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1 Error metrics

To evaluate the generalization accuracy, we test trained models on unseen data, that is on samples belonging
to a test set denoted by Siest- Specifically, we employ two metrics.

Normalized root mean square error (NRMSE) is obtained as the square root of the mean of the
squares of the normalized errors obtained on the test set:
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Pearson dissimilarity (1 — p) is defined from the Pearson correlation coefficient p:
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where we denote the average outputs as
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We remark that both metrics (RMSE and 1 — p) are robust with respect to multiplicative rescaling of the
outputs. For both of them, the smaller the value of the metric, the higher the accuracy of the predictions.

2 Alternative methods

In this section, we describe alternative methods to LDNets, whose performance is compared in the main text
and in Sec. 3. Some of these methods are based on a space discretization of the solution field.

We consider hence a space-discretization operator A: ) — RV with N} > 1. The operator A typically
consists of a point-wise evaluation of y on a grid of points (e.g. the nodes of a computational mesh),
or of an expansion with respect to a Finite Element basis or to a Fourier basis. The subscript h refers
to the characteristic size associated with the discretization (e.g., the mesh element size for a mesh-based
discretization; the sampling period for a discretization based on the discrete Fourier transform). Hence, we



write Y (t) = A(y(-,t)) € RM. The space-discretization operator is typically accompanied by a discrete-to-
continuous operator A': RV — Y such that y(-,t) ~ A (Y(t)).

Let us consider, for simplicity, the case when the discretization operator is associated with the evaluation
of the output field on a grid of points §;,&,,...,€y,_,..- Then we have

Yl(T) = (}%(5177)»}’1‘(5177)» cee aYi(ENnodesvT)) for ¢ € StrainaT € yz

In this case, we have Nj = dyNnodes- We are thus restricting ourselves to the case when the training
dataset is such that & = & := (£,,&,,...,€y,,,..)- If, instead, observation points vary between samples
or between time steps, interpolation would be required.

2.1 Projection-based reduced-order models

Projection-based reduced-order models (ROMs) allow the efficient simulation of complex spatio-temporal
systems for many different queries of the input u(t) [2-5, 12, 17]. They leverage Galerkin or Petrov-Galerkin
projection of the PDE system onto problem-specific linear manifolds to reduce the complexity of high-
fidelity discretization, deliberately rich in degrees of freedom for the sake of accurately approximating the
PDE solution. Here, to ease the notation, we only consider the case in which the model output coincides
with the FOM state (y = z), that is the observation operator is the identity function. The case when the
operator differs from the identity is a straightforward generalization of the one considered here.

Projection-based ROMs are intrusive, as they require manipulation of the discretization of FOM. Their
construction first involves dimensionality reduction techniques applied to pre-computed samples of the dis-
cretized FOM state:

Z(t) = A(z(-,t)) € RV,

collected by numerically approximating the space-discrete counterpart of the FOM, for different samples of
the input u(t) in the training set:

d
%Z(t) =F(Z(t),u(t)) for ¢ € (0,7
Z(t) = ZO = A(Zo),

(1)

where F is a suitable discretization of the differential operator F. Solution snapshots are stored into a matrix

Z = (A DNES oy, € R Momorsien
from which ds < N}, basis functions ¢, k = 1,...,ds are extracted by proper orthogonal decomposition
(POD), or other linear dimensionality reduction techniques, like reduced-basis greedy algorithm [12, 18].
This allows expressing the discretized state compactly as

ds
Z(t) = Vs(t) = > su(t)dy, (2)

k=1
where V' = [¢,]...|¢p, ] is the transformation matrix, collecting the basis functions in its columns, and
s(t) = [s1(t), ..., sq.(t)]T is the reduced state, a vector made of the coefficients sj associated with each basis

function. In this context, the solution manifold associated with the latent space is thus the column space of
the matrix V.

Given a test manifold spanned by dg basis functions {1, }{= | (collected into a matrix W = [1p,]. .. |1 )
the projection of the dynamical system (1) generates a system of dg equations for the reduced state of the

form:
%s(t) =WTF(Vs(t),u(t)) for t € (0,7

S(O) = 8g = VTZO,

3)

In this formulation, computational efficiency hinges on the form of the discretized operator F. In the linear
and affine cases, the dependence on the solution can be separated from the operator, generating a set or



pre-computable terms that ensure computational efficiency in the resolution. In the case nonlinearities are
present in the model, instead, F requires the reduced state to be projected back onto the state space for
its evaluation, before being projected onto the low-dimensional dynamics of (3). This double projection
makes the computational costs of (3) comparable to the ones of (1). Hyper-reduction techniques based on
interpolation and linear dimensionality reduction techniques provide a computationally efficient alternative
for evaluating nonlinearities [7, 12, 18]. In our test case, we first separate the nonlinear part from the linear
one:

F(s(t),u(t)) = Fu(s(t), u(t)) + Fi(s(t), u(t),

and we then rely on the discrete version of the empirical interpolation method (DEIM), which employs
an interpolation-based projection of the nonlinearity onto the span of sparsely sampled basis functions,
precomputed with POD [7]. Specifically, the non-linear term F,,; is approximated by

Fr(s(t),u(t)) = UPTU) " P Fpi(s(t), u(t)),

being U the transformation matrix, collecting POD basis functions of the nonlinear term, and P a sparse
matrix that samples F,,; on a subset of interpolation indices. In the following, we will denote this model-order
reduction method as POD-DEIM method.

The success and greatest limitation of projection-based ROM lies in being intrusively linked to high-
fidelity discretization via a linear subspace. This, on the one hand, ensures the ROM consistency, with a
reduced state directly mappable to the system state thanks to (2), and convergence to the FOM as the
dimensionality of the reduced manifold increases. On the other hand, if the solution of the parametric
problem entails large variability, as in the case of advection-dominated problems, the accuracy-efficiency
balance is compromised by the curse of dimensionality.

2.2 Methods based on auto-encoders

For the reasons above, many researchers have shifted to the development of reduced-order models based on
non-linear dimensionality reduction techniques, such as NN-based auto-encoders [6, 10, 14-16, 20]. In this
framework, to reduce the dimensionality of the discretized output field Y, we train an auto-encoder, with
latent code dimension dg, by considering the following minimization problem:

(Wnes Wiee) = argmin D N AN aee (AN ene(Yi(7): Wene): Waee) = V(73

w, Wdec - .
enerACC i€ Strain TET T

+ aencR(Wenc) + adecR(Wdec)

where NN ene and NN gee (with trainable parameters we,. and wqec, respectively) are the encoder and the
decoder, respectively. For normalization purposes, to evaluate distances in the discrete space we employ the
rescaled euclidean norm || - |3 == || - |*/(Nnodes YZorm)-

Once the auto-encoder is trained, i.e. the parameters w,. and w} . are available, we compute the latent
codes associated with each training sample i € Siain and each observation time 7 € 7%, that we denote as

8i(7) = MNene(Yi(7); W) € R%.

At this stage, we train a second model (denoted by RNN 4y,, with trainable parameters wqyy,) to predict
the dynamics of the latent codes §;(t) as a function of the inputs {u;(7)},c.oi:

Wig = argmin Y M [RAN aya({w(r)}re e, Wayn) = 8:(0)] + aaynR (Wayn)
WaYn €St rain t€ T

In this work, we consider two different architectures for RNN 4y, namely an ODE-Net [8] and an LSTM
[13]. In both cases, we employ normalization layers as described in the main text.

Once both the auto-encoder NN gec © NN ene and the dynamics network RNN 4y, have been trained, the
predictions on the test set are obtained as follows, for i € Siest and ¢t € T

Yi(t) = NN dec(RAN ayn({ui(7) bresri, 5 Wipn)i Wee)s



and

yi('7 t) = A/(NNdeC(WNdyn({ui(T)}TEYi’t; Wriyn); W:;ec))'

In what follows, we denote this method as AE/ODE and AE/LSTM, depending on the architecture employed
fOI‘ WNdyn.

We remark that the encoder NN ¢y is only instrumental to recover labeled data §;(7) needed to train
RNN 4yn and it is not used to predict the output during the testing phase. In other words, only RNN gy
and M\ gec are retained in the testing phase. The latter observation suggests a third training stage in which,
starting from the pre-trained values (W}, Wj,.), we further train the RVN qyn and NN gec in a simultaneous
manner, that is in an end-to-end (e2e) way:

(Wi Wite) = argmin Y N7 AN ace (RN agn ({us(7) e s b5 Wayn ) Waee) = Yit) 3

Wq Wa . .
YT i€ Strain t€ T

+ adynR(Wdyn) + adecR(Wdec)

To denote the models obtained after this third training stage, we will employ the abbreviation AE/ODE-e2e
and AE/LSTM-e2e.

2.3 Predicting the evolution without latent dynamics

In Test Case 1c, we compare the results obtained with LDNets with a model consisting of an ODE-Net fed
by the query point and by the input signal, that is thus denoted by (x,u(t))-ODE-Net. This consists in
solving the following system of ODEs for each query point x:

9y (x,t)

o = NN a4yn (¥ (x, 1), u(t), x; Wayn) in (0,7]

y(*,0) = y(x,0).

(4)
The results of the comparison are reported in the main text.

3 Results

3.1 Test Case 1: Advection-Diffusion-Reaction equation

In this test case, data are generated through numerical approximation of the PDE model

0z(z,t) 0?z(x,t) 0z(z,t) B
o Mgz Mg + psz(x,t) = f(z,t) x € (-1,1),t e (0,7],

2(—1,t) = 2(1,t) te (0,1, (5)
z(z,0) = zo(x) z e (—1,1).

with f(xz,t) = A(t) cos(2n F(t)x — P(t)), that is a sine wave with amplitude A(t), frequency F(t) and phase
P(t). The numerical solver employed to generate training and testing data is described in the main text.

We consider three different cases (Test Case 1a, 1b, 1¢), according to whether or not the three parameters
(p1, po and pg) and the three time-dependent signals (A(t), F'(t) and P(t)) are considered as fixed or as
inputs of the model. In all the test cases, we define y,orm as the difference between maximum and minimum
value taken by the output on the whole training set. In all the cases presented below, unless otherwise stated,
we set At =5-1072.

3.1.1 Sampling of inputs

In order to generate training and testing data, we need to sample the space of inputs. This calls for a
probability distribution on the latter space. For the parameters (u1, p2 and ps), we take for simplicity a
uniform distribution on a suitable hypercube. For the time-dependent signals (A(¢), F(t) and P(t)), instead,



probability distributions on function spaces are needed. For A(t) and P(t), we consider a Gaussian Process
distribution [19] with mean p and with the following covariance kernel

t1 —to)?
K(tl,tQ) = U2 exp |:_(127_22):|,

characterized by standard deviation o and characteristic time-scale 7. For what concerns F'(¢) instead, in
order to let it vary within a bounded set (fuin, fmax), we define it as

F(t) = % Smin + fumax + (fmax — fmin) tanh <§7(t))} ,

with ~(¢) sampled from a Gaussian Process with mean p = 0, standard deviation ¢ = 1 and prescribed
characteristic time-scale 7. The values of u, 0 and 7 are indicated below for each test case.

3.1.2 Test Case la: finite latent dimension, constant parameters

We consider the case zp(x) = cos(mz) and f = 0. The inputs are the constant parameters u(t) = (u1, 2, 13)-
To generate training and testing data, we employ a Monte Carlo sampling of the hypercube defined by the
bounds (p1, pe, pt3) € [0,0.05] x [—0.1,0.1] x [0,0.01]. We consider 100 training samples and 500 testing
samples. We select the hyperparameters according to the algorithm presented in the main text. The ranges
of hyperparameter values used in the tuning algorithm are reported in Tab. 1, in the row tuning. The selected
values are instead reported in the row final.

In Tab. 2 we report the training and testing accuracy metrics obtained by training an LDNet with ds = 2
latent variables. In the table we show the accuracy achieved after 500, 5000 or 50000 epochs of BFGS (in
all the cases, we first run 200 epochs of Adam).

3.1.3 Test Case 1b: finite latent dimension, time-dependent inputs

We now consider the case when inputs are time-dependent. We thus fix the values of the parameters to
1 = 0.05, g = 0 and p3z = 0.002, and we consider the time-dependent forcing term f(z,t) defined above.
In order to keep the intrinsic latent dimension equal to 2, we consider a constant frequency (specifically,
F(t) =0.5). Instead, we let the amplitude A(t) and the phase P(t) vary in time, as described in Sec. 3.1.1.
Specifically, for A(t) we set = 2/5, 0 =2/15 and 7 = 1, while for P(t) we set u =0, 0 =4/3 and 7 = 1.

First, we consider 100 training samples and we set At = 0.05. We tune the hyperparameters starting
from the ranges indicated in Tab. 1, and we select the optimal values reported in the same table. The
LDNets predictions y for some test samples are displayed against reference outputs y in Fig. 1.

Now, we perform two tests. First, by keeping At = 0.05, we vary the number of training samples in the
set {25, 50,100, 200,400}. Then, we let At vary in the set {0.2,0.1,0.05,0.02}, by keeping the number of
training samples equal to 100. In both the cases, we do not vary the hyperparameters reported in Tab. 1.
The results of these two tests are reported in the main text.

Test Case 1b provides an ideal testbed to assess the capabilities of LDNets in discovering a compact
representation of the FOM state. The state of (5) indeed evolves on a two-dimensional manifold, being the
state fully characterized, at any time ¢, by two scalars. In other terms, provided that the forcing term is
defined as in Test Case 1b, the model (5) has an intrinsic latent dimension equal to 2. At any time ¢, in
fact, z(+,t) is a sine wave with frequency 0.5. Among the infinitely many equivalent parametrization, one is
given by the Fourier transform of z(-,¢) at frequency 0.5, that is determined by its real and imaginary part,
respectively denoted by Re(2(0.5)) and Im(2(0.5)).

Our results show that, during the training process of an LDNet, the algorithm discovers a compact
representation of the solution field z(-,t), represented by the two latent variables s1(t) and sa(t). We now
investigate whether there is a relationship between the pairs (s1,s2) and (Re(2(0.5)), Im(2(0.5))). With
this goal, we train four different LDNets, starting from a different random initializations of the trainable
parameters. Then, we evaluate the trained LDNets on 24 test samples, and we collect the trajectories
in the latent space (s1,$2). Finally, we plot these trajectories by displaying each point with a color that
depends on the corresponding value of Re(2(0.5)) computed from the reference solution, and we repeat the
same procedure by considering the values of Im(2(0.5)). The results are shown in Fig. 2. We notice that
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BFGS epochs | 500 5000 50000

Training time 8m bHs 1h 5bm 10h 8m
NRMSE¢;ain | 1.02-1073  7.08-107° 1.81-10°
NRMSE; st 1.19-1073 7.23-107° 1.88.107°
1 — ptrain 9.42-107% 4.58-10=% 3.00-107°
1 — Prest 1.33-107° 4.87-107% 3.30-107°

Supplementary Table 2. Test Case la: training and test accuracy metrics for LDNets trained with an
increasing number of BFGS training epochs (500, 5000 and 50000). Training time refer to a single-CPU
standard laptop.
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Supplementary Figure 1. Test Case 1b. 100 testing samples, comparing the reference outputs y (left
with the LDNet predictions ¥ (right). For each sample, the horizontal axis refers to space, and the vertical
axis refers to time.
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Supplementary Figure 2. Test Case 1b. Trajectories in the latent space (s1,s2) of 24 testing samples
obtained with four different LDNets, by starting from as many different initial guesses for the trainable pa-
rameters (each of them corresponding to different columns). In the first (respectively, second) row, each point
in the latent space is colored according to the corresponding value of Re(2(0.5)) (respectively, Im(Z£(0.5))).

trajectories significantly differ among the four LDNets. This is not surprising, as latent states are internal
variables in the LDNet, hidden within the input-output relationship. Nonetheless, a common pattern emerges
in the connection between the latent states and the Fourier coefficients: each of the four trained LDNets
underlies a well-defined relation between (s1,s2) and (Re(2(0.5)),Im(2(0.5))). As a matter of fact, each
LDNet discovers a different compact encoding for the FOM state, each of which underlying a relationship
with the Fourier coefficients of the solution. In other terms, despite not being explicitly instructed to do
that, the LDNet discovers an operator that is equivalent to the Fourier transform of the state. At the same
time, the reconstruction NN (NN yec) discovers the inverse operator, as it is able to reconstruct the function
z(+,t) from the two scalars (s1,s2). Remarkably, this is obtained in a fully data-driven manner, without
explicitly using any prior Fourier-based feature extraction.

3.1.4 Test Case 1c: infinite latent dimension

As a final step of Test Case 1, we consider the case when the frequency of the forcing term f(x,t) varies in
time as well (see Sec. 3.1.1). Specifically, to sample F'(¢t) we set 7 = 1, fimin = 0.25 and fiax as indicated
below; for A(t) weset u=1,0=1/3 and 7 = 1; for P(¢) we set 4 =0, 0 =4/3 and 7 = 1.

In this test case, we are interested in studying the impact of the number of latent states ds on the
LDNet accuracy, in three increasingly challenging cases, namely by setting fiax = 0.5, fmax = 1 and
fmax = 2 (see Fig. 3). In all the cases, we consider ds € {2,3,4,5}. For each combination of fi.x and
ds, we retune the hyperparameters, in order to compare the (in principle) best accuracy attainable. With
this purpose, we first run a preliminary hyperparameter tuning step, by considering a wide range of values
(see Tab. 1, row tuning). Then, we shrink the variability by selecting the most (generally with respect to
different combinations) promising area of the hyperparameter space, and we perform a fine tuning for each
combination of fi.x and dg independently (row fine tuning). The selected hyperparameters are listed in
Tab. 1 and the results of this comparison are reported and commented in the main text.
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Supplementary Figure 3. Test Case lc. 80 testing samples for each f,.x value considered in this work
(namely 0.5, 1 and 2), comparing the reference outputs y (left) with the LDNet predictions y (right), for
ds = 5. For each sample, the horizontal axis refers to space, and the vertical axis refers to time.



3.2 Test Case 2: Unsteady Navier-Stokes
In this test case, data are generated through the PDE model

0
pa—z+p(V~V)Vf,uAV+Vp:0 x€Q,te(0,T),
V-v=0 xeQ, te(0,7T),
vV = u(t)e1 X € Ftopa te (07T]7 (6)
v=0 x € 00\ Tiop, t € (0,77,
v=0 x €N t=0,

that is the Navier-Stokes equations, where v represents the velocity field while p defines the pressure field.
We consider a variation of the 2D lid-driven cavity benchmark in which the velocity prescribed on the top
portion of the boundary (T'yop) is a time-dependent input w(t). In particular, as reported in Sec. 3.1.1, we
consider a Gaussian Process Distribution with mean p = 0, standard deviation ¢ = 5 and characteristic
time-scale 7 = 5.

The numerical solver employed to generate training, validation and testing data is described in the main
text. The training and validation datasets consist of 80 simulations with T = 20, where 200 points are
uniformly sampled in 2 = (0,1)2. Regarding the testing data, we run 200 simulations with 7" = 40, a time
span that is twice as long as the one of the training set, and we uniformly take 400 points in space from
the domain Q = (0,1)2. We consider a semi-implicit time discretization with At = 2-10~!. We employ
Taylor-Hood elements in the FEM solver, i.e. Py Finite Elements for v and IP; Finite Elements for p.

We fix the number of latent states to 1, 5 and 10 respectively and we perform hyperparameter tuning by
monitoring the following goal-oriented loss function:

2

: (7)

A% v
et vl e+ Ivll

D)
. V-V

norm

Specifically, we pick v = 1-107! and € = 1-10~%. Due to the presence of long tails in the velocity distribution,
in this test case we employ the compressing layer in NN gec (see Methods).

We define in Tab. 3 the initial ranges and final values of the hyperparameters for different numbers of
latent states (1, 5 and 10).

We report in Tab. 4 the NRMSE and Pearson dissimilarity values on the test set for ds = 1, ds = 5
and ds = 10. We notice that the size of both NN gy, and NN,e. architectures increases while the test
error of the LDNets decreases with respect to the number of latent states. Similarly to Test Case 1, as the
number of latent states increases the LDNets are more and more efficient in discovering an effective compact
representation of the system state and thus providing reliable predictions. Still, small NRMSEs are attained
even with a small number of latent states.

We test the trained LDNets also in a time-extrapolation regime, that is for ¢ € (20, 40], when the training
samples are generated for ¢ € [0,20]. As reported in Tab. 4, the test errors obtained in extrapolation are
not significantly different than the ones obtained in the same time horizon seen during training. This is
a remarkable achievement, considering that the dynamical system at hand does not present a periodic or
quasi-periodic regime.

For the sake of completeness, we depict in Fig. 4 the time evolution of the streamlines associated with
a specific sample belonging to the test set, along with the corresponding input signal u(¢). We see that the
approximation provided by LDNets with 10 latent variables has an excellent agreement with the FOM.

Moreover, we report in Fig. 5 the time evolution of the latent variables in 6 different test samples belonging
to the test set. It is interesting to observe that, in the case ds = 1, the unique latent variable has similar
trajectories to the input w(¢), even if with some delay, thus capturing the dynamics of the main vortices.
When additional latent variables are introduced, we observe trajectories with different shapes, which allows
to capture the dynamics of smaller structures in the fluid velocity field, as testified by the reduced errors of
Tab. 4.

10
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Number of latent states | 1 5 10

NRMSEest (0 <t <40) | 4.08-107% 1.94-107% 1.39-1073
NRMSEes; (0 <t<20) | 4.10-107% 1.93-107% 1.34-1073
NRMSEes (20 <t < 40) | 4.07-107% 1.95-107% 1.44-1073
1 — prest (0 <t < 40) 514-107% 1.16-107% 6.01-107*
1 — prest (0 <t < 20) 5.48-107% 1.23-1073 6.00 1074
1 — prest (20 < t < 40) 4.81-107% 1.11-107% 6.02-1074

Supplementary Table 4. Test Case 2: test accuracy metrics for LDNets trained with an increasing
number of latent states (1, 5 and 10).

2 t = 6.6
3 KKFF:\XNRS( 1 [ 6
&) Q ;@1 ’ S o
t =304

ﬁ%ﬁ é\\\\\ f//// :3\& ’ ” == 0.3
@ ay : o W|l..
&\&\\* \S\E . 1 I\ // :
] e il b

b . Input signall over time

Supplementary Figure 4. Test Case 2. (a): Streamlines of the velocity field v for one testing sample over
time (¢ € [0,40]). Horizontal and vertical axis refer to space in the domain ©Q = (0,1)2. For each subplot,
the left one represents the FOM while the right one represents the LDNet approximation for ds = 10. (b):
Input signal u(t) over time applied to the top portion of the boundary I'yqp.
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Supplementary Figure 5. Test Case 2. Evolution of the latent variables in 6 different samples belonging
to the test set (one for each row), for the three trained models — with 1, 5 and 10 latent variables respectively
— considered in this test case (one model for each column). In each plot we display in colored thin lines the
latent variables s(t) (ticks on left axis), and in black thick line the associated input u(t) (ticks on right axis).
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Hyperparameters
ds NNcnca NNdcc NNdyn Atrof Qency Adec Qdyn
layers neurons layers mneurons
AE/ODE
tuning | 4-12 1-4 4 - 80 1-10 4-40 [101, 103] [10*57 10’2] [10’5, 10’1]
final 12 1 75 4 38 1.80-10" 6.89-107% 2.80-1072
AE/LSTM
tuning | 4-12 1-4 4-80 [107°,1072]  [107?,10°]
final 12 1 75 6.89-1072  4.81-107!

Supplementary Table 5. Test Case 3: hyperparameters ranges and selected values for the AE/ODE and
AE/LSTM models. For the encoder (respectively, the decoder) the number of neurons refers to the first
(respectively, last) hidden layer. In the other layers, the number of neurons is linearly varied to connect the
first (respectively, last) hidden layer to the layer of latent variables.

3.3 Test Case 3: 1D electrophysiology model

We consider the Monodomain model coupled with the Aliev-Panfilov ionic model [1]:

0z 02z
E—Dﬁsz(lfz)(zfoz)fszrIStim xz € (0,L),te(0,T],
ow Hiw
= —w—Kz(z—b—1 L T
5= (14 ) o Kee-0-1) se (D) te.1] o
0z(0,t)  0z(L,t)
e t e (0,7),
z(z,0) = w(z,0) =0, z € (0,L).

with parameters D = 0.1mm?ms™', K =8, a = 0.1, v = 0.02, p; = 0.2, pp = 0.3, b = 0.15, L = 100 mm,
T = 500ms. Note that z is a non-dimensional potential (which can be mapped to its physiological values
by the relationship (100z — 80)mV) and the model is rescaled with respect to the time constant 7 = 12.9ms
(for further details, see [11]).

We consider two stimulation points, namely z5%™ = L/4 and 2™ = 3L/4. The input of the model is
given by u(t) = (Lstim (257, 1), Lstim (255, ¢)). To generate the training samples, we randomly trigger the
applied stimuli, either in correspondence of 2§™, x5%™ or both points, by randomly picking the stimulation
times. We consider 100 training samples and 100 testing samples. In this test case, we aim to predict the
evolution of the scalar field z(x,t). For the approximation of the AP model, we employ the finite difference
method both in space and time, on a regular grid with 800 points in space and 10° time steps. Then, we
subsample the space-time grid by retaining 100 points in space and 500 time instants.

We compare the results obtained with several methods by employing the same training and testing data.
Specifically, we consider the POD-DEIM method, auto-encoder-based methods (AE/ODE, AE/ODE-e2e,
AE/LSTM, AE/LSTM-e2e) and LDNets. In order to ensure a fair comparison, for all the methods that
require a choice of hyperparameters we use an algorithm for their automatic tuning, as described in the main
text. The ranges used for tuning and the final hyperparameter values are reported in Tab. 5 and 6. In this
test case, we employ the technique described in the main text to impose in a strong manner the equilibrium
condition of the initial state when u(t) = 0. To achieve a significant dimensionality reduction, we set a
maximum number of 12 latent variables both for auto-encoder-based methods and for LDNets. We notice
that the hyperparameter tuning algorithm selects the maximum number of latent states (i.e. dg = 12) for all
the methods. For the POD-DEIM method, we test different number dgs of POD modes (i.e., basis functions)
for the state and the nonlinear term, ranging from 12 to 60.

We observe that the results obtained with the POD-DEIM method using 12 modes are unsatisfactory,
compared to the other methods, confirming the importance of adopting nonlinear dimensional reduction
techniques for this class of traveling-front problems. Then, we consider higher number of modes, namely 24,
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Hyperparameters
ds NNdyn NNrcc Atrcf Qdyn, Orec

layers neurons layers neurons

LDNet
tuning | 4-12 1-3 4-15 1-5 4-20 [10%,10%] [107°,1072]
final 12 1 8 5 17 2.05-102 4.70-1073

Supplementary Table 6. Test Case 3: hyperparameters ranges and selected values for the LDNet.

36, 48 and 60. We report in Fig. 6 and Fig. 7 the results. By increasing the number of considered modes, the
accuracy increases. With 60 modes, e.g., the POD-DEIM method is more accurate than auto-encoder-based
methods with 12 latent variables, while LDNets with 12 latent variables are still more accurate.

We observe that, in this test case, the latent variables of the LDNet diverge as time goes by, as the
system under consideration is also characterized by divergent dynamics, associated with waves propagating
from their sources, with no return to the resting state. In constrast, in Test Case 2, wherein we consider
time horizons long enough to contain the reversal in the flow directions, we observe latent variables that
often return close to the origin (see Fig. 5).

3.4 Test Case 4: 2D electrophysiology model with reentrant activity

We consider a two-dimensional isotropic Monodomain equation coupled with the Aliev-Panfilov ionic model
[1, 9]:

% -V (DVz2)=Kz(1 - 2)(z — a) — zw + Istim xeQ, te (0,T],

ow [ w

815_( +H2+Z>( w—Kz(z—b—-1)) xeQ, te (0,7, (9)
Vz(x,t) -n(x) =0 x €00, te (0,7,

z(x,0) = w(z,0) =0, x € Q.

in a square domain 2 with 100 mm long edges and parameters D = 0.2mm?ms~ !, K = 8, a = 0.05, 7 = 0.01,
w1 =0.2, upo = 0.3, b=0.15, T = 450 ms. As done in the previous test case, the solution is non-dimensional
and the model is rescaled with respect to the time constant 7.

After a first rightward propagating wavefront, we consider a second circular stimulus

Istim(X7 t; r, tapp) = Is (t; tapp)HHx—xc||<R7

applied at the center x, = (50mm,50mm)? of the square domain with radius 7, starting at t.,, and
with duration 4ms. All simulations are initialized 450 ms after the beginning of the first wavefront. The
training dataset is constructed by sampling the radius in [1,10] mm and the second impulse starting times
tapp i [65,87.5]ms. The input of the model is thus given by u(t) = (r, Is(¢;tapp)). We consider 200
training/validation samples and 75 test samples, to verify the ability of the models to predict the evolution
of the scalar field z(x,t). For the numerical approximation of (9), we employ P1 finite element method
on a structured grid with element size h = 0.5mm and a semi-implicit time advancing scheme, based on
a subdivision of the time domain with a time step At = 0.25ms. To generate the datasets, we subsample
the space-time grid by retaining 2694 points in space and 180 time instants. When training the LDNet we
randomly retain only 20 points for each time instant.

The ranges considered for tuning the hyperparameter and the corresponding selected values are reported
in Tabs. 7-8. The results are reported in the main text.

Supplementary References
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Supplementary Figure 6. We compare the results obtained with the POD-DEIM method, for an in-
creasing number of considered modes (reported in the titles), against the results obtained with our proposed
method. The figure shows the predictions obtained for a sample belonging to the test dataset. The left-most
column reports the FOM solution of the AP model (the abscissa denotes time, the ordinate denotes space).
(a) the space-time solution; (b) the space-time error with respect to the FOM solution; (c)-(d)-(e) three
snapshots of the space-dependent output field at ¢ = 250, 300 and 350, in which we compare the predicted
solution (red solid line) with the FOM solution (black dashed line). For an animated version of this figure,
see Supplementary Movies 20-31.

Hyperparameters
NNcha NNdcc NNdyn Atrcf Qenc; Odec Odyn
layers neurons layers neurons
AE/ODE
tuning | 1-4 50-250 1-3 5-24 [1072,10'] [107°,107'] [1075,107}]
final 1 220 3 20 1.76-1072 1.98-10~* 7.28-107°

Supplementary Table 7. Test Case 4: hyperparameters ranges and selected values for the AE/ODE model.
For the encoder (respectively, the decoder) the number of neurons refers to the first (respectively, last) hidden
layer. In the other layers, the number of neurons is linearly varied to connect the first (respectively, last)
hidden layer to the layer of latent variables.
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Supplementary Figure 7. We compare the results obtained with the POD-DEIM method, for an increas-
ing number of considered modes, against the results obtained with our proposed method. Specifically, we
report boxplots of the distribution of the testing (blue) and training (light blue) errors obtained with each
method. The boxes show the quartiles while the whiskers extend to show the rest of the distribution. The
red diamonds represent the average error on each dataset.

Hyperparameters
NNdyn NNrec Aty Qdyn, Qrec
layers neurons layers neurons
LDNet
tuning | 1-3 5-24 2-4 5-29 [1072,10'] [1075,1072]
final 1 24 4 25 1.63-107' 1.30-1073

Supplementary Table 8. Test Case 4: hyperparameters ranges and selected values for the LDNet.
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