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FESTIM (Finite Element Simulation of Tritium In Materials), is a versatile open-source finite element code
developed in Python for simulating hydrogen transport in materials. FESTIM addresses limitations observed
in existing codes by enabling multi-dimensional, multi-material simulations, leveraging the flexible finite
element method and the open-source FEniCS library. Use cases illustrating FESTIM’s applicability and efficacy
are presented: reproduction of thermo-desorption experiments, modelling plasma-facing components (divertor

monoblocks), and modelling breeding blankets. A comparative analysis with two other numerical tools (TMAP8
and COMSOL®) is then performed. FESTIM is in very good agreement with these codes and shows similar
(or better) computing performances. Finally, the thorough validation and verification (using the method of
manufactured solutions) of the code is described, highlighting the code’s reliability.

1. Introduction

Hydrogen transport modelling is a discipline of great interest in
various fields, including materials science [1,2], energy storage [3],
nuclear fusion [4,5], and transportation [6]. However, existing tools
in these domains have been hampered by inherent limitations, such as
focusing mainly on 1D simulations, struggling with handling multiple
materials, and being written in outdated programming languages. They
also lack openness to collaborative advancement.

For these reasons, FESTIM (Finite Element Simulation of Tritium In
Materials) was developed. It was designed to overcome these challenges
and provide a simpler, more flexible approach to modelling hydrogen
transport. Our primary goal with FESTIM is to make simulating hy-
drogen migration easier and more user-friendly. Additionally, FESTIM
simulates heat transfer for better temperature accuracy.

What makes FESTIM unique is that it uses the flexible finite element
method and is built on the FEniCS library [7], which is open source and
has a Python interface, making it accessible to many users. The open-
source nature of the code means anyone can use and adapt it to their
needs. The Apache-2.0 license (under which FESTIM is distributed)
allows for flexibility in how the code is used. This also encourages con-
tributions to the code: FESTIM now counts more than 14 contributors
from various research institutions and private companies.

* Corresponding author.
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Different from other tools like MHIMS [8], TESSIM [9], TMAP7
[10], CRDS [11], mHIT [12], or FACE [13], FESTIM stands out because
it is open-source and can handle simulations in multiple dimensions and
materials. Its user-friendly design works for simple and complex scenar-
ios, from 1D to 3D, and it covers heat transfer and material interfaces
well. Two other open-source tools are also capable of multidimen-
sional and multimaterial simulations: TMAPS8 [14] and ACHLYS [15].
These tools are based on the finite element code MOOSE [16]. Efforts
have also been made to simulate hydrogen transport using commercial
software like Abaqus [17] and COMSOL® [18].

FESTIM is used in academia but also in private companies — going
even beyond nuclear fusion — with applications from experimental data
analysis to the design and analysis of components interacting with
hydrogen.

As FESTIM gains more attention, this paper is a guide to understand-
ing its capabilities and why it is becoming a go-to tool for simulating
hydrogen transport.

The paper first explores FESTIM’s main features (v1.1.1) and un-
derlying theory (see Section 2) and then delves into its development
practices (see Section 3). Following this, some use cases are presented
(see Section 4), and a comparative analysis with two other tools is
provided (see Section 5). Finally, the paper details the thorough valida-
tion and verification processes for FESTIM (see Section 6). The source
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Symbols
D Diffusion coefficient (m?s~!)
J Local particle flux (m=2s~1)
Ky Henry’s constant (solubility) (m=3 Pa~!)
Ky Sievert’s constant (solubility) (m=3 Pa~!/2)
Ky Dissociation coefficient (m=2s~! Pa~!)
K, Recombination coefficient (ms~! or m*s™!)
P Pressure (Pa)
0] Heat volumetric source term (W m™3)
o* Soret coefficient (J mol™!)
S Particle source term (m~3s!1)
T Temperature (K)
Cm Mobile concentration (m™3)
i Particle concentration in the ith trap (m=3)
A Heat conductivity (Wm™! K1)
p) Density (kgm™3)
n Normal vector
¢, Specific heat capacity (Jkg=' K1)
k Trapping rate (m?s~!)
n Trapping site density (m™)
p Detrapping rate (s~!)
t Time (s)

code of the results presented in this article (scripts, visualisations, etc.)
can be found at https://github.com/RemDelaporteMathurin/festim-
review [19].

2. Key features

2.1. Bulk physics

2.1.1. Basic hydrogen transport

The model developed by McNabb & Foster [20] is used to model
hydrogen transport in materials in FESTIM. The principle is to separate
mobile hydrogen ¢, and trapped hydrogen ¢, (in dimensions of amount
of substance per volume). The diffusion of mobile particles is governed
by Fick’s law of diffusion where the hydrogen flux is

J = -DVe, €}

where D is the diffusivity coefficient.

Each trap i is associated with a trapping and a detrapping rate k;
and p;, respectively, and a trap density n;.

The temporal evolution of ¢, and ¢, is then given by:

acm acl i

Im _yv.(DV S-2, =" 2
o ( Cm) + Z ot ( )
dc,

= =kiem (=)= pi ©

where S is a source of mobile hydrogen. In FESTIM, source terms can
be space- and time-dependent. These simulate hydrogen implantation
in materials, tritium generation from neutron interactions, etc.

These equations can be solved in Cartesian coordinates, but also in
cylindrical and spherical coordinates. This is useful, for instance, when
simulating hydrogen transport in a pipe or a pebble. FESTIM can solve
steady-state hydrogen transport problems.

An initial condition can be given for transient problems. By default,
all concentrations are initialised to zero.
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2.1.2. Conservation of chemical potential at interfaces

Continuity of local partial pressure P must be ensured at the inter-
faces between materials. In the case of a material behaving according
to Sievert’s law of solubility (metals), the partial pressure is expressed

as:
>2

pP= <c_m
K
where K is the material solubility (or Sievert’s constant).

In the case of a material behaving according to Henry’s law of
solubility, the partial pressure is expressed as:

(€3]

pofm
Ky
where K, is the material solubility (or Henry’s constant).
Then two different interface cases can occur. At the interface be-
tween two Sievert or two Henry materials, the continuity of partial

pressure yields:

(5)

= +
m m
_m - m (6)
K K§
or
- +
Cm Cm
no_ m @
Ky K;;
where the exponents + and — denote both sides of the interface.
At the interface between a Sievert and a Henry material:
-\2 +
C c
(&) -2 ®
s Ky

These equilibrium equations show that a difference in solubilities
introduces a concentration jump at interfaces.

In FESTIM, the conservation of chemical potential is obtained by a
change of variables [21]:

m

¢

2
> in Sievert materials
s

P= ©

Cm

Ky

P is continuous at interfaces.

Egs. (2) and (3) are then rewritten and solved for P. Note that the
boundary conditions are also rewritten. Once solved, the discontinuous
¢, field is obtained from P and the solubilities by solving Eq. (9) for
C

in Henry materials

m*

2.1.3. Soret effect
FESTIM can include the Soret effect [22] (also called thermophore-
sis, temperature-assisted diffusion, or even thermodiffusion) in hydro-

gen transport. The flux of hydrogen J is then written as
0" ¢,

VT
R, T

10)

J=-DVc, - D

where Q* is the Soret coefficient (also called heat of transport), and R,
is the gas constant. Few studies have included the Soret effect due to a
lack of data for the Soret coefficient [23-25].

2.1.4. Heat transfer

As many processes involved in hydrogen transport are thermally
activated, an accurate representation of the temperature field is of-
ten required. To this end, FESTIM can solve a heat transfer problem
governed by the heat equation:

oT

P p =V-(AVT)+0 (11D

where T is the temperature, c, is the specific heat capacity, p is the
material’s density, 4 is the thermal conductivity and Q is a volumetric
heat source. As for the hydrogen transport problem, the heat equation
can be solved in steady state, and initial conditions can be given. In
FESTIM, the thermal properties of materials can be arbitrary functions

of temperature (typically polynomials).
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2.2. Surface physics

Boundary conditions are required to fully pose the hydrogen trans-
port problem or the heat transfer problem. Boundary conditions are
separated into three categories: (1) enforcing the value of the solution
at a boundary (Dirichlet’s condition), (2) enforcing the value of the
gradient of the solution (Neumann’s condition), and (3) enforcing the
value of the gradient as a function of the solution itself (Robin’s
condition).

In FESTIM, users can fix the mobile hydrogen concentration c,, and
the temperature T at the boundaries 02 (Dirichlet):

¢ = f(x,y,z,t) on df2 12)

T = f(x,y,2z,t) on o 13)

where f is an arbitrary function of spatial coordinates x, y, z and time
t.

FESTIM has built-in Dirichlet boundary conditions for Sievert’s
condition and Henry’s condition (see Egs. (14) and (15), respectively).

¢, =Kg VP onoQ (14)

¢n =Ky P onoQ2 15)

where P is a function of space and time.

Dirichlet boundary conditions can also approximate plasma im-
plantation in near-surface regions to be more computationally effi-
cient [26].

_ (pimp Rp
=7

on 0 (16)

where @;,, is the implanted flux and R, is the implantation range.
Molecular recombination can be included by setting:

(pimp Rp (pimp
Cp = + on 0£2 17
m ) X 17)
where K| is the recombination coefficient.

Moreover, dissociation can also be accounted for:

®imp R Dimp + Ky P

ey = —2 7 o on 09 (18)
D K,

T

where K| is the dissociation coefficient and P is the partial pressure of
hydrogen.

One can also impose hydrogen or heat fluxes at boundaries (Neu-
mann). In the following, the Soret effect (see Eq. (10)) is not included
for simplicity, and J = —DVe¢,,.

J-n=-DVc, -n=f(x,y,z,1t) onodQR (19)
—AVT -n=g(x,y,z,t) on I (20)
where n is the normal vector of the boundary.

Recombination and dissociation fluxes can also be applied:
J-n=-DVe, -n=Ky P @1
J-n=-DVe¢, n=-K, cll? (22)

where K, is the dissociation coefficient and K, is the recombination
coefficient. In Eq. (22), the exponent of c,, is either 1 or 2, depending
on the reaction order. These are Robin boundary conditions since the
gradient is imposed as a function of the solution.

Finally, convective heat fluxes can be applied to boundaries:

—AVT -n=h (T -T,,) onoQ (23)

where h is the heat transfer coefficient and T, is the fluid’s external

ext
(bulk) temperature.
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2.3. Numerical methods

FESTIM is based on FEniCS [7] - a finite element library written
in Python and C++. Engineering examples using FEniCS can be found
in the literature [27-30]. A thorough description of the finite element
method would be beyond the scope of this review but can be found
in the FEniCS book [31]. In short, the finite element method relies on
writing the strong formulation of a problem (here Egs. (2), (3), and
(11)) in its variational (or weak) formulation. The variational formula-
tion is then discretised by restricting it to mesh elements representing
the geometrical domain. In FEniCS, the linear algebra is handled under
the hood by PETSc [32].

FESTIM provides some simple meshing capabilities for
one-dimensional meshes. For more complex meshes, users should rely
on specialised meshing software such as GMSH, Cubit, SALOME, etc.
Meshes can then be converted to XDMF format (used by FEniCS
and therefore FESTIM) with the package meshio [33]. The code is
not restricted to simple geometries and can be used for CAD-based
simulations (see Sections 4.2 and 4.3). Nonlinear equations are solved
with FEniCS using Newton’s method. Users can control the choice of
linear solver. Direct (LU, UMFPACK, MUMPS, etc.) and indirect (Con-
jugate Gradient, GMRES, MINRES, BiCGSTAB, TFQMR, etc.) solvers
are available via PETSc can be chosen by the user. Preconditioners
for indirect solvers are also available (Algebraic Multigrid, incomplete
LU factorisation, incomplete Choleski factorisation, Jacobi, etc.). By
default, the Newton solver in FEniCS uses UMFPACK as a linear solver
in serial and MUMPS in parallel (which are both sparse direct solvers).
FESTIM has other minor features that make it a powerful and versatile
tool. One example is the adaptive stepsize, allowing the stepsize to
increase when the solver converges rapidly and reduces when the solver
struggles to converge.

3. Code development
3.1. Version control and open source development workflow

The version control of FESTIM and its documentation are handled
through the distributed version control system git. The source code for
FESTIM is hosted and openly available on GitHub, which facilitates
version control and code collaboration. GitHub is also used to track
issues, manage contributions via pull requests, and enable a very ef-
fective development workflow and collaboration between developers.
Thanks to GitHub, anyone can create their own public fork (a copy) of
the FESTIM repository. This fork can then be modified by developers
without needing write-access to the original repository. If a developer
then wants to have their changes added to the official repository, they
simply have to open a pull-request and the maintainers will review the
changes and decide if they can be merged or not.

Having a code open source offers numerous benefits for code sus-
tainability and community engagement. Firstly, open-source software
fosters transparency, allowing users to inspect and understand the
underlying code This transparency promotes trust and accountability,
essential elements for sustainable development. This aspect is some-
times missing from existing tools for which only a compiled version
is distributed. As a result, these tools are used as “black-boxes”. Ad-
ditionally, open-source projects often attract a diverse community of
developers, researchers, and enthusiasts who contribute to its improve-
ment and evolution. This collaborative environment not only leads
to more robust and reliable software but also facilitates knowledge
sharing and skill development within the community. Moreover, open-
source software is more adaptable to changing needs and technological
advancements, ensuring its longevity and relevance over time. By
empowering users to customise and extend the software to suit their
specific requirements, open-source projects foster a sense of ownership
and investment in the community, ultimately driving innovation and
progress in the field. This open and collaborative approach has led
to FESTIM attracting more than 14 contributors from more than ten
different institutions.
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3.2. Documentation

The extensive documentation of FESTIM is available online at https:
//festim.readthedocs.io/ and contains:

+ a Theory section containing the physics basis of FESTIM

+ a User Guide describing the key aspects of FESTIM: the instal-
lation instructions, how to create a simulation, the main objects,
the post-processing steps, etc.

» a Contributing Guide, which describe the development work-
flow: how to contribute to the source code

+ the API reference describing in detail the functions and classes
in FESTIM

Release notes are also available on the GitHub repository. In addi-
tion to the documentation, a workshop is available at https://github.
com/festim-dev/FESTIM-workshop. This workshop contains a series of
documented tutorials going from very simple simulations to complex
problems in FESTIM.

3.3. Continuous integration

FESTIM is extensively tested thanks to a test suite verifying various
parts of the code, from unit tests to complete system tests. This test suite
ensures reliability and is integrated with our Continuous Integration
(CD) strategy, as it is automatically run every time a modification is
made to the source code. Verification cases are also included in the CI
to ensure the correctness of the code (see Section 6).

3.4. Distribution and licencing

The software is distributed under the permissive Apache-2.0 licence.
FESTIM is packaged and distributed with PyPi, where specific versions
of the code can be installed. Development versions of the code can also
be installed in order to use the latest unreleased features of FESTIM.

3.5. Programming and dependencies

FESTIM is developed in Python, which is one of the most popular
programming languages. This guarantees plenty of support from the
ever-growing community. Having FESTIM written in Python allows it
to easily leverage the power of the Python ecosystem and make use
of libraries like NumPy [34], SciPy [35], matplotlib [36], sympy [37],
etc. This does not come at the expense of performance since the finite
element engine of FESTIM is written in fast C++. Only the user interface
is written in user-friendly Python. The main dependency of FESTIM is
the finite-element library FEniCS.

4. Gallery of use cases

This section will cover three published use cases of FESTIM.

The first use case is the reproduction and analysis of a thermo-
desorption spectrum. These are typically 1D simulations of a few mil-
limetres commonly with only one material and are used to characterise
trapping sites in materials.

The second use case is the estimation of the retention and perme-
ation flux in the ITER divertor. This case is more complex as it involves
multi-dimensional modelling, multiple materials as well as a coupling
with heat transfer. These models are also heavier since the modelled
geometry is larger (a few centimetres).

The last case is a model of a tritium breeding blanket of the DEMO
fusion reactor. It is also a multi-dimensional, multi-material and multi-
physics problem. The added complexity is the introduction of a fluid
domain (liquid metal) and integration of a tritium and heat source term
from neutronics calculations.

The source code of the results presented in this section (scripts,
visualisations, etc.) can be found at https://github.com/RemDelaporte
Mathurin/festim-review [19]. Interested readers are invited to refer to
the source code or the original papers for a more complete description
of these use cases.
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4.1. TDS analysis

Thermo-desorption experiments consist in loading a sample with
hydrogen and then heating it with a well-controlled temperature ramp
where the hydrogen desorption flux is measured resulting in a com-
monly called thermo-desorption spectroscopy (TDS) spectrum. These
spectra are useful to characterise trapping sites and hydrogen retention
in materials. Analysing these spectra analytically is extremely challeng-
ing. The reason for this is that, even if the problem is in most cases 1D
and mono-material, solving the transient McNabb & Foster equations
with one or more traps is complex even more so considering that the
temperature and hydrogen sources are varying in time. It is a highly
non-linear problem and therefore, numerical tools are needed. To infer
trapping properties (rates, site density, etc.) from TDS data, a modelling
tool like FESTIM is required. This section shows two examples of TDS
simulations with FESTIM.

The first example is commonly used as a reference in the liter-
ature: the tungsten TDS performed by Ogorodnikova et al. [38]. In
this experiment, 200eV deuterium ions were implanted in a polycrys-
talline tungsten sample at room temperature with an incident flux of
2.5x10”Dm=2s~! and a fluence of 102 Dm~2. The sample was then
heated at a rate of 8K s™!.

FESTIM reproduced the TDS spectrum with three traps (see Fig. 1).
The first two traps are intrinsic traps (i.e. defects initially present in the
sample), and the implantation of high-energy deuterium ions induces
the third.

The second example is a TDS experiment by Baldwin et al. [39].
Beryllium and deuterium were codeposited on a tungsten sample. A
1 pm thick Be-D layer was formed at room temperature. The sample was
then heated at a rate of 0.3Ks~! and the desorption flux of deuterium
was measured. The authors simulated this experiment with TMAP7
and tested three sets of boundary conditions. It was shown that a
recombination flux with a modified recombination coefficient was more
appropriate for another set of experiments. The contribution of the
residual pressure has also been modelled, although it can be shown
that it does not influence the results. The spectrum was reproduced
with FESTIM with two traps (see Fig. 2). In this model, as proposed
by Baldwin et al. the implantation phase is not modelled, but rather an
initial trap occupancy is set.

The work of Baldwin et al. [39] proposes a modified recombination
coefficient that is dependent on the mobile concentration of hydrogen
at the surface. This model is called dynamically computed surface con-
centration (DSC). Even though the DSC model is not natively supported
in FESTIM (i.e. not present in the source code), it is very easy for users
to quickly implement such a model by taking advantage of the object-
oriented structure of the code. In this particular case, we created a
custom class inheriting from the RecombinationFlux class and very
easily implemented the DSC model (see Fig. 3).

FESTIM demonstrated at very early stages that it could easily repro-
duce TDS experiments [40]. Users can manually change the simulation
parameters to fit the experimental data, or FESTIM can be embed-
ded in an automated parametric optimisation routine to facilitate the
process [41].

4.2. Divertor monoblock

One of the first applications of FESTIM was to simulate the transport
of energetic hydrogen isotopes implanted from the ITER plasma in the
divertor monoblocks. These components are made of a tungsten sub-
strate of a few centimetres with a CuCrZr cooling pipe running through
and a Cu inter-layer (see Fig. 4(b)). Before the development of FESTIM,
the way hydrogen transport was simulated in these components was
by making a 1D geometry, sometimes only simulating the tungsten
domain. The reason for this is likely that the existing tools were
limited by the finite difference method. A FESTIM study, leveraging
the finite element method, showed that this 1D assumption lead to
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Fig. 1. FESTIM simulation of a TDS experiment performed on tungsten by Ogorodnikova et al. [38]. The shaded areas are the contribution of each trap.
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Fig. 2. FESTIM simulation of TDS experiment performed on Be-D co-deposited layers by Baldwin et al. [39] (recombination flux model). The shaded areas are the contribution
of each trap.
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Fig. 3. Comparison of different surface models in the FESTIM simulation of the TDS experiment performed on Be-D co-deposited layers by Baldwin et al. [39].
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(a) Toroidal cross-section at symmetry plane
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(b) 3D geometry showing toroidal and poloidal cross sec-
tions.
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(c) Poloidal cross-section at symmetry plane

Fig. 4. Steady state temperature field and mobile hydrogen concentration field c,, at t = 10°s. The streamlines are computed from the gradient of the mobile concentration field
¢,. The jumps of ¢, are due to the interfaces between the different materials, as explained in Section 2.

wrong estimations of the tritium inventory and permeation fluxes in
monoblocks exposed to a high heat and particle fluxes compared to
a 2D approximation [40]. This justified the need for tools capable of
multi-dimensional, multi-material and multi-physics simulations. The
influence of the conservation of chemical potential at interfaces was
then investigated [21]. It was shown that the concentration jumps
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induced by these interface conditions do not impact the overall in-
ventory as it is dominated by the tungsten. Another difficulty arose
when scaling up the thousands of monoblock that make the divertor.
To solve this, 2D FESTIM monoblock simulations have been used to
build a surrogate model, which was then used to efficiently compute
a monoblock inventory at a given time for a given set of exposure
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Fig. 5. Total retention (mobile + trapped concentrations) in monoblock at ¢ = 10°s.

conditions [42]. This surrogate model was then used to rapidly compute
the inventory of the ITER and WEST divertors under various plasma
scenarios [43]. An attempt at refining the monoblock model near the
plasma-exposed surface has been made by coupling the code with
MHIMS and introducing a supersaturated layer model [44], which suc-
cessfully demonstrated that the impact of such a model was negligible
as the inventory of the monoblock is dominated by the transport in the
bulk.

More recently, the FESTIM monoblock model has been extended to
3D [45]. This study aimed to investigate the influence of molecular
recombination on the poloidal gaps of the monoblocks. The geometry
is a 6mm X 23mm X 25mm block of tungsten with a copper cooling
pipe running through and a CuCrZr inter-layer. The temperature field
is computed from a steady state heat transfer problem (see Fig. 4).
A heat flux of I0MWm™2 is imposed on the plasma-facing surface,
and a convective heat transfer boundary condition is applied to the
cooling surface. An approximation of the source of implanted particles
(Eq. (16)) was set on the plasma-facing surface. Two traps are set in
the tungsten subdomain and one in the copper and CuCrZr subdomains.
This study showed that mobile particles desorb on this surface when as-
suming instantaneous recombination on the poloidal gap (see Fig. 4(a)),
and the hydrogen retention is drastically reduced. The maximum total
hydrogen concentration (including trapped hydrogen) after 10°s of
exposure was 1.2 x 1022 Hm™3 (see Fig. 5).

4.3. Breeding blanket

Another application of FESTIM was modelling tritium transport in
a Water-Cooled Lithium Lead (WCLL) tritium breeding blanket [46].
The WCLL is a concept to be tested in the ITER TBM programme, and
the results will be used to determine which concept will be used in
its successor, DEMO. The 2D WCLL model in the study comprised a
tungsten first wall, a structural material of EUROFER, and a liquid
LiPb tritium breeding material. The study aimed to investigate the
influence of tritium trapping on a component scale, which had never
been included in breeding blanket studies — likely because suitable
tools were not available yet. It also showcases how FESTIM can be
coupled with additional physics (see Fig. 6).

In a breeding blanket, there are two sources of hydrogen: the
hydrogen coming from the fusion plasma and being implanted in the
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tungsten first wall, and the tritium that is created by the interaction
of lithium in the liquid metal with the fusion neutrons. Once bred in
the liquid metal, tritium diffuses and is advected by the flow. In this
case, a fluid dynamics solver (written in FEniCS) solving the Navier—
Stokes equations was used to model the flow of the liquid metal LiPb
around the breeder. The Navier-Stokes equations were solved in steady
state assuming laminar flow for simplification, as the point of the model
was to demonstrate the capability to couple FESTIM to fluid dynamics.
Natural convection in the LiPb was also taken into account using the
Boussinesq density approximation. The FESTIM governing equations
had to be modified with an additional advection term u- V¢, where u
is the velocity field.

de,

a—;“ =V.(DVey,)—u-Ve, +5  in fluid domains 29
p) Cui

% =V-(DVe,) - ~— in solid domains (25)
dcy; . . .

a—t‘ =k; ¢y (n; —c;)—p; ¢; in solid domains (26)

The governing equation for heat transfer was modified accordingly,
although in this case the heat transfer Peclet number was very close
to zero and therefore heat transfer was dominated by conduction. The
reason why FESTIM does not have native support for advection is
because extra care needs to be taken when dealing with problems which
have both fluid and solid domains.

The tritium and heat source terms (S and Q) were taken from
OpenMC [47] simulations results that were fitted by a function of the
distance from the first wall. While this approximation was satisfactory
for this geometry, there are cases where approximating the tritium
source term like this will be very challenging or even impossible,
like the LIBRA tritium breeding experiment [48]. This is one of the
areas of development of FESTIM where a better solution for cou-
pling with OpenMC is needed. An effort towards strongly coupling
OpenMC to finite element models has been undergone by the AURORA
project [49].

With this implementation, tritium transport models were simulated
to evaluate tritium inventories in the structural materials and perme-
ation fluxes to the cooling channels. Additionally, tritium generation
in the LiPb was modelled with a volumetric source term characterised
from neutronics calculations [50].

This study indicated that the introduction of trapping mechanisms
increased inventory values by 15% and delayed permeation to the
cooling channels. A parametric study was conducted to explore uncer-
tainties in the literature regarding hydrogen solubility in LiPb (span-
ning over two orders of magnitude). Varying lithium lead solubility
within the literature range was found to cause a 25-fold change in
EUROFER tritium inventory. Additionally, permeation fluxes to the
cooling channels exhibited a threefold variation.

This work is being developed further by improving the fluid dy-
namics solver to account for MHD effects on the liquid metal breeder.
Furthermore, the influence of neutron damage on trap concentrations
in solid domains such as tungsten and EUROFER is being investigated.

5. Comparison with other codes

The source code of the results presented in this section can be found
at https://github.com/RemDelaporteMathurin/festim-review [19].
Readers are invited to refer to the input scripts for the complete and
exact parametrisation of these comparison cases.

5.1. TMAPS

TMAPS is an acronym for Tritium Migration Analysis Program. It is
the successor of TMAP7 [10] even though they are completely different
codes. It is an open-source finite element code developed at INL that
builds on the capabilities of the MOOSE finite element package. Several
V&V cases are available on the TMAPS8 repository. These cases are
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Fig. 6. WCLL breeding blanket modelling workflow [46].

inspired by the TMAP4 and TMAP7 V&V and their complete description
can be found there [51]. The TMAP8 documentation states that the
tool is designed for OD-1D simulations, which may explain why 2D/3D
verification cases are not yet available, even though TMAPS8 has been
used to simulate 3D problems [52]. For this study, we chose the several
cases that were the most relevant: val-2b, ver-1a, ver-1c, ver-1d, and
ver-1e. Other cases were available but were very simplistic (e.g simple
diffusion, steady state heat transfer, etc.). A FESTIM model has been
created for each case with the same exact same physical parameters
and meshes. The TMAPS8 input scripts were taken from the TMAP8 code
repository with minimal modifications. The TMAPS8 version used was
commit b84d41b. Both codes were run several times for each case, and
the average execution time (on the same computer) was measured. For
all cases, FESTIM showed similar or better performance (see Fig. 7).
All FESTIM models were run with FEniCS default solver parameters for
simplicity (see Section 2.3 for details). A full performances optimisation
study of FESTIM would be outside the scope of this paper. Very minimal
modifications of the TMAPS8 scripts were made compared to what was
available on the TMAPS8 repository. For example, when needed, the
simulation time or stepsize was modified to match FESTIM. Also, the
default solver parameters were used for TMAP8: Newton solver with
implicit-Euler time integration with ILU as a preconditioner for the
Krylov solver.

5.1.1. val-2b

The val-2b case is a thermo-desorption experiment on beryllium
with a beryllium oxide (BeO) layer. The sample is exposed to a partial
pressure of hydrogen and then heated up after rest. To reproduce
the experimental desorption curve, the strategy initially proposed by
Longhurst and Ambrosek [51] is to modify the BeO diffusivity Dg.o
from the exposure phase to the desorption phase.

27)
(28)

Dp.o = 1.4x107*exp(—2.10/kpT) during exposure
Do =7.0x 1075 exp (—2.33/kpT) during desorption

The diffusivity and solubility of Be as well as the solubility of BeO are
kept constant:

Dy, = 8.0 x 10~ exp (-0.36/k s T) 29
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K pe = 7.156 % 10% exp (=1.00/k 5 T)
K peo = 5.00x 102 exp (=0.81/k 5T

(30)
(3D

No traps are set in the materials. FESTIM and TMAP8 reproduce the
experimental TDS (see Fig. 8).

For this specific case, the script available on the TMAP8 repository
had to be modified in order to reproduce the experimental curve. The
penalty term was reduced from 0.09 to 0.089, as suggested by the
TMAPS8 development team. Both codes also show slight differences
despite using the same material parameters.

This validation case is far from being the most appropriate, for
several reasons. First, the hydrogen exposition phase lasts for 180015,
whereas the temperature is only kept at 773K for 180000s, after which
it starts decreasing. These 15s of delay are not very explicitly stated
in the TMAP7 or TMAP8 V&V documentation, yet they are the very
reason why there is an hydrogen intake in the sample. As the sample
starts cooling down while the hydrogen pressure is maintained, the
solubility of the BeO increases (because of a negative activation energy)
and therefore hydrogen starts to dissolve in the sample. In other words,
even though the sample is kept in a hydrogen atmosphere for 50 h, no
hydrogen can penetrate before the temperature starts decreasing. This
means that if this delay is not 15s but say 20s, the hydrogen intake
will be much higher and the thermo-desorption spectrum will be very
different.

A better TDS validation case would be the one described in Sec-
tion 4.1 since the peaks observed are due to trapping sites in the
material. Unfortunately, it is not possible in TMAPS8 - to the best of our
knowledge — to have a temperature-dependent trapping rate k, making
it impossible to model such a case.

5.1.2. ver-1a

The ver-1a verification case [10] consists of an enclosure containing
an initial quantity of hydrogen gas (at an initial pressure Pj). The
hydrogen can dissociate on the inner surface of the enclosure and
then permeate through the walls. As hydrogen particles escape the
enclosure, the pressure decreases and as a result, so does the surface
concentration on the inner walls. This 1D problem is, therefore, cou-
pled. At each time step, the flux of particles escaping the enclosure is
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Fig. 8. Comparison of val-2b case results from FESTIM and TMAPS.

computed, and the internal pressure is updated. TMAP8 and FESTIM
agree very well (see Fig. 9).

An analytical solution to this problem can be obtained. The analyt-
ical expression of the concentration in the wall is given by Longhurst
et al. [10]:

c(x=0,1)=0 (32)

c(x=1,t)= Ky P(t) 33)
) —Dta,% .

c(x,t)=2LP K Y ¢ sin (xa,) (34)

= (L+1
Ky T Akg

(L? + a2)) sin (la,,)
where L = , Ky is the solubility of the material, T is the
temperature, A is the enclosure surface area, V is the volume of the
enclosure, / is the thickness of the wall, and «, are the roots of:

L
_ 35
% tan(a,, 1) (35)
The flux at the non-exposed surface can be expressed as:
J(x=0,1) = DVe|,_g
o e—Dtaﬁa
=2LPyDK " (36)
0 HZ{ (L +1(L?+a2))sin (la,)
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The cumulative release R is then:

t
R=/ J(x =0,0dt
0

el l_e—sz
=2LP,S 37
v L LT (2 r o)) oo @7)

Multiplying by the area and normalising by the initial quantity in
the enclosure, one can obtain the fractional release:

FR = &
Py V /(kgT)
_ 2LSA i 1 —¢~Di; 38)
V/kgT) = (L+1(L2+a2)) a,sin (Ia,)

The discrepancies with the analytical solution is due to the coarse
mesh (10 vertices). Increasing the mesh density ten-fold reduces the
error significantly.

5.1.3. ver-Ic

The ver-1c verification case is a 1D problem where a 100 m-long slab
has an initial concentration of hydrogen of 1Hm™ in the first 10m
only. The diffusivity D is set to 1m?s~!, no trapping is included, and
the surfaces are insulated (zero flux boundary condition). FESTIM and
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Fig. 9. Comparison of the ver-1a case results from FESTIM and TMAP8 with the analytical solution. Temporal evolution of the cumulative hydrogen release.
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Fig. 10. Comparison of ver-Ic case results from FESTIM and TMAPS8. Temporal evolution of the concentration of mobile particles at several locations.

TMAPS are in perfect agreement (see Fig. 10). FESTIM runs this case
more than two times faster (see Fig. 7).

5.1.4. ver-1d

The ver-1d case is a 1D problem with one trap. It is the only
available case with trapping included. The concentration of mobile
particles ¢, is kept at ¢, on one side (x = 0) and set to zero on the
other (x = /). The case is separated into a diffusion-limited problem and
a trapping-limited problem. In the diffusion-limited case, the trap prop-
erties (trapping and detrapping rates) and the surface concentration of
mobile particles are chosen so that the trap-filling ratio is much lower
than unity. In this case, the governing equations can be approximated
by a pure diffusion case with no traps but with an effective diffusion
coefficient. This regime is also known as the effective diffusivity regime.

The particle flux J at the back surface (x ) is expressed in
Hm2s~! by:

coD — 72 Dygp t

Janalytical(t) = OT [1 +2 Zl(_l)m exp<_m21—;ﬁ>] (39)
m=
with D (m?s™!) the effective diffusivity expressed as:
D
Dy = — (40)
1+ (i C—'“) 1
kn n

The mean squared error (MSE) with the analytical flux is computed
for both codes. They are in extremely good agreement with the ana-
lytical solution (see Fig. 11) and the MSE for FESTIM and TMAPS8 are
small: 7.98 x 107 and 6.26 x 107, respectively. The differences may be
attributed to different solvers and/or pre-conditioners, which could also
explain the differences in execution times (see Fig. 7). It is worth noting
that the TMAP8 model for this case scales the trapped concentration to
improve convergence whereas FESTIM does not.

The trapping-limited version of the problem is very similar, but the
trapping properties are such that the filling ratio is very close to unity.
This case was not run, as the solution in TMAPS is not satisfactory.

5.1.5. ver-1e

The ver-le case is a 1D multi-material problem. The first layer
of the composite structure is 33 pm-thick with a diffusivity of
1.274 x 1077 m? s~! and the second layer is 66 pm-thick with a diffusivity
of 2.622 x 10-"' m?s~!. The conservation of chemical potential is not
taken into account in this verification case, meaning that the concentra-
tion of mobile particles at the interface is continuous. The concentration
of mobile particle is fixed at 50.7079 Hm=> on the left surface.

The results produced by both codes are in very good agreement (see
Fig. 12).
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5.2. COMSOL multiphysics®

The multidimensional problem showed in Section 4.2 was solved
with COMSOL Multiphysics® 6.1 [53] and compared to FESTIM (the
complete details of the comparison problem are available as Supple-
mentary data). The exact same meshes and sets of parameters were
used.

COMSOL Multiphysics® is a finite element analysis software to
analyse different physics (electric, mechanical, fluid, acoustic, and
chemical), with an emphasis on how they can interact with each other
(multiphysics). COMSOL Multiphysics® can model strongly coupled
physics, including fluid dynamics and turbulent flow coupling with
hydrogen transport. The software can simulate 1D, 2D, and 3D ge-
ometries in steady state and transient. COMSOL Multiphysics® is not
open source and a purchased licence is required to run the software. To
simulate hydrogen transport with trapping, modules diffusion of diluted
species, heat transfer in solids and PDE (partial differential equations)
are used. The diffusion module solves the Fickian diffusion equations.
The heat transfer module in the monoblock study is used to generate
a temperature distribution, and it is weakly coupled with hydrogen
transport. A PDE has been employed to evaluate the trapping and
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detrapping terms, which are included as hydrogen generation sources
in the transport module.

The hydrogen concentrations and temperature fields produced by
COMSOL® and FESTIM are in good agreement (see Fig. 13). Slight dif-
ferences in the hydrogen concentration were found near the tungsten-
copper interface (see Fig. 14) and in the tungsten bulk. These differ-
ences are attributed to lower mesh quality in these regions and/or
different time-stepping schemes. Indeed, FESTIM was able to converge
with a very large initial stepsize of 10° s. On the other hand, COMSOL®
required an initial stepsize of 2 x 10~*s. For this reason, comparing
performances is not trivial. Furthermore, COMSOL® and FESTIM did
not use the same linear solver and do not treat interfaces the same
way: FESTIM performs a change of variable (see Section 2.1.2 for more
details), while COMSOL® has a partition interface condition imple-
mented. In COMSOL®, the linear solver was PARDISO [54] whereas
MUMPS was used in FESTIM. The absolute tolerance of the Newton
solver was 10* in FESTIM and automatically scaled in COMSOL®. The
relative tolerance for both was 10~5. Complete parametrisation of the
COMSOL® model can be found in the .mph file in the paper repository.
The execution time of COMSOL® on four cores was about 25 min,
whereas the execution time of FESTIM on a single core was less than
200s. Moreover, since the problem source terms are constant in time,
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FESTIM can be run with an initial stepsize of 1 x 10% s and produce very
similar results in less than 20s. Overall, one should not focus on the
computational time of both codes since this is not a direct comparison
(different linear solvers, different handling of interfaces discontinu-
ities, different post-processing, etc.). Instead, the main output of this
comparison is ensuring both FESTIM and COMSOL® produce the same
results with the same physical and geometrical parameters. The various
derived quantities, like inventories and particle fluxes at surfaces, were
also in very good agreement (see Fig. 15).

6. Verification & validation

Before being used for analysis, any code should be verified & vali-
dated. The Verification and Validation (V&V) process has two goals: (1)
to prove that the governing equations are correctly solved and that the
code is error-free and (2) to demonstrate that the governing equations
reproduce experimentally observed processes. In other words, verifi-
cation is answering the question “Are we building the code right?” and
validation is answering the question “Are we building the right code?”.

Many hydrogen transport codes in the literature have focused on
validation, not verification (or sometimes verification in very simplistic
scenarios). The most common validation case is to reproduce a thermo-
desorption experiment. While validating a code is necessary, it is not
sufficient. For example, let us imagine a code with a bug which adds
0.5eV to all user-defined detrapping energies (£,). This code could
reproduce (fit) a thermo-desorption spectrum just fine: it could be vali-
dated. However, the equations solved in the code would not correspond
to the real governing equations: it is not verified.

6.1. Validation

The McNabb & Foster model [20] has been used for decades to sim-
ulate hydrogen transport. It successfully reproduces thermodesorption
experiments [8,11,13,38,55-62] and profilometry data [58,60,62-65].
Moreover, permeation experiments have also been reproduced using
hydrogen diffusion models [55,56,66-69].

There is no need to repeat here the work that has been done in
the past: this mathematical model is validated. It goes without say-
ing that problems outside of this validation domain need additional
experimental data.

6.2. Verification

The verification process of a code must be up to the code’s claims. In
other words, for instance, if a code claims to solve the McNabb & Foster
model in 3D, in multimaterial cases, and coupled with heat transfer,
then restricting the verification to a simple 1D, monomaterial, constant
temperature case is not sufficient.

The FESTIM test suite contains dozens of verification cases and more
than 280 tests in total (all publicly available on the FESTIM repository).
A complete description of all these cases would require its own report;
therefore, we will only describe three cases here.

The Method of Manufactured Solutions (MMS) is a mathematical
technique used to verify numerical simulation codes [70]. In MMS, an
exact analytical solution is intentionally manufactured. The mathemati-
cal model (Egs. (2), (3), or (11)) is then operated on this manufactured
solution to obtain an analytic source term. Computer symbolic ma-
nipulation can be used to obtain the derivatives of the manufactured
solution. Boundary conditions obtained directly from the manufactured
solution and the source term then serve as input for the numerical
simulation code.

The error between the code output and the manufactured analytical
solution is computed and used to assess the code’s correctness and
accuracy. MMS is a valuable tool for code verification in scientific
and engineering computing, ensuring the reliability of computational
results.
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Fig. 13. Monoblock results computed by FESTIM (left) and COMSOL® (right).

This section covers the verification of interface discontinuities, the
heat transfer module, and the trapping implementation in FESTIM.
For simplicity and clarity, only three distinct verification problems
have been defined. All MMS cases in this section are applied on a
unit square (for easier visualisation), and the mesh has 100 cells in
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the x direction and 100 cells in the y direction. Dirichlet boundary
conditions enforcing the exact solution are applied on all surfaces. Only
steady-state problems for simplicity’s sake, but MMS can be — and has
been — applied to transient problems. For each case, the L2 error E is
calculated in the domain €:

— 2
- \//Q(uexacl - ucomputed) dx

where u,
tively.

(41)

. and u q are the exact and computed solutions, respec-

exact compute

6.2.1. Case 1: discontinuity

The first MMS problem has two materials (denoted, respectively,
by left and right). In material left, the solubility is K¢ = 3 and the
diffusivity is Dj;, = 2. In material right, the solubility is Kg i, =
6 and the diffusivity is Dy, = 5. Two exact solutions for mobile
concentration of hydrogen are manufactured for both subdomains:

Cleftexact = 1+ sin (7 (2x + 0.5)) + cos (27 y) (42)
Kg right

cright,cxacl = KS] : Clcft,cxact (43)
Jeft
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Note that the manufactured solutions were chosen so that the
particle flux J = —DVe¢,, -n is continuous across the materials interface.
MMS sources are derived in each material:

Siert = 872 (cos (27x) + cos (27y)) (44)

= 4072 (cos (2zx) + cos (27Y)) (45)

nght

These exact solutions can then determine the MMS fluxes and
boundary conditions. The computed and exact solutions agree very well
(see Fig. 16(a)). The L2 error is 5.49 x 1074,

6.2.2. Case 2: heat transfer

This case verifies the implementation of the heat transfer solver
in FESTIM. Two materials with different thermal conductivities are
defined: A =2 and Ajgy = 5.

The exact solution for temperature is:

Texact = 1 +sin(z (2x +0.5)) + cos (2zy) (46)

As for Case 1, the manufactured solution is chosen so that the
thermal flux —AVT - n is continuous across the interface.

Different MMS sources are defined (one in each material), and
the computed solution agrees very well with the exact solution (see
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Fig. 16. FESTIM verification results. For each case, line profiles of the 2D solution are plotted.

Fig. 16(b)). The L2 error is 3.31 x 1074,

Olete = 87 (c0s (27x) + cos (27y)) (47)  6.2.3. Case 3: trapping
The last case verifies the implementation of trapping in FESTIM.

— 002
Oright = 207" (cos (27x) + cos (27y)) (48) Only one trap is considered for simplicity, but the same principle
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applies for more traps. Exact solutions are defined for both the mobile
concentration and the trapped concentration.

(49
(50)

« =5 +sin(2zx) 4+ cos 2xy)

Cm,exac

Ctexact = 9 + €08 (27x) + sin (27y)

The trap density is n = 2 ¢ o, the trapping rate is k = 0.1,
the detrapping rate is p = 0.2, and the diffusivity is D = 5. MMS
sources are obtained for both the mobile concentration and the trapped
concentration:

S,

m

(51
(52)

2
-DV Cm,exact + kcm,exact (” - ct,exact) — DCexact
St = _kcm,exact(” - cl,exact) + PC exact

Again, the computed solution agrees very well with the exact so-
lution (see Fig. 16(c)). The L2 error is 1.05x 10~2 for the mobile
concentration and 7.63 x 1073 for the trapped concentration.

7. Future code improvements

There are some limitations to the current state of the tool. For
example, FESTIM can only simulate one mobile (diffusing) species.
It also does not account for multi-level trapping (i.e. more than one
hydrogen atom can be trapped in a trapping site). These features —
amongst others — are actively being worked on and will be included
in the next major release of FESTIM. This next version will be based
on FEniCSx [71], the next generation of the FEniCS library, and will
include:

* better handling of materials interfaces using a Discontinuous
Galerkin formulation at the interface

support for mixed-topology meshes

multiple diffusing species, allowing users to simulate co-diffusion
of several isotopologues

chemical reactions, making it possible to simulate multi-level
trapping [44]

native support for including an advection term

support for coupling with fluid dynamics codes and neutronics
codes (for tritium production and neutron heat generation)

This will also allow the development team to completely rewrite
parts of the code and get rid of some technical debt accumulated over
the years.

This next version of FESTIM is under active development. It is
available on the fenicsx branch of the GitHub repository and can
already be installed and tested by users.

8. Conclusion

FESTIM stands as a powerful and accessible code that offers robust
solutions for simulating hydrogen transport in materials. Its versatility
extends across various applications, including experimental analysis,
component scale modelling, and safety analysis, making it relevant
across a spectrum of research and industrial endeavours. Developed
with adherence to modern practices such as GitHub, Continuous In-
tegration, and Continuous Delivery, FESTIM sets a benchmark for
efficiency and reliability in numerical tools.

In a comparative assessment against established counterparts like
TMAP8 and COMSOL Multiphysics®, FESTIM demonstrated remark-
able agreement, affirming its accuracy and efficacy in hydrogen trans-
port simulations. This validation underscores the trustworthiness and
suitability of the tool for diverse applications.

Furthermore, FESTIM’s verification and validation processes are
rigorously executed, ensuring robustness and accuracy in its predictive
capabilities. While this paper provides a glimpse into this process, the
comprehensive nature of FESTIM’s validation instils confidence in its
performance across various scenarios and conditions.
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In conclusion, FESTIM emerges not only as a cutting-edge tool for
hydrogen transport modelling but also as a testament to the efficacy of
open-source development and collaborative practices. Its versatility, ac-
curacy, and adherence to modern standards position it as a cornerstone
in the pursuit of understanding and harnessing hydrogen dynamics in
materials.
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