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ARTICLE INFO ABSTRACT

Keywords: The Proper Generalized Decomposition (PGD) is a Model Order Reduction framework that has
PGD been proposed to be able to do parametric analysis of physical problems. These parameters
Optimal Transport may include material properties, boundary conditions, etc. With this framework most of the
PDEs computation may done in an off-line stage allowing to perform real time simulation in a
:1? GDD variety of situations. Nevertheless, this scheme may lose its efficiency where the domain itself

is also considered as “a parameter”. Optimal transport techniques, on the other hand, have
demonstrated exceptional performance in interpolating different types of fields described over
geometrical domains with varying shapes. Hence trying allying both techniques is quite natural.
The core idea is that PGD handles the parametric solution, while the optimal transport-based
methodology transports the solution for a family of domains defined by geometrical parameters
such as lengths, radii, thicknesses, etc. In this first attempt the associated methodology is
proposed and apply in simple 1D and 2D cases showing interesting performances.

1. Introduction

Nowadays, the creation of models that accurately represent real systems and respond in real-time is essential for a worldwide
community of scientists, engineers, and designers. Those models are commonly described employing Partial Differential Equations
(PDEzs).

Model Order Reduction (MOR) techniques have been proposed to reduce the computational complexity of physical models
obtained through physical-based numerical simulations while maintaining their accuracy. MOR techniques encompass a wide range
of algorithms, but we focus on those that aim to reduce the computational cost of physical-based numerical simulations. Among them,
the Proper Orthogonal Decomposition (POD) method [1,2] aims to decompose the solution field into a set of modes that represent
the variation of the solution. The dominant modes, which capture the most energy, are selected as a reduced basis for solving
the PDE problem. On the other hand, the Reduced Basis (RB) method [3] is another MOR technique that has gained significant
popularity. It constructs a low-dimensional subspace of the high-dimensional solution space. The RB method solves the problem by
projecting the solution onto the subspace and representing it as a linear combination of a small number of basis functions. Both POD
and RB methods share the same principles of reducing the computational cost of physical-based numerical simulations. However,
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they differ in their approach to constructing the reduced basis. POD decomposes the solution field into modes, while RB constructs
a subspace directly. Additionally, POD selects dominant modes as the reduced basis, while RB represents the solution as a linear
combination of basis functions.

Both RB and POD techniques are widely used today but are linear methods that present limitations in certain situations. Thus,
non-linear dimensionality reduction methods have been developed lately to tackle these limitations. Among the most common
non-linear dimensionality reduction techniques, we can mention the kernel Principal Component Analysis (kPCA) [4,5]. kPCA
extends the classical linear Principal Component Analysis (PCA) [6,7] to non-linear manifolds operating in a high-dimensional
space, without the necessity of constructing a mapping, thanks to the use of a kernel trick. In this feature space, now linear, the
PCA can operate. Another important method is the so-called Locally Linear Embedding (LLE) [8,9] which assumes that the data lies
on a low-dimensional manifold that can be locally approximated by a linear map. This algorithm tries to find the low-dimensional
representation by preserving the local relationship established through vicinities of points.

While many of the aforementioned non-linear methods provide the sought low-dimensional manifold, only a few provide
a mapping from the low-dimensional to the original high-dimensional manifold. This characteristic is crucial in reduced-order
modeling PDEs. Deep learning [10] strategies such as Auto-encoders [11-13], convolutional auto-encoders [14], and deep con-
volutional generative adversarial networks [15] have shown promising results in reducing the dimensionality of PDEs. However,
aforementioned linear strategies such as POD are still often preferred over deep neural network-based methodologies since they
provide an interpretable framework for the analysis of the system, as well as the ability to control the reduced system.

The technologies discussed so far require the construction of a reliable database to construct its latent space, which can
subsequently be used to solve PDEs in this new setting. Other technologies rely on the decomposition of the PDE solution into
a set of modes that construct a basis of reduced dimensionality compared with the original solution space. Among the methods that
fall into this category, the Proper Generalized Decomposition (PGD) [16-18] stands out, and it is the focus of this work. The PGD is
based on the separability of the solution into a set of bases or modes, enabling the direct consideration of parametric problems in the
formulation of the equations. The approximation is successively enriched by adding more modes. Unlike POD, the PGD modes are not
orthogonal to each other. The PGD approach can handle various extra coordinates, including source terms, boundary conditions,
initial conditions, and material properties, among others. The resulting model has an increased dimensionality compared to the
original solution space, as it includes the standard physical coordinates (space and time) plus all the extra coordinates introduced.
Despite this, the PGD framework allows for easy inverse identification or optimization in the a posteriori stage. This framework
also enables efficient calculations since the envelope containing all possible solutions has been pre-calculated offline in the form
of a parametric solution expressed in a separated form that circumvents the curse of dimensionality. This opens new possibilities
for simulation-based real-time control, where the pre-calculated parametric solution can be used as a transfer function for online
control and augmented reality with light computing platforms such as tablets or smartphones.

However, the PGD framework may not directly consider parameters related to the geometrical domain where the solution is
sought. This issue has been addressed in [19], where different mappings between domains are considered to alleviate this obstacle.
Nevertheless, in this paper, we consider a more generic approach which do not require, a priori, a domain decomposition framework.
The proposed methodology uses techniques from the field of Optimal Transport (OT) to interpolate the parametric solutions, derived
from the PGD, between two or more parameterized geometrical domains. Most common interpolation techniques are discarded since
they may introduce artifacts or make difficult interpolation. The OT-based methodology efficiently transports the solution to new
spatial domains defined by geometrical parameters such as lengths, radii, thicknesses, etc., respecting the response in real-time. This
combination of PGD and OT techniques allows for accurate and efficient modeling of physical systems in complex geometries.

2. Optimal Transport overview

Optimal Transport [20] is a mathematical framework that addresses the problem of how to transport mass or resources from
one location to another in an optimal way. The Optimal Transport problem has several important applications in machine learning,
including generative modeling, domain adaptation, and data alignment. It has also been used in image processing, computer vision,
and optimal control. The concept of optimal transport is well-defined within its specific application domain. However, the focus
of this paper is to extend and apply this idea to PGD modes, which necessitates several simplifications. The problem of optimal
transport has its roots in the works of Monge [21] and Kantorovich [22], who introduced the problem in the context of economics
and applied mathematics. A modern formulation of the problem can be found in the book of Villani [23], who showed the connection
between optimal transport and a wide range of fields.

The Optimal Transport problem can be mathematically formulated considering two probability measures u and v defined on two
metric spaces X and Y respectively. The goal is to find a transportation plan 7 that minimizes the cost function given by Eq. (1):

y= inf / e(x, YA x. . )
XXY

yel (u,v)

where IT(u, v) denotes the set of all joint probability measures on X xY with marginals y and v, and c(x, y) is the cost of transporting
a unit of mass from x to y. In other words, y is a measure on X X Y that assigns a mass y(x, y) to each pair (x, y) such that the total
mass transported from X to Y is equal to u and v.

One of the key developments in the field of Optimal Transport is the Wasserstein distance [24]. This distance measure is derived
from the optimal transport problem and has been shown to be useful in various applications such as image matching, clustering,
and shape analysis. Computing the Wasserstein metric directly between two PGD modes is not possible since these modes are not



probability measures. This challenge has been addressed in previous works [25,26]. One possible approach is to decompose each
PGD mode into positive and negative components.

Recently, there has been growing interest in the use of entropic regularization of optimal transport, which introduces a
regularization term into the cost function. This approach has been shown to have important applications in machine learning,
particularly in the area of generative modeling [27-29].

As mentioned before, our objective is to utilize optimal transport to transfer PGD modes from two or more geometrical domains
into a new intermediate domain. To simplify the problem and align with our current context, we adopt a discrete version of optimal
transport, which better suits our needs. Using a particle-based decomposition strategy, our aim is to accurately approximate these
modes and convert the cost minimization problem into a more manageable assignment problem. We specifically address Monge’s
original problem from a discrete perspective. Our goal is to find the optimal method for transporting particles from one distribution to
another, with the objective of minimizing the square of the Euclidean distance traveled. Let us consider two distributions of particles.
The first distribution consists of N particles, each characterized by a mass @, and a location x,,. The second distribution comprises M
particles, each with a mass b,, and a location y,,. In order to solve this problem, we enforce the constraint of mass conservation. To
formalize this, we introduce the concepts of measure: the origin distribution is denoted as «, and the target distribution is denoted
as f,

N M
o= Z‘; a,6, (x) and = 21 by, (). 2

where 8y, () and 8y, (v) are the Dirac delta distributions at position x, and y,, respectively.

As in Eq. (1), the problem consists in looking for the transport map y that connect each point x, with a single point y,, such it
pushes the origin mass « to the target mass . As no matter can be produced or destroyed during the transport, the map y must
satisfy the mass conservation,

by= D @, | Vme({l,..,m .. M} 3
ny(Xp)=ym
Additionally, this map must minimize the transportation cost which is defined as the square of the Euclidean distance between the
origin particle n and the target particle m:

CCxy Y) = 1%, = vl 4

Then, the simplified optimal transport problem may become:
N
7 =min X Clx 7)) (5)
n=1

We can further simplify this problem by assuming an equal number of particles, denoted as N = M. Additionally, we assume
that each particle has the same mass, represented as a, = %, and that each target location receives an equal amount of mass,
denoted as b,, = a,. Consequently, the minimization problem stated in Eq. (5) can be transformed into a deterministic assignment
problem [30].

Under these hypotheses, the 1D problem, equivalent to the assignment problem represents the simplest optimal transport
problem. Indeed, in this case, the solution simply consists in sorting the particles’ locations along the 1D axis in ascending order.
Then, one can match the first origin position with the first target position and this successively. In 2D, this same problem gets
more complicated since no order relation holds, but the problem remains easy to solve. Indeed, the problem consists of the optimal
assignment problem between two point clouds. Each cloud has the same number of points and each point has the same amount of
mass. In higher dimensions, the problem is not more complicated but the computational cost is increased due to the calculation of the
distances. This does not hold when more than two clouds are considered, where the problem cannot be solved through assignment
techniques and must be addressed with other methods.

Once two point clouds are optimally matched, it is possible to interpolate between them, in an optimal transport way. All the
points from the source distribution may be partially displaced along the corresponding segment created between each point of the
source distribution and the corresponding optimal match on the target distribution.

3. OT-PGD

The construction of the parametric model represents the offline stage of the methodology and consists of four steps. First, we
gather the different parametric PGD solutions, each of them associated to one set of geometrical parameters. Then, each spatial mode
of the solution is decomposed into a set of Gaussian functions whose sum equals the original mode. After the Gaussian decomposition,
we continue with its optimal matching. This step consists in pairing each Gaussian from each mode in each parametric solution with
one, and only one, Gaussian from the respective mode in the rest of the solutions. This step is computed through a Genetic algorithm
that minimizes the optimal transport cost, which is, as seen above, the cost of transporting each particle. At this stage the reduced
model regarding the geometrical parameter remain to be constructed. To achieve this final step we proceed as follows. A POD is
applied to the snapshots representing the location of the Gaussian functions in each parametric solution. Finally, a regression model
is trained over the retained POD coefficients, leading to the parametric model. This model can be assessed in an online manner to
explore the whole space of the geometric parameters, retaining as well the PGD parametric solution [31].



3.1. Reference problem

To show the methodology proposed we lean on the following reference problem. This problem consists of the 1D steady heat
equation whose thermal diffusivity is parameterized regarding the standard PGD framework. The geometrical parameters, in this
case, describe the length of the spatial domain and will be taken care of by the methodology proposed. Eq. (6) represents the
aforementioned problem:

T (x)
0x?
T(x)=0 Vxellp,

K

=f(x) Vxe€ L, ®)

where T'(x) is the temperature field, « is the thermal diffusivity of the domain, f(x) is the source term which is defined as

f() =Gy ()= —=
The PGD framework allows solving the heat equation only once for any value of the thermal diffusivity in a given range, thus
providing a sort of abacus or parametric solution. To compute this parametric solution, however, the diffusivity is an extra coordinate
of the problem. So, as we solve the steady behavior of the problem, this is then defined for (x, k) € 2,x%,, with 2, c Rand 2, C R.
Thus, instead of solving a series of diffusion problems for different discrete values of the thermal diffusivity parameter, we wish
to solve at once a more general problem. This is not a major issue for the PGD, whose computation complexity scales only linearly
with the problem dimensions because of the separated representation considered.

—=e and I'p is introduced as the boundary with imposed Dirichlet conditions, in this case, both ends.

The procedure to solve the parametric problem is defined below. Starting from the weighted residual form of (6), which reads:
2
/ T*~(K6—T—f)~dx~df<=0, 7)
QX2 ox?

for all suitable test functions 7*.
The PGD-separated approximation of the general solution would then be of the form:

M

T(x k)= Y X,(x) - Z;(k), ®)

i=1

wherein the unknown functions Z;(x) are defined in the domain £, of values for the thermal diffusivity, while the unknown functions

X;(x) are defined in the spatial domain Q.. The M corresponds with the total of PGD modes used to approximate the solution.
Each term of the expansion is computed one at a time, thus enriching the PGD solution until a suitable convergence criterion is

satisfied. At enrichment step n of the PGD algorithm, the following approximation is already known,

n—1

T k) = ) X,(0) - Z,(K). ©
i=1
We wish to compute the next functional product X, (x)- Z,(k), which we write as R(x)- W (k) to avoid confusion with the already
calculated modes.
Thus, the solution at enrichment step n reads

T(x, k) = T" '(x, k) + R(x) - W (k). (10)

The weighted residual form (7) yields a non-linear problem for the unknown functions R and W, which we solve iteratively
employing an alternating direction scheme until a fixed point is reached.

Following this rationale, we solve the parametric problem described in (6) regarding two different geometrical domains. For the
first one, the spatial domain is Qi = (=1,1) and the parametric domain .Q}( = (1,2) with a source term f!(x) = Gy ), where
o, = 0.025 and u; = —0.5. While for the second one, the spatial domain is .Qi = (-3,3) and the parametric domain .Qi = (1,2)
with a source term f2(x) = Gy oy (X, where ¢, = 0.025 and y, = —1.5. Fig. 1 shows the parametric solution for the two problems
considering three different values of thermal diffusivity.

Particle decomposition. Leaning on the reference problem, the Design of Experiments (DoE) consists of two parametric solutions
with different geometrical parameters, in particular, the lengths of the spatial domain. Each solution is composed of a set of modes,
regarding the reference problems, those modes are defined over the spatial domain and over the parametric domain, i.e. the thermal
diffusivity. We consider that the parametric modes are a set of weights that may be directly interpolated for the different lengths of
the spatial domains, whereas the spatial modes cannot be directly interpolated. For those modes, we apply the techniques coming
from the optimal transport. Therefore, for the izh— spatial mode X ¥, where g represents the current geometrical domain, we must
discretize it employing a sum of Gaussian functions. Following the Smoothed-Particle Hydrodynamics (SPH) [32,33] rationale, each
function is associated with a particle located in the spatial domain. This procedure starts by normalizing the spatial modes as,
14
)?f = 1—2; where  If = /Qg XEdQ$ an
i x
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Fig. 1. Reference problem: Vademecum of solutions in each geometrical domain. These curves represent the temperature field in each domain particularized for
the values of x =1 (in blue), x = 1.5 (in orange) and x =2 (in yellow).

The particle-based decomposition allows converting any function into a sum of particles, each of them associated with a Gaussian
distribution. In particular, we employ this technique to reconstruct each mode of the PGD, then this functions is defined as:
N 1 —Ce—p)?
) =Y G () where G ()= ———¢ 2 , (12)
= " ! No/2n
Without loss of generality we set the value of ¢ constant and the same for each Gaussian function as a hyperparameter. Then, the
only variables per distribution are the means x¥ of the Gaussian functions, which represent the position of the particle in the spatial
domain. The value of x¢ is the result of an optimization problem that tries to minimize the discrepancy between the normalized
spatial ith—PGD-mode X7 and its corresponding particle decomposition pf as,

D
! Se g 2
min 3 [; (Reeo - b)) | (13)
where x; is a sampling point in Q¢ and D is the number of sampling points, not necessarily corresponding to the nodes of the mesh
or the position of the particles. The optimization problem may be addressed by any algorithm, but in this case, we propose the use
of gradient-based optimization algorithms as the expression of the gradient is available, thus its calculation is not costly.

Fig. 2 shows the first PGD mode (in black) compared with the reconstruction achieved with the particle decomposition (in blue).

Particle matching. Once the distributions are properly decomposed into N particles, the following step is to match the particle
optimally, i.e. minimization of the transportation cost. Regarding the reference problem, this can be seen as an optimal assignment
problem between two point clouds, where each point is a particle identified by its coordinates (u¥). Several algorithms have been
developed to solve this problem, such as linear programming. We may mention that in 1D the assignment is trivial, just the sorting
of the particles is needed. Then, it is possible to interpolate between two distributions by partially displacing all the particles over
the corresponding segments built between each particle from one distribution to the other, as illustrated in Fig. 3.

Parametric model. Finally, once the particles of each geometrical domain are optimally matched, we built the parametric model.
For the reference problem, this parametric model consists directly of the weighted interpolation between the coordinates of the
matched particles from the two distributions. Thus, the location of the particles describing the solution in an intermediate spatial
domain Q!~2 = (-2,2) is illustrated in Fig. 4.
In this case, a transported mode can be described using the geometric parameter, namely the length of the domain denoted as
L8. It is calculated as the difference between the maximum and minimum values of Q¢, expressed as L8 = max(£2%) — min(2%),
8 L8 - 1! 18- L!
&_(1_ 1 2
#"_<1 L2—L1> Mt e a4
Once we are able to recover the position of the particles for any value of the geometrical parameters, the PGD modes can
be recovered as well. For the reference problem, we consider a new set of geometrical parameters that define the domain as
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Fig. 2. Reference problem: Particle-based reconstruction of the first PGD mode (in blue) and the corresponding PGD reference mode (in black).
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Fig. 3. Reference problem: Optimal matching of the particles in each distribution, one per geometrical domain.
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Fig. 4. Reference problem: New set of particles for the domain Qi*z. This particles are obtained by partially displacing all the particles over the corresponding
segments.

Q172 = (=2,2). By partially displacing the particles over the assignment segments we are able to obtain the corresponding position
of the particles. Following the expression (12), we add the contribution of each particle and then multiply by the total mass I,
which is interpolated as well. This procedure gives as a result the recovered PGD mode X 11‘2 represented in Fig. 5.

The previous strategy should be repeated for each of the spatial modes composing the parametric PGD solution. With the
combination of each interpolated PGD mode, we can recompose the parametric solution into the new geometrical domain (!2)1(‘2),
as illustrated in Fig. 6.

3.1.1. Parametric boundary condition problem
In order to illustrate the functionality of this methodology in capturing multiple PGD modes, we present the following problem,
which again relies on the 1D heat equation. In this scenario, the additional parameter is the source term (f(x) in Eq. (6)). The source
i

term is represented by a Gaussian function given by f(x) = G,(x, f,) = 1 20 where the mean value f . is considered as
o

the extra-coordinate within the PGD framework, and the standard deviation o is specified for each problem. Similar to the reference
problem, we define two spatial domains: the first domain is described by .Q)l( = (=1,1), while the second domain is described by

_(2;"( = (-3, 3). Within the PGD framework, the extra-coordinates that define the source terms are defined over _Q}‘ = (-0.5,0.5) and
Qiﬂ = (-1.5,1.5), respectively. Finally, the remaining constants are set as follows: ¢, = 0.1, 6, = 0.3, and x| =k, ;: 1.

With a well-defined problem in place, we utilize the PGD solver to obtain the set of modes. Specifically, a set of 10 modes
adequately captures the characteristics of the parametric solution. The resulting particular solutions for three different values of f,
in each domain, using these 10 modes, are depicted in Fig. 7.
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Fig. 6. Reference problem: Parametric solutions transported to the domain 2!~2. The temperature field is particularized for three values of x: 1 (in blue), 1.5
(in orange) and 2 (in yellow). Additionally, the reference solution is represented for each value of x (in black).

Particle decomposition. The subsequent stage, following the aforementioned methodology, involves the particle-based representation.
While this step is performed for each of the 10 PGD modes constituting the parametric solution, the first three modes are depicted in
Fig. 8. Specifically, this figure exhibits the reference PGD mode (shown in black) and its corresponding particle-based reconstruction
within each geometric domain.

It is important to highlight that certain regions within the modes may exhibit negative values. To effectively tackle this issue,
we propose a strategy that entails dividing the original domain into multiple subdomains based on the sign of the values. The
subsequent process follows the usual procedure for each of these subdomains. This strategy is depicted in Fig. 9. It is worth noting



—p=-15
n=15
0.8
0.7+
0.6
505"
0.4
0.3+
0.2
0.1+
0 0 1 1 ! 1 !
-1 0 1 -3 -2 -1 0 1 2 3
QL 02
Fig. 7. Vademecum of solutions for the temperature field for the parameterized boundary conditions problem. On the left, three particular solution of the
temperature field over the domain Q! corresponding to the values of f, = =05 (in blue), f, = 0 (in orange) and f, = 0.5 (in yellow). On the right, three
particular solution of the temperature field over the domain @2 corresponding to the values of f, = —1.5 (in blue), f, =0 (in orange) and f, = 1.5 (in yellow).
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Fig. 8. Particle-based decomposition of the first three PGD modes, along with the reference ones (in black).

that within subdomains where the mode takes negative values, these values are considered in absolute terms, represented by the
dashed line in the Figure.

Particle matching. The methodology proceeds with the matching of the two distributions for each PGD mode, considering the
problem’s involvement of a single spatial dimension and two distributions. The optimal matching solution can be obtained by
sorting the particles that represent each PGD mode. Fig. 10 illustrates the matching of the two geometric domains for the third PGD
mode, where the particles are categorized based on their recovery of the positive or negative part of the PGD mode.

Parametric model. The parametric model used to displace particles and generate additional solutions is obtained through weighted
linear interpolation. This model moves the particles along the segments formed during the matching stage following the expression
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Fig. 9. Representation of the subdivision of the third mode of the domain ©2 into subdomains.
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Fig. 10. Visual representation showcasing the optimal alignment of particles within each geometrical domain. The symbols indicate the particles belonging to
the positive and negative regions.
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Fig. 11. Representation of the new set of particles that describe the third PGD mode for the domain £!-2.

in Eq. (14). Fig. 11 shows the position of the particles for a new geometrical domain described as 212 = (-2,2). It is important
to note that the status of a transported particle, whether it is positive or negative, depends on the status of the particles used to
transport it. If both particles are positive, the resulting particle will also be positive, and vice versa.

Fig. 12 illustrates the procedure the parametric model follows, where the positions of particles from the first three modes in two
reference geometrical domains are used to compute the same modes in a different domain.

When this procedure is repeated for the 10 modes, the parametric solution can be reconstructed for any intermediate geometry.
Depending on the value of the load position, each mode is weighted by the extra-coordinate mode. By adding all contributions, we
obtain a set of solutions as shown in Fig. 13.

3.2. Parametric 2D problem

The following example aims at showing how this methodology behaves when more than one spatial dimensions are involved
in the problem. The equation to be addressed is, as in the reference example, the heat equation whose thermal diffusivity is
parameterized through the PGD framework over a 2D spatial domain,

{KAT(X, =y Yxy) e, as)

T(x,y)=0 V(x,y) € Ip,
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Fig. 12. Transportation of the three first PGD modes into the domain Q!-2.

Fig. 13. Transported vademecum of solutions. Three particular solutions of the temperature field are represented for the values of f, = —1 (in blue), f, =0 (in
orange) and f, =1 (in yellow). Also, the reference solution is shown in black.

Let x represent the thermal diffusivity, which is considered an extra coordinate for the PGD (Proper Generalized Decomposition)
defined over 2, = (1,2). Consequently, £, extends the problem domain. The temperature field, denoted by T, is defined to be 0 over

the Dirichlet boundaries I'j,. The source term, f(x, y), is characterized by a bivariate Gaussian function, i.e., f(x,y) = Gy, pylloxo,] =
1

2 2 . . . . . .
me‘“"“‘” 120.+5=1y)*/20)] | pg previously mentioned, the 2D space 2, , is defined such that each geometric domain corresponds
xOy

to an ellipse described by the lengths of its semi-axes: a horizontal axis /, and a vertical axis /,. Therefore, Q, , = (I5,/,).

Fig. 14 illustrates four geometrical domains utilized for exploring the geometric parameter space, namely the horizontal and
vertical semi-axes, denoted as Q)l(vy =(1,1), .Qiy = (1,1.5), .Qiy = (3,1), and .Qiy = (3,1.5). Each domain represents a specific
solution of the temperature field within the entire parametric range, with a thermal diffusivity value of x = 1. The corresponding

G and G*

. . l 3
source terms for each solution are defined as G G [0.0111.5.0.5]° [0.0111.5.0.75]°

2
[0,01,[0.5,0.5]> ~'[0,01,[0.5,0.75)°
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Fig. 14. Sampling of the space of geometrical parameters that contains four individuals. Each spatial domain is illustrated with its corresponding temperature
field considering a value of x = 1.

Particle decomposition. Regarding the particle decomposition of each PGD mode, it is worth noting that although each particle is
now located within a 2D spatial domain, the methodology for the 1D problem remains applicable. In this context, the particle-based
decomposition employs the following function to reconstruct each PGD mode,

N
1 —x— 2 2
g _ _ (x=p)? /20 +(y—py)? /20,
pi(x.y) = Z{G[yinx,,,’g’ny]’[giwxﬁiyy](x, Y where G, o006 )) = Nooan® (o, (16)

With the same rational, the minimization problem presented through Eq. (5) must be modified to consider the additional
dimension of the particles as follows:

D
min 2 [Z (RECom = A, y,~>)2] : an

Hi i=1

being 4% a matrix that contains the coordinates x and y of each particle in the distribution, which may be formalized as follows:
T
g _ [rus 48 8 8 8 g Nx2
H = [[u,ylx,ﬂ,.,ly] (M Hin, ] [ﬂi’Nx»ﬂi’Ny]] e RNX?, (18)

Particle matching. In accordance with the methodology, the subsequent step involves optimal matching. However, the complexity
increases when attempting to interpolate between multiple distributions defined over multiple dimensions. In fact, the matching
process must be performed between each distribution and every other distribution. Consequently, each particle within a distribution
needs to be paired with one, and only one, particle from each of the other distributions, minimizing the cost of transporting the
particle.

Therefore, one can introduce 4 € RV*?, as the matrix composed by the coordinates of every particle of the PGD mode i in
the geometry g. Hence, the cost between two distributions g and g’ is defined as the sum of the square of the Euclidean distances
between the paired particles in each distribution:

19)

N 2
_ g 4
Cilgg(Pg bg) = Z ””i,ng(n) T Higgml|,
prn
where ¢, is a function that permutes the N particles, so it represents the ordering of the particles. One seeks the optimal function,
i.e., the ordering that corresponds to the optimal matching to minimize the defined cost. Then, the cost between the G geometries is
defined as the sum of the cost between two distributions for all the possible pairs of distributions, i.e., the sum of the cost between
all possible pairs:

G G
Ci6bisesyrnb) = 20 D Cry (g b (20)
g=1g'=
#g
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Fig. 15. Particle-based decomposition for each distribution. Also, for one particle, is represented the segments that correspond with the optimal matching.

Thus, the optimal matching problem seeks for the set of orderings by €E{P1s-eesygsoin G that minimize (20). So, the problem
reads,
i C; DR PR . o1
¢1,...f2;[,1,w¢0 i.6(@1 (CHRN ) on

To solve this minimization problem, a Genetic Algorithm (GA) [34-36] is implemented. The resulting assignment performed by
the GA algorithm is represented (for one particle) in Fig. 15.

Parametric model. In this example, the complexity is also increased during the construction of the parametric model. The main
objective is to establish a mapping that can determine the particle locations for a given set of geometrical parameters. Once this
mapping is obtained, we can reconstruct the complete parametric solution. Various algorithms can be employed to achieve this goal,
and in the context of regression techniques, we choose the Sparse Proper Generalized Decomposition (sPGD) [37]. This technique
utilizes the available information regarding each set of geometrical parameters to determine the particle positions in unexplored
regions of the geometrical parameter space. To simplify the calculations, we combine this algorithm with the Proper Orthogonal
Decomposition (POD), which is a well-known method for dimensionality reduction in a given problem.

The initial task involves organizing the available information, which pertains to the positions of the particles within each
geometrical domain. The matrix y; represents the coordinates of each particle across the different geometrical domains, where
the subscript i corresponds to the PGD mode:

p= ) g e uf )] e RV (22)

where the rows represent the coordinates of each particle and the columns represent the number of geometric domains. To analyze
this matrix, we employ POD. The first step of POD involves applying Singular Value Decomposition (SVD) to y;. This decomposition
yields the following result:

u=U -z V. (23)

The simplification relies in the fact that we retain only the first modes i.e; with the highest singular value. Therefore, the
reconstruction of the matrix y;, considering a reduced number of POD modes, can be expressed as follows:

Hi = Ui,r : Zi,r : V,:I; = Ull,r : Gi,r' 24

The retained modes U, , are accompanied by the corresponding coefficients, ;. Having obtained these terms, we proceed to the
next step, which involves determining the value of the coefficients 6, for any given set of geometrical parameters. To accomplish
this, we employ the sPGD regression technique, which utilizes a separated approximation for each individual geometrical parameter.
This approximation can be expressed using the following equation:

M Q
ei,r & ei,r = Z
m=1

where a, represents the geometrical parameters, in particular the horizontal /, and vertical /, semi-axes of the ellipse. Also, v is
an univariate function related to the gth geometrical parameter and the mth sPGD mode. Assuming that each dimension ¢ in the

vl (@), (25)
gq=1
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Fig. 17. Set of particles that compose the Gaussian particles decomposition on a new domain (in green). Also, it is represented the “displacement” of the
matched particles to the new domain.

geometric parameters space may be separable into L number of degrees of freedom, ;. can be linearly decomposed in a chosen

base N with the associated coefficients a? :

L
vl (@)=Y Ni@)-a’ . (26)
=1

where the coefficients a?m , are the result of a minimization problem. This problem tries to reduce the discrepancy between the POD

coefficients and their approximation:

min [|6;, — 0, .11*. @27)

%im

After finding the coefficients a?,m,l’ we can evaluate the sPGD approximation 9,-,, for any value of the geometrical parameters.
Fig. 16 shows the values of the 3 first modes of §;, by means of the geometric parameters, which are the horizontal /, and vertical
1, semi-axes of the ellipse.

The previous construction of the parametric model is the last step of the off-line stage. Now, one can explore the space of
geometric parameters and get the interpolated parametric solution over a new geometrical domain. Indeed, the parametric model

provides the location of the N particles 4 for a set of new geometrical parameters (I,,,1,) in an online manner:
;4? =éi’,(a1,...,aq,...,aQ)~Ui,,. (28)

Fig. 17 shows the results of this procedure when applied to a new set of semi-axis, in particular the geometric domain is defined
as Q. , = (2,1.25),while the new set of particles are obtained as ”lg = @,;,(2, 1.5)-U;,

The sum of the Gaussian functions associated with each particle will provide the spatial PGD mode corresponding with the
new domain. Each mode must be then weighted regarding the mode associated with the thermal diffusivity «. Finally, we sum the
contribution of each mode to recover the parametric, as represented in 18. This Figure illustrates the reference temperature field
(top) and the recovered one (bottom) for three different values of the thermal diffusivity (kjef = 1, Kmiqdie = 1.5, and kyjghe = 2).
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Fig. 18. The temperature field over the domain Q. , = (2,1.25) is considered, taking into account three different thermal diffusivity values: kjeq = 1, Kpigaie = 1.5,
and kgne = 2. The reference solution is shown on top, while the recovered solution obtained through the proposed methodology is illustrated on the bottom.
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Fig. 19. Geometric domain with the corresponding geometrical parameters: /, and /.

3.3. Non-convex parametric 2D problem

Building upon the rationale demonstrated in the previous example, our objective is to showcase the applicability of the proposed
methodology in a non-convex geometrical domain. We will address the steady-state heat Eq. (15), which involves thermal diffusivity
parameterized through the PGD framework, much like in the prior example. Let x symbolize the thermal diffusivity, serving as an
additional coordinate within the PGD framework. Its definition spans over the interval Q, = (1,2), thereby extending the problem
domain. The temperature field, denoted as T, is constrained to have a value of 0 along the Dirichlet boundaries I';,. The source term
f(x,y) is characterized by a bivariate Gaussian function, specifically: f(x, y) = G[MX’My],[%ay]. Regarding the geometrical domain, we
adopt a “U”-like shape, with its parameters measured along the symmetry axis as illustrated in Fig. 19. Consequently, these two
length parameters define the geometrical domain as 2, , = (/,,/,).

In Fig. 20, we depict four distinct geometric domains utilized to explore the parameter space, characterized by the following
coordinates: .Q)lc’y =(0.5,0.5), .Qiy =(0.5,1), Qi’y = (1,0.5), and Qiy = (1,1). Within each of these domains, we showcase a specific
solution corresponding to a thermal diffusivity value of k = 1. These solutions are associated with the respective source terms

2 3 4
defined as follows: G[o 07511050251 Tlo—1251105.051° Tlo— 111050251 A4 Gl 51105051
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Fig. 20. Sampling of the space of geometrical parameters that contains four individuals. Each spatial domain is illustrated with its corresponding temperature
field considering a value of x = 1.

Fig. 21. Particle-based decomposition for each distribution. Also, for one particle, is represented the segments that correspond with the optimal matching.

Particle decomposition. In the context of particle decomposition for each PGD mode, we employ the same approach as demonstrated
in the previous example. This entails solving the minimization problem described in (17). Fig. 21 provides a visual representation
of the particle set used to reconstruct the first PGD mode in each solution.

Particle matching. In line with our methodology, once we have acquired the particle-based decomposition for each PGD mode, the
next step involves the optimal matching of particles within each distribution. This optimization is achieved by minimizing the cost,
as defined in (21), using a GA strategy. For a visual representation, Fig. 21 illustrates the particles within each geometrical domain,
including a sampled particle and its corresponding matched particles.

Parametric model. The development of the parametric model involves establishing a mapping that can determine particle locations
for specific sets of geometric parameters. This process leverages a combination of POD and sPGD. Firstly, POD reduces the particle



Fig. 22. Set of particles that compose the Gaussian particles decomposition on a new domain (in green). Also, it is represented the “displacement” of the
matched particles to the new domain.
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Fig. 23. The temperature field over the domain 2, , = (0.75,0.75) is considered, taking into account three different thermal diffusivity values: ki, = 1, Kpigare = 1.5,
and kg = 2. The reference solution is shown on top, while the recovered solution obtained through the proposed methodology is illustrated on the bottom.

coordinates to a more manageable space. Subsequently, sPGD derives the mapping between the geometric parameters and the
reduced space obtained through POD.

Once the parametric model is constructed, it allows for exploration within the space of geometric parameters, facilitating the
computation of transported parametric solutions for various geometric domains. For instance, Fig. 22 visually depicts particle
locations within the geometric space defined as 2, , = (0.75,0.75).

Following this, the summation of Gaussian functions associated with each particle serves to reconstruct one of the spatial PGD
modes. This process must be iterated for each mode, with subsequent weighting according to the modes related to thermal diffusivity
x. Ultimately, the contribution of each mode combines to yield the sought-after solution. Fig. 23 provides a visual representation
of the reference temperature field (top) and the corresponding reconstructed field (bottom) for three distinct values of thermal
diffusivity (kiefe = 1, Kmigdle = 1.5, and xijgpe = 2).



4. Conclusions

In this paper we proposed an OT-PGD approach to transport parametric PGD model known on some geometrical reference
domains to intermediate domains. For this, we simplify the Optimal Transport Monge’s problem to an optimal deterministic
assignment using a particle description of the transported mode. On the simple 1D example and the somehow more elaborate
2D example the use of OT seems to be a very efficient way to transport the mode. The condition of such a successful transport have
now to be investigated in order to be able to ensure the condition of a robust an efficient transportation.

The main interest of the approach relies on the possibility to treat of line families of geometries as well as other parameters
(material, loading) and provide an attractive tool to explore the parametric space of geometrical parameters and others under tight
time constraints. In the future, we would like aim to transport, from an OT point of view, distributions defined by level-sets, which
will require a more sophisticated approach.

Furthermore, we are currently focused on implementing the proposed strategy in engineering applications. In this domain,
attaining precise accuracy is of utmost importance. It is essential to establish a precise definition for measuring the incurred errors.
Additionally, the development of real-time tools holds significant significance in this field. We believe that our proposed strategy
can make a valuable contribution towards achieving this objective.
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