom) for p (left), m (center) and E (right), with POD with
tpop = 107% and NJEX =7

Eulerian ROM

Physical Domain Physical Domain Physical Domain
—— original —— oOriginal 1o —— original
1.0 —— projection | 1.0 —— projection : —— projection
—— prediction —— prediction —— prediction
0.8 0.8 0.8
0.6 0.6 0.6
0.4 0.44 0.4
0.2 0.2 0.2
0.0 0.2 0.4 0.6 0.8 1.0 0.0 0.2 0.4 0.6 0.8 1.0 0.0 0.2 0.4 0.6 0.8 1.0
Physical Domain Physical Domain Physical Domain
1.0 1.0 1.09
0.8 0.8 0.8
0.6 0.6 0.6
0.4 0.4 0.4
0.2 0.2 0.2
0.0 0.2 0.4 0.6 0.8 1.0 0.0 0.2 0.4 0.6 0.8 1.0 0.0 0.2 0.4 0.6 0.8 1.0
Reference domain Reference domain Reference domain
1.0 —— original 10 — original 1.0 —— original
—— projection —— projection —— projection
0.8 —— prediction | o.g —— prediction | 0.8 —— prediction
0.6 0.6 06
0.4 0.4 0.4
0.2 0.2 0.2
0.0 0.2 0.4 0.6 0.8 1.0 0.0 0.2 0.4 0.6 0.8 1.0 0.0 0.2 0.4 0.6 0.8 1.0

Fig. 14 Sod 1D parametric: Online approximation of the density p at times 0.04, 0.12 and 0.2 (left to right), for
pr = 1.047937, pgp = 0.122810, p; = 1.203980, pr = 0.144468. Top row: Eulerian ROM simulations
on 2 with N = 7 modes. Central row: ALE ROM simulations on € with N = 4 modes. Bottom row: ALE
ROM simulations on R with N = 4 modes
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Eulerian ROM

Physical Domain Physical Domain Physical Domain
—— original —— Original —— Original
10 projection 1.0 projection 1.0 projection
—— prediction —— prediction —— prediction
0.8 0.8 0.8
0.6 0.6 0.6
0.4 0.44 0.4
0.2 0.2 0.2
0.0 0.2 0.4 0.6 0.8 1.0 0.0 0.2 0.4 0.6 0.8 1.0 0.0 0.2 0.4 0.6 0.8 1.0
Physical Domain Physical Domain Physical Domain
1.0 1.0 1.0
0.8 0.8 0.8
0.6 0.6 0.6
0.4 0.4 0.4
0.2 0.2 0.2
0.0 0.2 0.4 06 0.8 1.0 0.0 0.2 0.4 0.6 . 0.8 1.0 0.0 0.2 0.4 0.6 . 0.8 1.0
Reference domain Reference domain Reference domain
10 —— original 10 — original 104 — original
projection projection projection
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0.6 0.6 0.6
0.4 0.4 0.4
0.2 0.2 0.2
0.0 0.2 0.4 0.6 0.8 1.0 0.0 0.2 0.4 0.6 0.8 1.0 0.0 0.2 0.4 0.6 0.8 1.0

Fig. 15 Sod 1D parametric: Online approximation of the density p at times 0.04, 0.12 and 0.2 (left to right),
for p; = 1.08827, pgr = 0.149654, py = 1.193154, pr = 0.078459. Top row: Eulerian ROM simulations
on  with N = 7 modes. Central row: ALE ROM simulations on 2 with N = 4 modes. Bottom row: ALE
ROM simulations on R with N = 4 modes

There are minor flaws in the extrapolatory regime and in the early times, still keeping the
quality of the reduced solution very high.

All the details on the architecture of the ANN used to learn the calibration map and to
predict the online solution are summarized in Table 3.

5.3 Non-Parametric DMR Problem in 2D

We now consider a 2D test case, namely the Double Mach Reflection (DMR) problem [35].
Let Q2 = [0, 4] x [0, 1]: we consider the Euler Eq. (2), in the time interval [0, 0.25], with the
following IC

(oL, ur, v, pr) = (8, 8.25cos(B), —8.25sin(B), 116.5) x € QL (B,t = 0)

(10)
(or, uR, vr, pr) = (1.4,0,0, 1) x € Qr(B,1=0)

t}? QR(ﬂ’t):Q\QL(,B’Z),
an

1
QLB 1) = {x €Qix < o +tan(B)y+ o)
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Fig. 16 DMR: Eigenvalue decay of the PODs (normalized to have A; = 1), non parametric on the left,
parametric on the right

Fig. 17 FOM solution for p for DMR non parametric at times 0.05 (top), 0.15 (center) and 0.25 (bottom) in
the physical domain 2 (left) and, after calibration, in the reference configuration R (right). We mark on the
plots the control points and the Cartesian grid that links them in the reference domain and its image through
T on the physical one. We plot in white 20 contour lines at equispaced values between 1 and 25

wit = =. e s are assigned throu ost cells as
ith § = Z. The BC igned through ghost cell

(pL,urL,vr, pL), ifx=0or(y=1andx € Q.(8,1)),
(pr.ur.vR.pr).  ify=landx € Qp(B.1). .
(Pins Wins —Vin, pin), if y =0 (wall BC),

(Pins Uin, Vin, pin),  if x = 4 (outflow),

(p,u,v,p) =

where -, denotes the value inside the domain at the corresponding boundary cell.

Figure 17 (left column) represents the FOM snapshots for the density p at three different
times of the numerical simulation; here, the same FV scheme has been employed at the FOM
level on a mesh of 2400 x 600 cells (computational time of 5 days), then downsampled to
a mesh of 240 x 60 cells to perform the offline phase (including calibration) in reasonable
computational times. We retain 500 time samples in [0, 0.25] of which we include 100 in the
training set of the calibration procedure (every At = 0.0025) and 45 in the training set of
the reduced algorithms all in [0.02, 0.2].

Figure 16 (left) shows the rate of decay of the eigenvalues returned by the POD on M,
(red): also for this test case we have a solution manifold with a slowly decaying Kolmogorov
n—width, due to the fact that the shock moves inside 2. We therefore perform a calibration
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Table 5 Calibration of the 2D DMR problem, non parametric and parametric setting

Quantity Nonparam Param Quantity Nonparam Param
2 p(t =0.2) - o 10~4 104
My 7 7 8 1072 107!
M, 6 6 minim. alg SLSPQ SLSPQ
Ntrain 1 16 max. iter 100 100
Ny 180 23

10° =

—&s— Eul POD N =2
—+— Eul POD N =4
—+— EulPOD N =7
—e— Eul POD N =12
—e— Eul POD N = 30
—s— ALE POD N =2
—— ALE POD N =14
—— ALEPOD N =7
—e— ALE POD N =12
—e— ALE POD N = 30

Error
=
9
o

0 5.10°2 0.1 0.15 0.2 0.25
Time

Fig. 18 DMR non parametric: Error in time of reduced methods with different number N of modes

procedure, using Algorithm 1 and the 2D geometrical transformation map 7 introduced
in Sect.3.2: all the details for the calibration step are summarized in Table 5. Figure 17
(right column) shows the outcome of the calibration for the density p, at different times:
here the snapshots are represented in the reference configuration R (computational time for
forecasting the calibration points around 0.05s). With the calibration procedure, we obtain
an improvement in the rate of decay of the eigenvalues, as it is shown in Fig. 16 (blue line).
To conclude, in Fig. 18 we show the behavior in time of the approximation error, between the
FOM solution and the online solution (computational time to evaluate the NN for the ROM
coefficients 0.001s), with or without calibration, according to the number N of modes used.
Both errors have been computed in the physical domain €2 and are defined as:

o) — pn Dl 12(0) and lp (@) = pn (1) o T~ [wP'D)]l] 12
loMllr2@) eO2(@) '

13)

As we see in Fig. 18, the error of the online approximation (with calibration) does not go
below a certain lower bound, even increasing the number of bases. We recall that, in the
calibrated setting, we are interpolating the solutions to perform the transformations: for this
reason, we believe that, after a certain number N of modes, the interpolation error dominates
the global error, and this leads to the plateau that one can observe in the figure. We notice
that with around 30 basis for the POD in the Eulerian framework we achieve errors that are
comparable with the ALE solutions.

Nevertheless, the qualitatively comparison of the Eulerian and ALE approach at the ROM
level with N = 2 for the ALE approach and N = 30 for the Eulerian approach depicted in
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ALE N =2

Eulerian N = 30

Fig. 19 DMR non parametric: ROM solutions for p in 2 at times 0.05 (top), 0.15 (center) and 0.25 (bottom).
Left column: ALE ROM solution with N = 2. Right column: Eulerian ROM solution with N = 30. We plot
in white 20 contour lines at equispaced values between 1 and 25

Fig. 19 is still in favor of the ALE approach. Indeed, the Eulerian ROM shows an oscillatory
behavior that deteriorates the shape of the solution, the shock position and the flat areas,
which are not anymore flat. On the contrary, the ALE ROM solutions are very similar to
the FOM ones and they preserve all the original features even with a much smaller reduced
basis. So, even if the L? errors of the two approaches are comparable, the quality of the two
solutions is very different.

5.4 Parametric DMR Problem

In this section, we consider the parametric version of the 2D DMR problem: the physical
parameter is the angle 8 introduced in Sect. 5.3; the physical parameter interval is Pphys =
[0.1, 0.675], and the time interval is [0, 0.2]. Also in this case, the FOM snapshots have been
obtained with the same FV scheme, on a mesh 600 x 150 (computational time of 2h each)
then downsampled to 200 x 50 for reduction of computational time of the offline phase. In
the training set, we include for each physical parameter 51 snapshots every At = 0.004, and
we use all the snapshots for the calibration.

Figure 20 shows some snapshots, for two different values of § and at different times, before
and after the calibration: all the details for the calibration procedure are summarized in Table 5.
We also depicted the control points grid on the reference domain and its transformation onto
the physical one, showing how the tracking of the interesting point is done and how much
distortion we can get with such transformations. As we can see from Fig. 16, also in the
parametric case the calibration procedure improves significantly the rate of the decay of
the eigenvalues returned by the POD and hence, ultimately, the Kolmogorov n-width of the
problem under consideration. In Fig. 21, we plot the behavior of the relative error on the
physical domain, as explained in Sect.5.3 in (13), varying time and for different number of
modes used in the reduced spaces. On the left, we plot the error between the FOM solution and
the L? projection onto the reduced space; on the right, we have the error obtained using the
POD-NN to predict the online solution. We see that both the Eulerian and the ALE projection
errors improve as we increment the number of POD modes, with the Eulerian being always
much larger. In the POD-NN error, on the other side, the decay of the error is slower and it
seems to stagnate at some bottleneck values, in particular for the ALE case. That is why we
aim at extending this work in the future with a hyper-reduced Galerkin projection approach,

@ Springer



60 Page280f34 Journal of Scientific Computing (2024) 101:60

Parameter § = 0.225

T 3 3 3 T 3

Fig.20 DMR parametric FOM solution for p at times t = 0.096, ¢ = 0.148 and r = 0.2 (top to bottom) in the
physical domain €2 (left) and, after calibration, in the reference configuration R (right). We mark on the plots
the control points and the Cartesian grid that links them. Parameter values § = 0.225 (top) and 8 = 0.675
(bottom). We plot in white 20 contour lines at equispaced values between 1 and 25
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Fig.21 DMR parametric: Error in time of reduced methods with different number N of modes. Parameter in
test set B = 0.675
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Parameter 5 = 0.225

Eulerian POD-NN

ALE POD-NN
7

Parameter 5 = 0.675

Eulerian POD-NN

ALE POD-NN

A W

Fig.22 POD-NN solutions with N = 6 of p for DMR parametric at times t = 0.096, t = 0.148 and ¢t = 0.2
(top to bottom) in the physical domain Q. Left column: with the calibration of the manifold. Right column:
without calibration. Parameter values 8 = 0.225 (top) and B = 0.675 (bottom). We plot in white 20 contour
lines at equispaced values between 1 and 25

3 T H 3 H 3 3 H

to reintroduce some mathematical rigorousness hoping to decrease the online error. Finally, in
Fig.22 we represent the online solutions for 8 = 0.225 and 8 = 0.675, both with the Eulerian
and the ALE approach with N = 6. Similarly to what happens in the non parametric test case,
the Eulerian approach struggles to reproduce the FOM solution, providing an approximation
that sometimes even loses the main features (the shape of the solution, the shocks, the flat
areas). On the contrary, with the ALE approach, the online approximation preserves all these
features. The two parameters shown validate the ability of this ROM approach to work in
strongly nonlinear parametric context, where the parameters changes the solution’s feature
geometry, the values of the solution and vaguely the structure of the features. On the other
hand, we remark that this approach works only for quasi-self-similar solutions, where we
can recognize a similar structure along the parameter domain.

5.5 Triple Point Non Parametric
The applications of the proposed algorithm are various, we have showed some self-similar

solutions, but this class includes a huge amount of test problems: for example, many hyper-
sonic problems where a shock or multiple shocks are present in the solution as airfoil
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Fig. 23 FOM (first and second line), ALE POD-NN (third line) and Eulerian POD-NN (bottom) solutions
with N = 7 of p at times t = 0.1275 (left) and ¢+ = 0.25 (right) in the physical domain 2. The first line shows
also the calibration points. We plot in white 20 contour lines at equispaced values between 1 and 15

simulations, water waves propagation or acoustic waves. We want to solve another test here
that involves a more complicated solution structure, which is a triple point shock interaction
test. We consider a physical domain 2 = [0, 7] x [0, 3]. The initial conditions are:

(ow, uw, vw, pw) = (1,20,0, 1) x €[0,1] x [0, 3],
(oNE,uNE, VNE, pNE) = (0.125,0,0,0.1) x €[1,7] x[L.5,3], (14)
(pse»>use, vse, pse) = (1,0,0,0.1) x € [1,7] x [0, 1.5].

Boundary conditions are transmissive on the right, Dirichlet with state (ow, uw, vw, pw)
on the left and reflective at the top and bottom of the domain. Final time is set to £y = 0.25.
We solve the problem on a grid 2800 x 1200 and then we downsample it to 280 x 120 for
the reduction of computational time in the offline phase. We have used in the training set of
both calibration and reduced algorithms N,, = 100 snapshots at At = 0.0025.

In Fig.23, we show the solutions of the calibration points, FOM, ALE ROM and Eulerian
ROM at times ¢ = 0.1275 and t = 0.25. The ROM solutions are obtained with a reduced
basis of dimension N = 7. In the first FOM plots, we also plot the M| - My = 8§ - 6 optimal
calibration points (the one at the final time are essentially the reference one) that vaguely
surround the most dynamical area. Again, the ALE ROM performs much better than the
Eulerian ROM in catching the right position of the waves and to sharply represent them. On
the other side, there is a slight mistake in the calibration in catching the most right shock that
is represented by a vertical contour line, which is not perfectly represented in the ALE ROM.

@ Springer



Journal of Scientific Computing (2024) 101:60 Page310f34 60

10° T T T T T

—=5— Eul POD N =2
—+— Eul POD N =4
—o— Eul POD N =7
—e— Eul POD N =12
—o— Eul POD N =30
—=s— ALE POD N =2
—+— ALE POD N =14
—— ALEPOD N =7
—e— ALE POD N = 12
—e— ALE POD N = 30

Error

Time

Fig. 24 Triple point non parametric: Error in time of reduced methods with different number N of modes

In Fig. 24, we observe that also here the error of the ALE approach is much smaller than
the Eulerian, but that the interpolation error is probably a lower bound for the ALE ROM that
keeps it from decreasing with the increasing of the reduced basis dimension. On the other
side, for the Eulerian ROM the error decays increasing the reduced basis dimensions, even
if with irregularity due to the spurious oscillations. All the parameters not specified are as in
the DMR non-parametric case.

6 Conclusions

We presented a novel, optimization-based calibration technique suited for hyperbolic conser-
vation laws with (quasi) self-similar solutions that present multiple travelling structures, such
as discontinuities. We combined the calibration technique with an ANN based Model Order
Reduction, in order to obtain a non intrusive approximation setting that is able to provide
satisfying results both in the non parametric and in the parametric framework, without the use
of implicit shock tracking techniques, which additionally translates into a much more limited
computational effort during the offline phase. To test the proposed methodology and to show
its broad range of applicability, we considered three time-dependent problems of interest:
the 1D Sod shock tube problem (non parametric and parametric), the 2D DMR problem (non
parametric and parametric) and the non parametric triple point problem. In all of our tests, we
have shown the benefits of using the proposed calibration based MOR: this is confirmed not
only by the comparison on the rate of decay of the eigenvalues returned by the PODs, but also
by the behavior in time of the relative L?-errors (in the physical domain §2) obtained with
the two approaches. To conclude, a qualitative comparison on the FOM solutions and the
ROM solutions (with and without the calibration approach) is provided, in order to highlight
that, by using a smaller number of modes, our proposed methodology is able to correctly
capture all the important features of the full order solutions. Indeed, classical ROMs produce
oscillations, smear the shocks and cannot preserve flat areas, while the presented calibrated
version does, even in the context of multiple intersecting shocks and waves (such as in the
triple point test).

We also showed the robustness of the calibration algorithm with respect to the choice of
the reference solution p, the initial guess 6O () and the order with which we perform the
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calibration: all the tests have been performed for the 1D problem, for which an analytical
solution is available. The results show that the calibration algorithm provides good results,
almost independently on the choice of the reference control points. Nevertheless, we are
aware that a more in depth study has to be carried out on the number of control points to
choose: we envision this as a future development of the proposed work. The replacement of
the Neural Networks with a purely ALE approach for the online system is a work in progress
and a future extension of this present work. At the time being, the strongest limitations of
our method to get more physically complicated solutions are two: the fact that the domain
2 needs to be rectangular, and the fact that the configuration of the features should not vary
too much, in a topological sense. We intend to address both points in the future, introducing
techniques that can map non-polyhedral shapes into rectangles [33], and using local ROMs
for different parameter/time zones.

The proposed approximation setting is based on the use of piecewise cubic Hermite interpo-
lating polynomials (or on some tensorial product of them), and works well with rectangular
domains and Cartesian meshes: the extension of this approach to more complex geometries
and other kinds of meshes (i.e. triangular ones) is envisioned as another future direction
of this work. We also remark that, so far, we only worked with FV approximations of the
full order solution. We expect to generalize the whole methodology to other discretization
techniques.
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