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Abstract: This paper considers the issues of the reduction in the computational complexity of
the numerical problem and the requirements of the computer memory size when calculating the
power of the eddy currents in a hydrogen fuel cell based on a proton exchange membrane. The
study was performed on a model problem based on a geometric pattern of a hydrogen fuel cell
of typical dimensions and characteristics operating at a nominal load in steady-state conditions.
The power of the eddy currents was calculated using a numerical model based on a tetrahedral
finite element mesh and a mathematical model of a quasi-stationary electromagnetic field in the
classical formulation through the vector magnetic potential. The requirements for the minimum
degree of the geometric model approximation by a finite element mesh to achieve mesh stability
of the computational problem results were defined. The paper considers issues of finite element
order selection, the method of ordering, and the solution of the systems of linear algebraic equations
(SLAEs). It shows the techniques for determining the accuracy of the calculated SLAE solution
obtained by the direct method, as well as the effectiveness of the low-rank approximation of the
SLAE to reduce the computational complexity of the computational problem solution and reduce the
requirements for the amount of computer memory needed, considering the reduced accuracy of the
SLAE solutions.

Keywords: finite element method; hydrogen fuel cell; eddy currents; low-rank approximation;
forward relative error of SLAE solution

1. Introduction

In the literature, the issue of eddy current occurrence in fuel cells has been considered,
as a rule, in terms of ways to control the integrity and homogeneity of the cell structure [1,2].
The calculation of eddy current losses in fuel cells during their operation has not been
considered. Traditionally, only the activation losses between the anode and the cathode, as
well as ohmic losses in the electrolyte and membrane, are considered [3-5]. The calculation
of eddy current power values is possible, for example, through the analytical method, some
numerical methods, and the finite element method. The analytical method based on the
substitution scheme was considered in [6], but it was characterized by high complexity
in the preparation of the initial data. The application of the finite element method is
complicated by the design features of the fuel cell: its electrodes and proton exchange
membrane have a large area and small thickness (usually 0.12-0.8 mm), which leads
to the need to use finite elements with small values of the characteristic length. This
in turn results in the creation of a large finite element mesh and high computational
complexity. In this work, for the first time (applied to fuel cells), methods for reducing the
computational complexity of the process of calculating the power of eddy currents using
the finite element method were considered by determining the minimum allowable degree
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of finite element approximation of the geometric model and by the choice of the numerical
solver’s configuration and the methods of solving the SLAE.

2. Geometric and Finite Element Models

The computational domain was limited to a sphere with a radius of 0.2 m. It included
models of the fuel cell parts: the anode, cathode, and proton exchange membrane. The
thickness of the titanium electrodes was 0.16 mm, and of the membrane was 0.56 mm. The
length and width of the fuel cell were 230 mm and 50 mm, respectively. The corrugated
electrode had a pitch of wave of 4 mm and a wave height of 2 mm (Figure 1). The geometric
and finite element models of all the computational model problems were created in the
Gmsh environment (version 4.10.4, compiled from source code; C. Geuzaine and ].-F.
Remacle, Belgium [7]). The geometric models were created using the geometric modeling
kernel OpenCASCADE Core Technology, the finite element mesh of R? space objects was
generated using the MeshAdapt algorithm [8], and the finite element mesh of the R® space
objects was generated using the HXT algorithm [9].

Current direction
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Figure 1. The geometric model of the fuel cell (1 and 3—electrodes, 2—membrane) and its finite
element approximation.

The finite element mesh, depending on the basic characteristic lengths of the finite
element edges of the fuel cell (from 0.04 mm to 0.32 mm), contained 0.014-1.1 million nodes
and 0.08-6.67 million tetrahedrons. The basic values of the characteristic lengths were the
ratios of the electrode thickness to the scaling factor (the factor showed how many times
less the characteristic length was than the electrode thickness in the range of 0.5 to 4).

The choice of the values of the range of scaling factors was determined on the basis
of the need to provide both a knowingly insufficient and potentially excessive degree of
approximation of the conductive domain to determine the mesh-related stability of the
calculation result of the eddy currents” power [10]. It should be highlighted that the HXT
algorithm has built-in means to optimize finite elements according to quality criteria that
provide high minimum and average values of the quality indicators. Finite elements have
a quality not worse than 0.06 (average value: 0.74) by the Gamma criterion [11]. The
dependence of the number of nodes and tetrahedrons in the finite element mesh on the
scaling factor is shown in Figure 2.
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Figure 2. The dependence of the number of nodes and tetrahedrons in the finite element mesh on the
scaling factor.

3. Mathematical Model

We used an environment for treating discrete numerical problems called GetDP (ver-
sion 3.4.1, compiled from source code; P. Dular and C. Geuzaine, University of Liege,
Liege, Belgium [12]) to solve the computational problem. The GetDP environment does not
contain ready-made implementations of mathematical models of any physical processes or
related constructions (functional spaces and sets of basis functions, descriptions of methods
of integration over the finite element domain, or methods of primary mathematical process-
ing), but it contains wide function sets for the design of these constructions. Therefore, for
numerical simulation a description of the mathematical model of the electromagnetic field
in the weak A-V formulation (vector magnetic potential) in the form of the Petrov-Galerkin
equations [13] was developed on the basis of the finite element model considered above,
and of the classical model of the vector magnetic potential of the electromagnetic field [14]:

(rotA/p, rotA")q — (Js, A')q + (1 x Hs, A')r, =0, 1)
(Aw)a=0,Tq ¢ Q, 2)
(V-A)r, =0, 3)

where p is a magnetic permeability, n X Hg are Neumann boundary conditions along the
boundaries I', ) is a computational domain, and w is a vector field that has no closed
lines (applied to the cotree elements).

In the model used, the desired value is a value of the vector magnetic potential on the
edges of the finite elements, which requires a description of the edge-based functional space.
Expressions (2) and (3) are, respectively, the tree—cotree and Coulomb gauge conditions to
ensure the uniqueness of the magnetic vector potential. If the Coulomb gauging condition
is used, it is necessary to additionally introduce a nodal functional space. Since the prob-
lem considered is quasi-stationary, expression (1) was supplemented with non-stationary
components in the following form:

(rotA/u, rotA")q — (Js, A))qs + (n x Hs, A')r, + (00;A, A')q, + (ogradV, A')q =0,

(00:A, gradV')q + (ogradV, gradV')q_ =Y. LU(V'), )

where () is a volume domain of electrically conductive materials, V is a scalar field
potential within the domain functional space ()¢, 0 is an electrical conductivity, and I; and
U; are the current and voltage in each unit circuit of a massive conductor (in this case, the
conductive volume domain).

The formulation used for the mathematical model was based on a model that was
described in detail in [15]. The above expression does not contain the angular frequency
w typical for the classical A-V statement of the vector magnetic potential in the frequency
domain, and some components of the Galerkin—Petrov equations (weight functions and
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other), because their determination was performed by internal functions of the GetDP
environment, in accordance with the description of the functional spaces and properties
of the numerical problem. The electrical conductivity of the titanium electrode material
was 1.72 MS/m, and the proton exchange membrane was 61 S/m. Under the normal usage
conditions of a fuel cell in a stack (battery of fuel cells), the current flow from one cell to
another occurs through the entire contact area of electrodes of neighboring cells and within
one cell through the contact area of the electrode and proton exchange membrane. Since
the steady-state operation of the fuel cell at nominal power was considered, the current
value 26 A was given by the set of current density vectors through the contact area of
the electrode with the electrode of the adjacent cell. For the flat electrode, the current
density was 2260 A/ m2, and for the corrugated electrode, it was 30,500 A/ m? (conductive
pad size 0.3 x 50 mm, 57 conductive pads per electrode). In the finite element mesh and
mathematical model for the domains of conducting bodies, thin layers (boundary layers)
were not distinguished since the electrode thickness of 0.16 mm did not exceed half the
depth of the skin effect [16], 0.396 mm, at a frequency of 100 kHz.

In contrast to expressions (2) and (3), for a quasi-stationary electromagnetic field, both
variants of the gauge conditions applied exclusively to the environment domain (), or
domain boundaries of the computational domain () without considering the common
boundaries with the domain of the conducting materials ():

(V-Ar,=0,(Aw)q, =0,Tq, & Q, (5)

(V-A)rg =0, Ta,, Qo) € Q. (6)

Additionally, a gauge condition was applied to determine the zero voltage potential
on the surfaces of the domain of the electrically conductive materials ()¢, for which an
additional nodal functional space was introduced:

(ui’)rga = 0/ (7)

where U, is the voltage potential, and I'y , are the boundaries of the domain of conductive
materials.

The power of the eddy currents in the considered problem was calculated at the stage
of post-processing (primary mathematical processing) in the GetDP environment according
to the following expression:

P= /G||atA +dgradV|?. (8)

The mathematical model of the electromagnetic field and the methods for preparing
and solving the computational problems with the Gmsh and GetDP environments were
previously verified in [17]. The GetDP environment is configured to work with the PETSc
toolkit (version 3.16.6, compiled from source code; Argonne National Laboratory, Lemont,
IL, USA [18]) using both a third-party problem solver (MUMPS, version 5.4.0, compiled
from source code via PETSc toolkit; Mumps Technologies SAS, Lyon, France [19]; solution of
the SLAE by the LU factorization method) and a built-in problem solver (iterative methods
of the Krylov subspace) to solve the computational problems. To order the elements of the
SLAE matrices when working with the MUMPS problem solver, the SCOTCH (version
5.1, compiled from source code via PETSc toolkit; LaBRI of 1'Université de Bordeaux,
Talence, France [20]) and PORD (version 1.0, compiled from source code via PETSc toolkit;
Jirgen Schulze, Universitdt Paderborn, Paderborn, Germany [21]) methods were used. The
simulation was performed on a PC with 32 GB of RAM (16.4 GB/s bandwidth), 256 GB of
storage (buffered NVMe solid-state drive with read and write speeds of up to 1.6 GB/s),
and a six-core CPU with a peak performance of 112 GFLOPs in double precision of floating
point arithmetic with FMA4 and AVX instruction sets.
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Thus, the formation and solution of the numerical problem proceeded as follows:
geometric and finite element models were created in the Gmsh environment, after which
the finite element mesh, along with the description of the mathematical model and the
scenario for solving the numerical problem, were transferred to the GetDP environment.
GetDP performed preprocessing and transferred the generated SLAE to the MUMPS solver
through the interface of the PETSC toolkit. Inside the solver, the ordering, preconditioning,
and solving of the SLAE were performed. The solution result was returned to the GetDP,
where post-processing was performed for the convenience of the subsequent interpretation
of the results.

For the problem considered, we investigated the dependence of computational com-
plexity on the number of elements in the mesh for both variants of the problem formulation:
with tree—cotree and Coulomb gauge conditions (Figure 3). The SLAE was solved by the
LU factorization method, and the ordering was realized using the SCOTCH method.

g 70 - - 280
o 60-
'_ -
S 501 210
= m
S 401 g
g F140 2
g 30+ 5]
o £
] i
s 2 L70 =
8 10-
=}
o
g 0+ 0
o 0 1 2 3 4 5 6 7
Number of tetrahedra (min)
CC (TCT)-eeerereesereees Mem (TCT) ——— CC (COULY)-+-- [ T Mem (COUL)

Figure 3. Dependence of computational complexity (“CC”) and the necessary amount of memory
(“Mem”) on the number of elements in the mesh for two variants of the vector magnetic potential
gauging (“TCT”—tree—cotree, “COUL”—Coulomb).

We highlight that the computational complexity of the numerical problem with
Coulomb gauge condition was 4.5-5.5 times higher than that in the case with the tree—
cotree gauge condition, and the required memory size were also significantly higher, in
3-3.5 times. Thus, with 3.1 million tetrahedrons already, the entire amount of available
memory was used even for the Out-Of-Core mode (most of the solution kernel was taken
from RAM to storage), and for computational problems based on meshes of larger sizes, the
study was not performed. At the same time, such a gauging does not give any advantages
in the calculation of eddy current losses, and it will not be used in further studies.

The study of mesh-related stability showed that in the case of using the first-order
elements (designation “ORD1” on the schedules) with characteristic lengths of less than
0.5 of the electrode thickness, i.e., 0.08 mm, did not lead to a significant change in the calcu-
lated value of eddy current losses (Figure 4). This value of the finite elements characteristic
length led to the generation of a mesh with 1.21 million tetrahedrons. At the same time,
the use of second-order finite elements (designation “ORD2"”) ensured the calculation of
eddy current losses with sufficient accuracy when the value of the characteristic length was
less than 2/3 of the electrode thickness (0.66 million tetrahedrons). The power value of
the eddy current losses obtained with the model considered was 0.527 W (0.523 W for a
second-order mesh with 0.66 million tetrahedrons).
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Figure 4. Dependence of the calculated value of eddy current losses (power) on the number of
tetrahedrons in the finite element mesh when using first- and second-order elements.

Using the built-in PETSc and MUMPS tools, we investigated the computational com-
plexity and evaluated the accuracy of solving the numerical problem (SLAE) for two
configurations of the problem solver: using arithmetic double-precision real numbers and
double-precision complex numbers (Figure 5). The SLAE was solved by the LU factoriza-
tion method, and the ordering was realized using the SCOTCH method. It was found that
the arithmetic’s application of complex numbers instead of real numbers allowed a decrease
in the computational complexity manifold (by 7-8 times for all investigated meshes of
finite elements) and the requirements for the computer memory size (by 1.85-1.95 times). It
should be noted that the difference in computational complexity of numeral problems based
on first- and second-order finite element meshes was insignificant, as was the difference in
the required amount of computer memory.
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Figure 5. The computational complexity (“CC”) of the numerical problem and the necessary amount
of memory (“Mem”) for its solution. The PETSc toolkit was configured to use double-precision real
number arithmetic (“REAL”) and double-precision complex number arithmetic (“COMPLEX").

There are several generally similar approaches [22-24], which use eigenvalues and
condition numbers to calculate the relative error of the calculated solution, to evaluate
the accuracy of the calculated SLAE solution by the direct method. However, it should be
considered that depending on the basis of the norm and the characteristics of the SLAE,
the obtained values of the expected accuracy can be quite far from the real values. For
example, [25,26] have shown that although eigenvalues are convenient for the calculation
of matrix condition numbers, their blind usage can lead to incorrect conclusions since even
for poorly conditioned or large systems, it is possible to obtain a unit value of the condition
number based on any of the standard norms. It can be noted that the Manhattan and
spectral condition numbers (1- and 2-norm, respectively) can take unit values depending
on not only the formulation of the problem (the presence and type of the gauge condition)
but also the number of finite elements in mesh on which the problem is based [25]. At the
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same time, the condition numbers for both norms cannot take a unit value simultaneously.
Therefore, the usage of the relative forward error based on the component-wise relative
backward errors 7 and @; [22], which are computed on the basis of the scaled residual
@1; and @y;, is a reliable way to evaluate the accuracy of the computed solution:

@1 = 10— Ax1;/(1b] + 1Al 1x1), )

@i = 10— Ax1 /(AT 1x1)i+ 1A Teo+ 1131 |, (10)

where x is a calculated solution and A; is a row i of the matrix A.

The scaled residual @;; was calculated for all equations except those with a non-zero
numerator and a small value in the denominator. The scaled residual @,; was calculated
for such equations. As a matter of fact, the component-wise errors @; and @, were the
largest values of the scaled residuals @1; and @»;, i.e., the upper limit.

A technique for obtaining the value of the relative forward error based on the values
of the component-wise backward errors has been shown in [22,23] and is reduced to the
summation of their scaled values:

[16x||0o/ ||X]|c0 < @1condy + @pcondy, (11)

where cond; is a Manhattan condition number (1-norm) and cond is a spectral condition
number (2-norm).

Since this approach uses two condition numbers at once, we should expect the cor-
rect calculation of the calculated solution accuracy regardless of the SLAE characteristics.
Figure 6 shows the obtained values of the relative forward error of the calculated SLAE
solution for different numbers of tetrahedrons in the finite element mesh. We can say
that configuration of the PETSc toolkit for working with real number arithmetic instead
of complex numbers led to an increase in the value of the relative forward error of the
calculated SLAE solution by 6-8 orders of magnitude.

10° %
10° 1
10" A . +
10" e
103+ ¥
10—5 -
107+

10° T T T T T T 1
0 1 2 3 4 5 6 7
Number of tetrahedra (min)

X COMPLEX_ORD1 ¢ REAL_ORD1 + COMPLEX_ORD2

FERR
3

+X

Figure 6. Calculated values of the relative forward error of solving SLAE for meshes with different
numbers of finite elements. The PETSc toolkit is configured to use the arithmetic of double-precision
real numbers (“REAL”) and double-precision complex numbers (“COMPLEX"); data are given for
the first- and second-order finite element meshes (“ORD1” and “ORD2”, respectively).

The evaluation of the calculated solution accuracy for direct methods of the SLAE solu-
tion is also necessary to reduce the time of the SLAE solution by applying BLR-factorization
(low-rank approximation of SLAE) [27-29] without the necessity of verifying the calculation
results for each numerical problem.

Comparison of the values of the relative forward error and the desired value of the
target parameter of the model problem (eddy current losses) made it possible to determine
an acceptable value of the error corresponding to a reliable solution to the problem. It
also allowed the determination of the value of the acceptable tolerance (threshold) of the
low-rank approximation for the considered problem (or group of similar problems). For
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example, when configuring the PETSc toolkit to use the arithmetic of double-precision
complex numbers, regardless of the input parameters of the considered problem, any of
its solutions with a value of the relative forward error (FERR) less than 1 x 10° can be
considered reliable (Figure 7; the study was performed for a computational problem based
on a mesh with 1.21 million tetrahedrons).

10_ =
10 &  FERR (PORD) ; : 3.5
1084 e PIpRe—. Losses (PORD) b L3
X FERR (SCOTCH) x ¢ ¢ xi ¥ ix
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10+ T T T T T T 0
1012 101 108 10° 10* 102 10° 10?

BLR tolerance

Figure 7. Dependence of the relative forward error value of the calculated SLAE solution and
the calculated value of the eddy current power (losses) on the given tolerance of the low-rank
SLAE approximation.

The application of another ordering method of the matrix of unknowns (PORD instead
of SCOTCH) also did not lead to a significant change in the obtained values of the relative
forward error or the values of the target parameter of the problem studied. The specified
value of FERR was achieved at a given tolerance of a low-rank approximation of 1 x 107>
or less, which reduced the computational complexity of the numerical problems (in terms
of CPU time utilization) by 30-40%, as was shown in [25].

Figure 8 shows the dependence of decreasing the computational complexity of the
LU-factorization procedure, the required memory size, and the CPU time utilization for
solving the whole numerical problem (the LU-factorization procedure was only one step
in the solution of the computational problem but reached up to 90-95% of computational
complexity) on the given accuracy of the low-rank approximation. As mentioned above, in
this case, using an acceptable value of the tolerance of the low-rank approximation reduced
the utilization of the CPU time and the requirements for the amount of necessary memory
by 28-30%.

100+
80"

60

40-

20

Percentage (%)

O T T T T T T 1

1072 1070 107 10° 10* 107 10° 10?
BLR tolerance

seccecececsComp. Complexity — Memory ittt CPU time

Figure 8. Dependence of computational complexity of the LU-factorization procedure, the amount
of memory, and CPU time required to solve the whole numerical problem when applying low-rank
approximation as a percentage of the corresponding value for full-rank factorization.
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It should be noted that this paper did not consider the use of iterative methods of
the Krylov subspace since the studied computational problem was built on a similar [25]
mathematical model. Iterative methods for a solution of the SLAE, that based on considered
computational model, are unstable or show unsatisfactory performance.

4. Conclusions

The numerical calculation of the eddy current power in the electrodes of a hydrogen
fuel cell using the finite element method is complicated by the need to create a mesh
in a thin body with a large area. This leads to the generation of a large mesh, and the
numerical problem based on such a mesh and the mathematical models of non-stationary
or quasi-stationary electromagnetic fields have high computational complexities. However,
the use of second-order finite elements with the problem solver configured to work with
complex number arithmetic, along with the use of low-rank approximation of matrices
with a given tolerance of 1 x 1075, allows a significant reduction in the requirements for the
amount of memory and processor time utilization of the computer. In the considered case,
the use of second-order finite elements, the formulation of a computational problem with
the tree—cotree gauge condition, machine arithmetic of double-precision complex numbers,
and BLR-factorization together allowed the fast calculation of the eddy current losses in
a hydrogen fuel cell using limited hardware resources: about 10-12 GB of memory and
65-70 s of processor time. The eddy current loss value of 0.52-0.53 W obtained as a result
of computer modeling was not more than 3% of the nominal power of the hydrogen fuel
cell, 20.5 W. Accordingly, during the consideration of single hydrogen fuel cells, it is not
an obligatory condition to take into account the power of eddy currents in steady-state
operation. Such an approach to solving a numerical problem will make it possible to
obtain a result in a very short time even when using a weak computer, which is especially
important when performing optimization simulations and studying large-area fuel cells
and even full stacks of hydrogen cells. Easily and quickly obtaining the results of eddy
current power calculations can help verify and refine analytical models [30,31].
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