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Résumé

Apres une pause de quelques décennies, un certain intérét refait surface pour la con-
ception d’aéronefs hypersoniques, appuyé par 'accroissement général des capacités de
calculs a hautes performances facilitant les simulations numériques d’écoulements aéro-
dynamiques multidimensionnels. Le modele physique sous-jacent est constitué par les
équations de Navier-Stokes décrivant les lois de conservation de la masse, de la quantité
de mouvement et de I’énergie d’un fluide compressible visqueux et thermo-conducteur.
Les variables physiques de I’écoulement subissent des variations spatiales et temporelles
importantes et complexes. Des méthodes numériques robustes et précises sont nécessaires
pour capturer 'ensemble des phénomenes présents dans I’écoulement.

Les méthodes numériques historiques reposent sur des approches de type volumes
finis. Il s’agit d’une formulation intégrale de loi de conservation dans laquelle la variation
temporelle de la valeur moyenne dans la maille est régie par les flux aux interfaces de la
maille. Dans le cadre des méthodes volumes finis pour les équations hyperboliques, les
flux aux interfaces sont construits a partir de la solution du probléme de Riemann (solveur
de Riemann). Une caractéristique commune des solveurs de Riemann existant est qu’ils
ont été développés dans le formalisme Eulérien. Il est néanmoins possible d’adopter une
approche différente. Dans ce travail, nous adoptons le point de vue de Gallice (2003)
qui consiste a construire des solveurs de Riemann Eulériens simples a partir de leur
homologues Lagrangien a l’aide de la transformation Lagrange-Euler pour les systémes
de lois de conservation de la mécanique des milieux continus.

Une classe de schémas volumes finis centrés aux cellules basée sur la transformation
Lagrange-Euler est introduite. La construction du schéma prend sa source dans l'idée
d’étendre le schéma centré Lagrangien (Loubere et al. (2016)), pour la dynamique des gaz
multidimensionnel au cadre Eulerien en tirant parti de 'approche introduite dans Shen
et al. (2014). Les flux numériques du schéma sont évalués avec un solveur de Riemann aux
noeuds. Ce solveur permet de calculer la vitesse nodale nécessaire pour déplacer la grille
en description Lagrangienne. Par conséquent, la conservativité et la stabilité d’entropie du
schéma résultent d’une équation vectorielle basée aux noeuds et une inéquation scalaire.
La transformation Lagrange-Euler par Gallice (2002a, 2003) et revisitée dans Chan et al.
(2021) permet de construire des solveurs de Riemann eulériens positifs et entropiques a
partir de solveurs lagrangiens, a condition qu’'une condition sur le pas de temps explicite
soit remplie.

Dans le premier chapitre, nous avons repris le formalisme de Gallice (2003) pour
développer un schéma de type volumes finis unidimensionel positif et entropiquement sta-
ble grace a la transformation Lagrange-Euler. Dans les deuxieme et troisieme chapitres,
nous présentons la théorie de la méthode volumes finis appliquée aux sous-faces des
¢léments de maillage, suivie de son application aux équations de la dynamique des gaz
multidimensionnelle. Dans le dernier chapitre, une extension pour construire un schéma
aux sous-faces équilibré pour les équations de Saint-Venant est présentée.

Mots clés: lois de conservations hyperboliques, schéma de type Godunov, solveur de
Riemann approché simple, stabilité entropique, descriptions Lagrangienne et Eulérienne.



i



Abstract

After a break of few decades, a certain interest re-emerges for hypersonic aircraft
design largely because of the availability of numerical simulations for multi-dimensional
aerodynamic flows. The underlying physical model is the Navier-Stokes equations de-
scribing the conservation laws of mass, momentum and energy of a viscous and heat-
conductive compressible fluid. The physical variables of the flow undergo important and
complex spatial and temporal variations. Hence, robust and accurate numerical methods
are mandatory to capture such flows.

Historical numerical methods are based on Finite Volume type approaches. Such
an approach is based on an integral formulation of the conservation laws in which the
temporal variation of the average value in the cell is governed by the fluxes at the interfaces
of the cell. In the context of Finite Volume methods for hyperbolic equations, the fluxes
at the interfaces are constructed from the solution of the Riemann problem, obtained
with an eponymous Riemann solver. A common feature of existing Riemann solvers
is that they were developed in the Eulerian formalism. It is nevertheless possible to
adopt a different approach: in this work, we adopt the point of view of Gallice (2003)
which consists in constructing simple Eulerian Riemann solvers from their Lagrangian
counterpart with the help of the Lagrange-to-Euler mapping for systems of conservation
laws of continuum mechanics.

A class of cell-centered Finite Volume scheme based upon the Lagrange-to-Euler map-
ping will be introduced. This mapping establishes a fundamental relation bridging the
Lagrangian and Eulerian descriptions. The construction of the scheme originates from
the idea of extending the cell-centered Lagrangian scheme (refer to Loubere et al. (2016))
for multidimensional gas dynamics on the Eulerian framework at the same time benefiting
from the approach introduced by Shen et al. (2014). The numerical fluxes of the scheme
are evaluated by means of an approximate Riemann solver located at the grid nodes,
which provides the nodal velocity required to move the grid in a compatible manner.
The conservation condition and entropy stability of the scheme result respectively from a
node-based vectorial equation and a scalar inequation. The Lagrange-to-Euler mapping
introduced by Gallice (2002a, 2003) and revisited in Chan et al. (2021) then allows to
build positive and entropic Eulerian Riemann solvers from their Lagrangian counterparts,
provided that an explicit time step condition is fulfilled.

The first chapter focuses on the one-dimensional case of a positivity-preserving and
entropy stable Finite Volume scheme obtained by bridging the Lagrangian and Eulerian
description, after the formalism of Gallice (2003). In the second and third chapters, we
present the theory of an original subface-based multidimensional Finite Volume method
followed by its application to multidimensional gas dynamics equations. In the last
chapter, an extension to build a well-balanced subface-based scheme for shallow-water
equations is presented before coming to a conclusion.

Keywords: hyperbolic system of conservation laws, Godunov-type scheme, simple
approximate Riemann solver, entropy stability, Lagrangian and Eulerian representations.
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The conservation laws of gas dynamics, magneto-hydrodynamic flows and other
branches of classical physics are typically expressed by nonlinear hyperbolic systems of
Partial differential equations (PDEs) that prepare mathematically a host of wave in-
teractions occurrences. The solutions of nonlinear hyperbolic systems generate jump
discontinuities that propagate on as shock waves for instance. The mathematical theory
may be challenging since it is necessary to confront weak solutions. In consequence, nu-
merical simulation is often employed to tackle hyperbolic problems. A Riemann Solver
(RS), should it be exact or approximated, is one of the essential tool in Computational
Fluid Dynamics (CFD). In all generality, it is a method for computing the evolution of a
discontinuity separating two constant physical states, namely a Riemann problem. The
Riemann problem introduced by Riemann (1860) entered the field of computational sci-
ence more than 150 years ago and S.K. Godunov et al. (1979); Godunov (1999) proposed
the first Finite-Volume (FV) scheme to simulate compressible gas dynamics equations
employing a Riemann solver that makes use of the exact solution of a Riemann problem.
This first-order accurate method gained popularity and is now known as the Godunov
method/scheme in CFD. However, this exact Riemann solver may become prohibitively
expensive when the Riemann problem becomes too complex, leading to the subsequent
development of alternative approximate and less expensive Riemann Solvers following on
Godunov approach - to cite but a few, Roe (1981), Harten et al. (1983) Lax and van Leer
(HLL), Einfeldt (1988)(HLLE),Munz et al. (1991) (HLLEM), Toro et al. (1994) (HLLC),
Engquist & Osher (1981), Osher (1984) and others and we refer the interested readers to
the book of Toro (1999), Godlewski & Raviart (1996) and more recently Qu et al. (2022).
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1.1 Approximate Riemann solvers

Of all the aforementioned solvers, the most well-known is probably the one due to Roe
(1981). It is based on a linearization of the compressible gas dynamics equations. Nu-
merical cases indicate that the Roe solver has a high resolution in capturing non-linear
jumps such as shocks discontinuities and linear contact discontinuities. However, by con-
struction, it unfortunately has the drawback to create nonphysical results, i.e entropy
violating discontinuous waves, or to generate the infamous carbuncle phenomenon. Note
that the effect of this drawback can be lessened by implementing an appropriate entropy
fix. Over the years, the HLL by Harten et al. (1983) and HLLE by Einfeldt (1988) Rie-
mann solvers also gained considerable popularity thanks to their simplicity. However,
they are considered an incomplete Riemann solvers due to the structure of the solution
which neglects some intermediate characteristic fields. This also has the downfall of caus-
ing excessive numerical dissipation. The modified version of HLL, namely the HLLC by
Toro et al. (1994) Riemann solver, takes into account the presence of those intermediate
waves, ¢.e contact discontinuities and shear waves, thus making it a complete Riemann
solver. However, in its current form it does not include an exact computation of the
waves speeds that are simply estimated using uppermost and lowermost bounds, refer for
instance to Batten et al. (1997). Furthermore, the HLLC Riemann solver also generates
the carbuncle phenomenon.

The aforementioned approximate Riemann solvers are intrinsically one-dimensional
in their framework and in spite of this rather good success of approximate schemes, they
are presumably less efficient in multidimensional problems due to the directional bias.
The standard way of extending to several dimensions with the one-dimensional schemes
is through flux splitting algorithms by solving one-dimensional Riemann problems in a
direction normal to each cell interface for all faces independently to achieve multidimen-
sional behavior. This notion neglects flow variations that might be propagating in a
transversal direction. Therefore, researchers have been on an endeavor to develop mul-
tidimensional Riemann solvers to solve Riemann problems in different directions of the
interface, hoping to better capture flow characteristics. The first truly multidimensional
solver by Deconinck et al. (1993) brought compelling contribution to this topic. The
key element of this solver is to assume continuous piecewise linear space variation of the
variables defined at cell vertices, allowing for a multidimensional generalization without
employing 1D Riemann problems or dimensional splitting. Among other attempts in
contributing to multidimensional solvers is the generic multidimensional HLLE solver
of Balsara & Dumbser (2015). The base idea is to use the one-dimensional Riemann
solver in all directions to coupled with multidimensional correction terms to constitute a
multidimensional solver for conservative hyperbolic systems.

1.1.1 Properties of approximate Riemann solvers

One common feature of most of the present solvers is that they were developed in the Eu-
lerian framework point of view. Contrastingly, it is possible to adopt a different approach
by tackling the resolution of the Riemann problem from the Lagrangian standpoint. The
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main feature of Lagrangian numerical methods lies in the fact that the motion of the
fluid is intrinsically linked to the geometrical transformation that follows the fluid path,
providing a natural framework to track interfaces of multidimensional flows. One of the
earliest work on Lagrangian Godunov-type scheme was by Munz (1994) where a Roe
linearization was constructed for the gas dynamics equations on the Lagrangian coordi-
nates. The Roe linearization in Lagrangian coordinates produces non-physical states such
as negative specific volume. However, the Lagrangian method shows promising results
especially when approximating low density regions and also preserving sharp contact dis-
continuity. The works in this thesis are substantially inspired by the works of Gallice
(2003). The simplicity of the Lagrangian formulation not only allows for a direct esti-
mation of waves speeds for the Eulerian Riemann solvers in an ordered manner but it
also facilitates the study of particular properties (conservation, positivity-preserving and
entropy stable). Recurrently, numerical approximations may generate negative density
or pressure which then leads to instability or code crash. This event is more critical
in the Lagrangian framework on account of to the moving and deforming grid during
computation. The positivity-preserving property and the entropy consistency can be as-
sessed easily in the Lagrangian framework. Once a Lagrangian Riemann solver is built,
the Eulerian counter-part that inherits the properties of the Lagrangian one can be ob-
tained, refer to Gallice (2002a); Chan et al. (2021). Besides Gallice, only few authors
have been working adopting the resolution from a Lagrangian standpoint, for instance,
Cheng & Shu (2014) and Shu developed positivity-preserving HLLC approximate Rie-
mann solver for the Lagrangian scheme in one and two dimensional for compressible Euler
equations with general equations of state. Amongst others, Vilar et al. (2016) also worked
on positivity-preserving approximate Riemann solvers conducted for both ideal gas and
non ideal gas equations of state and extending to high-order accuracy with appropriate
limitation.

As for the multidimensional Lagrangian case, the one-dimensional Riemann solver
cannot be implemented directly due to the vast number of neighboring cells sharing a
node. Hence, in this framework, the numerical fluxes are evaluated by means of an ap-
proximate Riemann solver located at the grid nodes that provides the nodal velocity
required to move the grid in a compatible manner. Two main approaches are classically
used, namely the staggered scheme and cell-centered Finite Volume schemes. This work
focuses on the cell-centered approach. Different techniques may be employed to build the
numerical fluxes and move the grid through the use of approximate Riemann solvers with
respect to the Geometrical Conservation Law. In Després & Mazeran (2005) and Maire
(2009), truly multidimensional Lagrangian schemes for arbitrary unstructured mesh are
proposed. In this approach, for the two-dimensional case, the Finite Volume scheme is
established using subcell forces that are expressed in terms of the difference between the
velocity in the cell and the nodal velocity, instigating non-conservativity of the scheme.
Consequently, the conservation of the scheme is retrieved via a nodal conservation con-
dition stating that the sum of the subcell forces impacting a node must be equal to zero.
This gives birth to a nodal solver, the cornerstone of Lagrangian schemes in order to
evaluate the velocity of displacement of the nodes, thus allowing a compatible movement
of the grid with the Geometrical Conservation Law. This new approach endorsed the
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construction of multidimensional Finite Volume schemes for Lagrangian gas dynamics
that is firmly based on mathematical and physical principles.

Lately, Shen et al. (2014) were inspired by the aforementioned Finite Volume schemes
for Lagrangian gas dynamics and they adapted it by extending to the case of Eulerian
gas dynamics. They employed a HLLC-like approximate Eulerian Riemann solver using
subface fluxes of which the approximation is based on Maire (2009) nodal solver, making
it possible to ensure the conservation of the scheme. However, the construction of their
scheme does not guarantee wave speeds ordering and lacks an in-depth study of important
properties such as positive density and internal energy and entropy inequality. Neverthe-
less, the numerical results proved to be promising with this method and encouraged us
to carry out an extensive work not only to correct the previous flaws. The scheme estab-
lished by Shen et al. (2014) and the introduction of simple approximate Riemann solvers
by Gallice (2003) provided a starting point to achieve a generalization of formulation of
multidimensional Finite volume scheme for all types of hyperbolic systems.

1.1.2 The carbuncle phenomenon

By the same token, the dimensionally split approximate Riemann solvers also give rise
to the occurrence of various forms of numerical shock instabilities when simulating shock
wave propagation, i.e., odd-even decoupling and carbuncle, for instance refer to Quirk
(1994). The carbuncle phenomena, analogically to the cluster of boils developed under
the skin, is a numerical instability that manifest as a tumor-like growth on a shock wave or
sawtooth disturbances at the shock front. When implementing an approximate Riemann
solver with low numerical dissipation, such instabilities appear as serrated disturbance of
a flow featured as a nonphysical default and causes the capturing of shock waves to be
inaccurate if not totally spoiled. The earliest report on numerical instabilities by Quirk
(1994) states that low-dissipative schemes causing expansive growth of acoustic waves
may be the root of the carbuncle phenomenon and a list of benchmark test cases is then
proposed to check the susceptibility of certain solvers to this shock instability. These
problems include the odd-even decoupling and its variation, supersonic flow over a blunt
body, shock diffraction over a 90° corner and the double Mach reflection problem. Kemm
(2018) investigate the origin of the carbuncle instability and a review of theoretical results
provided a set of numerical test to sort out the issues for the instability. The numerical
viscosity of the scheme was put to cause however, a deeper understanding of the amount
of viscosity needed to stabilize the shock is still lacking. Thus, there is a strong need
for really multidimensional formulations that resolve all characteristic fields while insti-
tuting necessary dissipation. For instance, Rodionov (2017) constructs a multipurpose
remedy by adding multidimensional artificial viscosity. Sangeet & Manda (2018) then
proposed a modified HLLC scheme that employs a simple differentiable pressure-ratio
based multidimensional shock sensor, namely the HLLC-ADC (Anti-Diffusion Control)
scheme Fleischmann et al. (2020) also proposes a modification of the HLLC Riemann
solver with a centralized reformulation of the numerical flux that reduces the acoustic
dissipation, offering a shock-stable solver. All these works rely on adding some sort of
additional dissipative term to fight the creation of such spurious modes. Also, follow-
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ing Rodionov (2017), we might conjecture that a genuinely multidimensional dissipation
is certainly helpful to damp the carbuncle instability. In this current work, we will be
bringing into play a node-based conservation condition by involving all states surrounding
a node. Upon that, transversal information are not omitted and this strategy substanti-
ates the pre-existing assumption that multidimensional dissipation takes effect on shock
instabilities problem. The real theoretical analysis is yet to be done in order to
fully understand the phenomena.

1.1.3 Constructing a entropy-stable and positivity-preserving
multidimensional numerical scheme

The purpose of this thesis is to present an entropy-stable and positivity-preserving
Godunov-type numerical scheme for multidimensional hyperbolic systems on unstruc-
tured grids. In the interest of building Riemann Solvers with good properties, we adopt
Gallice (2000, 2002a, 2003)’s work on the contact discontinuity preserving Lagrangian
Riemann solver that has positivity-preserving property and entropy stability. We impose
those properties onto the approximate Lagrangian Riemann solver and derive its Eulerian
counter-part using the Lagrange-to-Euler mapping. Figure 1.1 illustrates the workflow of
this thesis and the remaining of this document is organized as follows.

Following this introduction, Chapter 2 is dedicated to the one-dimensional Lagrangian
and Fulerian Riemann solver for gas dynamics. Relying on the seminal work of Gallice
(2003), a simple approximate Lagrangian Riemann solver is derived firstly. This solver
preserves contact discontinuities shear waves and an explicit condition on the wave speeds
of the approximate Riemann solver is derived in order to provide refined positivity and
entropy stability properties. Then, following the general methodology proposed in Gallice
(2002a, 2003), we deduce the simple approximate Eulerian Riemann solver from the
Lagrangian one. It naturally inherits the positivity and entropy stability properties from
its Lagrangian counterpart. A high-order extension up to the 5th order of accuracy with
the a posterior high-order limiting strategy is then achieved.

In Chapter 3, we describe a multidimensional Finite Volume scheme in a general
form, associated to an approximate simple Riemann solver resulting from subface fluxes
approximation that relies on the notion of simple Eulerian Riemann solver introduced in
the seminal work of Gallice (2003). In the interest of building Riemann solvers with good
properties, The Eulerian Riemann solver is constructed from its Lagrangian counterpart
by means of the Lagrange-to-Euler mapping. This systematic procedure ensures the
transfer of good properties such as positivity preservation and entropy stability. In this
framework, the conservativity and the entropy stability are no more locally face-based
but result respectively from a scalar inequation and a node-based vectorial equation by
calling upon the Lagrangian nodal solver. The corresponding multi-dimensional Finite
Volume scheme is characterized by an explicit time step condition ensuring positivity
preservation and entropy stability.

For a thorough demonstration, in Chapter 4, the numerical scheme is applied on the
two-dimensional gas dynamics equation in the first place. An associated Finite Volume
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simulation code has been built in multi-dimensions for unstructured meshes. Paralleliza-
tion has been accomplished using the MPI library embedded in PETSc. After assessing
the scheme in a two-dimensional case, the three-dimensional case, which is a direct ex-
tension of the two-dimension one is achieved. A large set of numerical experiments shows
that the proposed solver is less sensitive to spurious instabilities such as the infamous car-
buncle, compared to the classical one. To further improve accuracy, the current scheme
has been extended to second-order in time and space. An implicit time discretization is
also implemented in order to study steady inviscid flows.

In Chapter 5, we implement the numerical scheme on conservative laws with source
terms, namely the shallow-water equations, with the aim of building a well-balanced
Godunov-type scheme. Similarly to the previous chapters, a simple approximate Eulerian
Riemann solver is built from the Lagrangian counterpart in one-dimensional and a large
set of numerical experiments were done in order to assess the positivity-preserving and
well-balanced properties of the scheme. We then follow up with the two-dimensional
extension by incorporating the two-dimensional shallow-water equations in the subface-
based scheme.

Conclusions and perspectives are then drawn in the final section.
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This chapter is based upon the work presented in Chan et al. (2021) where we will
be building on Gallice (2003)’s work on the contact discontinuity preserving Lagrangian
Riemann solver that is positivity preserving and entropy stable. As presented in Gallice
(2003)’s work, the positivity conservation and entropy stability properties are imposed
onto the Riemann solver in the Lagrangian framework that will be used to derive its
counterpart in the Eulerian framework. The associated numerical scheme in both the
Lagrangian and Eulerian framework will be first order accurate in both space and time
to begin with.

A high-order accurate extension is then introduced. Polynomial reconstruction using
a least-square minimization algorithm is employed to gain high accuracy in space, further
completed with Runge-Kutta time integrators. Robustness of the high-order computa-
tions and its ability to inherit the expected properties from the first order scheme are
achieved thanks to the MOOD paradigm based on a posteriori limiting and local or-
der decrementing. In this MOOD paradigm, of paramount importance, is the so-called
‘parachute’ scheme. This is a robust and dissipative scheme that is provably preserv-
ing the physical admissible states. The first-order Eulerian scheme based upon the La-
grangian Riemann solver developed will play this crucial role. Numerical tests are done
to illustrate and validate this family of high-order Eulerian numerical schemes.

Therefore, the aim of this section is to:

o Recall the fundamental notions of approximate Riemann solvers and Godunov-type
schemes.
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o Present the relation between the Eulerian and Lagrangian forms of systems of con-
servation laws in 1D with interesting properties.

e Develop a first-order Godunov type scheme that will be used as the parachute
scheme of the high-order MOOD extension.

« Validate the Lagrangian, Eulerian and high-order Fulerian schemes on demanding
test cases.

2.1 Godunov-type schemes

In this section, we aim at recalling the fundamental notions of Godunov-type schemes
and approximate Riemann solvers, which are often the cornerstone of any proper Finite
Volume discretization dedicated to the numerical approximation of non-linear hyperbolic
systems of conservation laws.

2.1.1 Notations and governing equations

Let us consider U = U(z,t) a vector valued function which depends on the spatial
coordinate x € R and on the time ¢ > 0. This function satisfies the system of conservation
laws

oU  JF(U)

ot * Ox
where F(U) = F(U(z, t)) denotes the flux vector. Its domain of definition , D, is supposed
convex. We assume that (2.1.1) is equipped with an entropy-entropy flux pair(%, Q),
meaning that U — X(U) is convex and @) satisfies

=0, (2.1.1)
0Q _ (oF\' oz
ou  \ogu /) ou’

We are looking for entropic solutions of (2.1.1) satisfying the entropy inequality, refer
to Harten et al. (1983),

ox(U) 0(U)
ot * ox

The construction of Finite Volume numerical discretization of (2.1.1) generally relies on
the solution of the Riemann problem,

<o0. (2.1.2)

UL EY)
ot O — ~ 0 (2.1.3)
U(z,0) = .
! U, if >0

Let W be an approximation of the solution of this Riemann problem, namely an approx-

imate Riemann solver. Generally, W shall depend on %, U, and U, and we thus denote

10
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it by W( , U, U ) or Wi, <) The approximate Riemann solver has to fulfill the

basic requirements

. W< , U, U > U, for —— large enough,
e W ( ) U. for = large enough,

. W(f,U,U) _u.

Let Tiyl fori =0,...,] +1, with z,, 1 < Tiy 3 denote a sequence of nodes defining a
one-dimensional grid and U} for ¢ = 1,...,1 + 1 the numerical approximation fo the
solution of (2.1.1) at time ¢ = " which is constant over the cell [x,_ 1, T 1]

Without loss of generality, we assume that the grid spacing Ax = Tyl =T is

constant. For the sake of simplicity, we adopt the following notation convention where at
each interface between two cells, W, +1 (f) =W (t’ U,, UZ-+1). With this in mind and
following Harten et al. (1983), we shall recall the definition of a Godunov-type scheme.

Definition 2.1.1. [Godunov-type scheme| The approximate Riemann solver W induces
a Godunov-type scheme given by

n+l _ + —
U (U +U), (2.1.4)
where
- :
2 T 2 T
Ut :—/W. <>d Uflz—/w. <>d.
=" Az =3 \Ag) " 0 Vit T A AV v

Here, At = t"*! — " > ( is the time step.

We are now in position to introduce the definition of the cell interface numerical
fluxes that will be useful to construct Finite-Volume discretization. The numerical fluxes

at interfaces z, 1 and z, +1 viewed from cell 7 is deduced by integrating (2.1.1) respectively
over [t", "] x [x;_1, and [t" ") X [z, @, +§] and are defined respectively by

2

Az 1 7 x
Fr, — FHU,_ ”:F—”/<)
i1 (U;—1,UD) (Uy) 2AtU’ + ; W%g Al dx,
0, (2.1.5)
F, — F(U,U",) = F(U~)—MU”—1/W <x>d
it bMe) = DTane T an) e ag)

11
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Definition 2.1.1 allows us to write the numerical scheme (2.1.4) under the form

n n At —
U = U = (L, —FLL). (2.1.6)
Following Harten et al. (1983) and Bouchut (2004), for a small enough time step At, the
left-sided and right-sided numerical fluxes at a generic interface written under a compact
form yields

F (U,U,) = F(U)+ [(Wi,(6) - Ui,
% (2.1.7)
F-(U,U,) = F(U)— [ (W, (§) - Ude,

eliminating the dependency on At and Ax.

2.1.2 Conservative Godunov-type schemes

In order to guarantee weak solutions satisfying Rankine-Hugoniot relations at discontinu-
ities, it is important that the Godunov-type scheme be conservative. Let us consider the
numerical scheme characterized by the piecewise constant approximation U} satisfying
(2.1.6). This numerical scheme is globally conservative if for all sequences (U}); there

holds
> Ut = > U
Substituting (2.1.6) in the left-hand side of the foregoing equation leads to

Since, this must hold true for all sequences (U?');, the sufficient condition amounts to

write F;rl — F; ; = 0 for all 7. Finally, we claim that the scheme is locally conservative
2 2

if for all left and right states, U; and U,., we have F*(U;, U,) = F~(U;, U,)). The scheme

is conservative if the left-sided and right-sided interface numerical fluxes coincide, refer

to Godlewski & Raviart (1996). Computing the difference between the right-sided and

left-sided fluxes leads to

00 0
FY(ULU,) = F (U, U,) = Pt [ (Wi, (§) = Undg = Fi+ [ (Wi, (€) = Unde,
0 —0o0
gathering the integral terms yields

F"(U,U,) -F (U,U,)=F, - F, + / (Wi, (&) — Uo(§))de. (2.1.8)

12
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This allows to recall the well-known results from Harten et al. (1983) regarding the
consistency of the approximate Riemann solver with the integral form of the system of
conservation laws.

Proposition 2.1.1 (Consistency with the integral form of the conservation laws). The
approximate Riemann solver W is consistent with the integral form of the conservation
law (2.1.1) if and only if

—+00

[ Wi (€) = Uo(€))de + F — Fy = 0. (2.1.9)

—0o0

In this case, the Finite Volume scheme (2.1.4) induced by the approximate Riemann
solver is conservative.

2.1.3 Entropic Godunov-type schemes

The entropy fluxes can be defined similarly to what has been done previously for the
left-sided and right-sided fluxes. We define the left-sided and right-sided entropy fluxes
as

Az
Ax 1 o
N B _ Ax = il
Q*(U,U,) = Q. 2At2T+AtO/E(WZ’T <At>)dm,

: o (2.1.10)
_ _ Arvg L =
Q (U, U,) = Qi+ QAtEl At / > <Wl’r (At)> 4,

Az

2
where Q, = Q(U,) and ¥, = X(U,) for s = [,r. Introducing QF , = Q* (U} ,,U}) and
2

Q1 = Q (U}, U},) and subtracting Q' . from Q;, 1, we arrive at

=

0

Az
Az 1 x 7 x
N Y / Wit (A dx+0 Wis(ae)) |

_ Az
2

where X7 = ¥(U?). By virtue of the entropy convexity and the use of Jensen (1906)’s
inequality, we arrive at

n 1 —
yrtl < 5(2;% - EH%)

Ax
=5 0
1 T x
< — 1 | — 1| —
= Az O/E(WZ_Z’ (At))dwr / E(Winy (At>) ’

13
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where ¥, = %(U/ ;) and ¥.1=2%(U_ ). Finally, the entropy inequality yields
2 2 2 2
At
ntl _yny TP _0OF )<

where the left-sided and right-sided entropy fluxes are respectively defined by (2.1.10).
This inequality is the counterpart of (2.1.4) for entropy.

Similarly to what has been done for the numerical fluxes, the left-sided and right-sided
entropy fluxes @~ and Q" can be re-written in the compact form

QT (ULU) = @+ [ (B(Wi,(§) ~ U,
0 (2.1.12)

Q (ULU) = Q= [ (S(Wi,(©) — Ve,

—0oQ
allowing to suppress the dependency of the entropy fluxes on At and dz.

At a discrete level, we aim at designing entropic numerical scheme characterized by
the piecewise constant approximation U that satisfies (2.1.4). This numerical scheme is
entropic if for all sequences (U?);, the total entropy decreases with respect to time

douprt <y wy,

)

where Y7 = X(U?) and ¥ = (UM, By virtue of (2.1.11), the total entropy is
decreasing for all At and (U});, provided that

>(QLy - Q) =0

. 2
7

Following Harten et al. (1983) once again, we introduce the consistency of the approximate
Riemann solver with the integral form of the entropy inequality.

Definition 2.1.2 (Consistency with the integral form of the entropy inequality). The
approximate Riemann solver W is consistent with the integral form of the entropy in-
equality (2.1.2) if and only if

“+oo

[ (W) = So(€)]dé + Q- Qi < 0. (2.113)

—00

In this case, the numerical scheme (2.1.4) is entropic.

14
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2.1.4 Simple Riemann solvers

Now that we have introduced the notion of conservative and entropic Godunov-type nu-
merical schemes, we recall the definition of simple approximate Riemann solvers following
the pioneering works of Gallice (2003, 2000) and Bouchut (2004).

Definition 2.1.3 (Simple Riemann solver). A Riemann solver W is simple if and only
if it consists of (m + 1) constant states (Uy){""', separated by discontinuities of slopes
(Ag)i-; in the (z,t) plane. More precisely,

U, =U, if % < A,
W, (f) _ U, i A< % <An, k=2,....m, (2.1.14)
Um+1 =U, if Am < %

The simple approximate Riemann solver is denoted ((Uy)g, (Ag)k)-

As suggested by its name, the simple solvers represent the simplest form of approx-
imate solvers. Among others, Roe (1981) solver, HLL solver by Harten et al. (1983)
and HLLC solver from Toro (1999) are famous examples of simple approximate Riemann
solvers. Before wrapping up this section, we recall some useful results that enable their
characterization.

Proposition 2.1.2 (Characterization of conservative and entropic simple Riemann
solver). A simple Riemann solver induces a conservative Godunov-type scheme if and
only if

=Y A(Upys —Up) +F, —F, =0. (2.1.15)

k=1

In this case, the numerical flux writes

1 m

k=1
In addition, the simple Riemann solver induces an entropic Godunov-type scheme if and
only if

=Y A(Sh — SR+ Qr — Q< 0. (2.1.17)

k=1

The expression of the numerical flux (2.1.16) results from the computation of the
left-sided flux F~ and the right-sided flux FT at the interface x = 0. Substituting the
simple approximate Riemann solver into (2.1.7) respectively, we arrive at

F- = F, - k; Ay (Upqr — Uy),
Ff' = F,- % Af (Uggr — Uy),

k=1

15
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1
where for any real z, 27 = —(|z|+2) and 2~ = = (|| —z) denote respectively the positive

and the negative parts of . The numerical scheme is conservative when the left-sided and
right-sided fluxes coincide, namely F* —F~ = 0, hence the equation (2.1.15). In this case,

1
the numerical flux at the interface is readily obtained as H(U;, U,) = §(FJr +F7). We

proceed similarly with the entropy inequality computing the left sided )~ and right-sided
Q7 entropy fluxes thanks to (2.1.10) respectively.

The following section introduces the conservative laws of gas dynamics in the Eulerian
framework, followed by the fundamental relation between the Eulerian and Lagrangian
form by recalling the Euler-Lagrangian mapping which allows to develop the gas dynamics
system in the Lagrangian framework.

2.2 Positivity-preserving and entropy consistent ap-

proximate Riemann solver

To illustrate the theoretical notions previously introduced, we aim at recalling the con-
struction of a simple approximate Riemann solver dedicated to the numerical simulation
of one-dimensional gas dynamics. We start by recalling formally the links between the
smooth and discontinuous solutions of the Lagrangian and Eulerian representations of
one-dimensional gas dynamics equations. In the sequel, these notions shall be useful
to derive approximate Riemann solvers in both representations. We also quote Gallice
(1997) wherein a general framework relating Eulerian and Lagrangian representations of
general systems of one-dimensional conservation laws is introduced.

2.2.1 Omne-dimensional gas dynamics under Eulerian form

The compressible Euler equations are dedicated to the modeling of inviscid non heat con-
ducting fluids. The one-dimensional conservation laws of gas dynamics equation written
under Eulerian representation consist of a set of partial differential equations (PDEs)
that describes respectively the conservation of mass, momentum and total energy of a
fluid particle at the current spatial position, x. Note that x is referred to as the Eule-
rian coordinate. Denoting the time, ¢ > 0, the gas dynamics equations in the FEulerian
framework written under the form of the system of conservation laws yield

ou 9
- 5. FU) =0 (2.2.1)

Here, U = U(z,t) and F(U) = F(U(x,t)) are respectively the vector of conservative
variables and the flux vector. More precisely

U = (p, pu, pe)',  F = (pu, pu® + p, pue + pu)’,

16
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where p denotes the mass density, u is the velocity, e is the specific total energy and p
the pressure. The specific total energy is the sum of the specific internal energy e, and

the specific kinetic energy, iuz, that is e = ¢ + §u2.
The thermodynamic closure of this system is obtained through the use of an equation

of state (EOS) that writes p = p(p,e). For numerical applications, we use the gamma
gas law i.e., p = p(y — 1)e with 7 the polytropic index of the gas.

2.2.2 Lagrange-Euler transformation

Let X denote the initial position of the material particle located at x at time ¢ > 0.
We represent the motion of this material particle with respect to time introducing the
Lagrange-Euler mapping (LEM)

O X —ax=0(X,t). (2.2.2)
By definition, this mapping satisfies ®(X,0) = X and its Jacobian, J, reads

0P
J(X,t) = —. 2.2.3
(X0 =50 (223)
Noticing that J(X,0) = 1, a continuity argument leads us to assume that J(X,t) > 0 for
t > 0. This ensures that the LEM is a one-to-one mapping. The partial derivative of ¢
with respect to t holding X fixed is nothing but the kinematic velocity

0P
X, t) = —|x.
Time differentiating the Jacobian of the LEM and utilizing the definition of the kinematic
velocity yields the Geometric Conservation Law (GCL)

aJ  Ou

% axX 0. (2.2.4)
Let us point out that the kinematic velocity and the GCL have been derived by means
of the LEM and independently of the system of conservation laws (2.2.1). Obviously, the
kinematic velocity coincides with the fluid velocity initially introduced in (2.2.1). Physical
variables can be represented regardless in the Lagrangian form or in the Eulerian one.
By an abuse of notation, we shall set

U(X,t) = U(®(X,t),t) = U(z, 1), (2.2.5)

in the sequel of the paper, knowing that x = ®(X,¢). Time differentiating the foregoing
identity, holding X fixed, we arrive at

6U(X,t)| _8U(:v,t)| LU
ot X T T T

(2.2.6)

17
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This equation expresses nothing but the fact that the Lagrangian time derivative (holding
X fixed) coincides with the so-called material derivative. Finally, combining identity
(2.2.6) and the GCL, we arrive at

a(JU)
ot

ou
‘X = 7’:{: +

J(uU)
Ot '

ox

J (2.2.7)
This last identity will be of great help to transform the Eulerian system of conservation
laws (2.2.1) into its Lagrangian counterpart.

Substituting identity (2.2.7) into (2.2.1) leads formally to

a%tU) i+ L FU) - uu) = 0. (2.2.8)

Jfl
ox

Recalling that JdX = dx, the above equation turns into

oY) L 0
ot X ox

F(U) — «U) = 0. (2.2.9)

From now on, we omit to specify that the time derivative is taken holding X fixed. Let
us point out that the first component of this system, i.e., the mass conservation equation,

d(pJ
boils down to the trivial equation (8pt ) = 0, which after time integration yields
(p)(X,t) = (X)), (2:2.10)

where p°(X) > 0 denotes the initial mass density distribution. Thanks to mass conser-
1
vation, the Jacobian rewrites J = p7, where 7 = ~ is the specific volume assuming that

p
p > 0. Substituting this expression of the Jacobian into the GCL leads to

or  Ou
0
— — —=0. 2.2.11
Por ~ ox (2.2.11)
Finally, gathering the foregoing results we are now in position to write the Lagrangian
form of the one-dimensional gas dynamics

OV G

P E + aiX = 0, (2.2.12)

where V. = (1,u,e)’ and G = (—u,p,pu)’ are respectively the vector of conservative
variables and the flux vector in the Lagrangian frame. We observe that the second and
third components of the flux and the conservative variables written in Lagrangian and
Eulerian forms are related by

V=rU G=F—uU. (2.2.13)

18
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Assuming that the specific internal energy is a strictly convex function with respect to
the specific volume, 7, and to the specific entropy, n, the Hessian of (7,7n) is positive

definite, giving
9%e 0%c 0%\ (0% 9% \?
— — — — | = 2.2.14
or? >0, on? >0, (87'2> <8n2> ((97'(977) >0 ( )

This amounts to say that (7,¢) — (7, ¢) is strictly concave. The thermodynamic closure
of this system is completed by expressing the pressure, p, and the temperature, 6, in
terms of the partial derivatives of the specific internal energy

Oe Oe
M) = —7o o(r,n) = . 2.2.15
prm=-5-.  orm=5 (2215
This corresponds to the complete equation of state. We also assume that the temperature
is strictly positive, i.e., @ > 0. The convexity assumption allows us to define the isentropic

sound speed
a op\? 0%\ 2

With this thermodynamic closure, one can easily demonstrate that the one-dimensional
Eulerian gas dynamics equations consist of an hyperbolic system characterized by the
—=0, % . The interesting reader might find the detailed demon-
PO pOr

stration, for instance, in Godlewski & Raviart (1996). Moreover, the complete equation
of state implies the fundamental Gibbs relation

real eigenvalues | —

0dn = pdr + de. (2.2.17)

Observing that de = de—w du, the substitution of the Lagrangian gas dynamics equations
into the Gibbs relation leads to the supplementary conservation law

on

0

“—1 0. 2.2.18
P 5 ( )
This latter demonstrates that the entropy is conserved for smooth flows. More precisely,
time integrating the above equation yields n(X,t) = n(X,0). Namely, the entropy of a
material particle at time ¢ > 0 is equal to its initial value. On the other hand, for non
smooth flows, the physically admissible piecewise continuous solutions have to satisfy the

entropy inequality

po?z > 0. (2.2.19)

The Eulerian counterpart of the Lagrangian entropy conservation equation (2.2.18) is

19
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readily obtained recalling that pJ = p° and thanks to identity (2.2.7)

Apn), , O(pnu)

o =t~y

=0. (2.2.20)

This equation expresses the conservation of entropy for smooth flows in the Eulerian
frame, or equivalently, that the entropy is conserved along the trajectory of material
particles. For non smooth flows, the Eulerian counterpart of the Lagrangian entropy
inequality (2.2.19) reads

9(pn)

ot

Apmu) o . (2.2.21)

|- + or —

2.2.3 Simple approximate Riemann solver for Lagrangian gas
dynamics

Here, inspired by the seminal works of Gallice (2003), we start by designing a family of
approximate Riemann solvers for gas dynamics equations written under Lagrangian rep-
resentation, which depends on two parameters. Then, we describe how to monitor these
parameters to ensure good theoretical properties such as positivity of specific volume and
internal energy and also an entropy inequality. Finally, we arrive at the description of a
family of Fulerian approximate Riemann solvers simply deduced from their Lagrangian
counterparts by mimicking the Lagrange Euler mapping at the discrete level. In this
framework, the good properties of the Lagrangian approximate Riemann solver are di-
rectly transferred to the Eulerian one. The Riemann problem related to Lagrangian gas
dynamics reads

OV 9G(V) v, ifm <o,
o am % V(m’o)_{vr if m > 0.

(2.2.22)

Let Whagr (VZ,VT, T) be an approximate solution to the Riemann problem (3.3.5)
defined by

Vv, if ? <\
- Vit N < 2 <o,
W Lagr (VZ,VT, ) = . nl (2.2.23)
t Vi oif 0< 7 < Ar,
V, if A < %

Following Gallice (2003), W£" is named simple Riemann solver since it consists of four
constant states (V;, Vi, VX V,) separated by the three discontinuities characterized by
the speeds (\;,0, \,). Here, \; and A, are given strictly positive parameters. It is worth
noticing that the three discontinuity speeds of WX%" are prescribed to mimic the three
eigenvalues of the continuous problem (2.2.12). The structure of the simple Riemann
solver for Lagrangian gas dynamics is displayed in figure 2.1. The intermediate states
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t A
dm

dt

*****************************************

\'Z Vi

-
L

—Amy 0 Am, m

Figure 2.1: Simple Riemann solver for Lagrangian gas dynamics.

1
: * __ * ok ox\t * ok *)2 _ 3
write VI = (77, uf, ef)" and e} = ef + —(u})® for s = [,r. For now on, for any variable or

equation with subscript s we assume that it holds for s = [, r.

Characterization of the simple approximate Riemann solver. To characterize
the approximate Riemann solver, it is useful to introduce the intermediate fluxes G; and
G, defined by the jump relations across the left-sided and the right-sided waves

)\Z(V? — Vl) + él — Gl = 0, (2224&)
AV, = V) +G, -G, =0. (2.2.24b)

By virtue of (2.1.15) the simple Riemann solver is conservative if and only if
MV =V) = X(V, = V) +G, -G, =0. (2.2.25)

Summing (2.2.24a) and (2.2.24b), we readily obtain that the Lagrangian simple approxi-
mate Riemann is conservative if and only if G; = G, = G where G denotes the common
value of the intermediate flux

C - (_ﬂ7ﬁ7 m)t

With this notation, the jump relations (2.2.24a) and (2.2.24b) expand into

(T =) — (@ —w) =0, (2.2.26a)
A(uj —w) +p—p =0, (2.2.26D)
MNi(ef —e) +pu —pup =0, (2.2.26¢)
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22 Chapter 2 : One-dimensional Godunov-type Finite Volume scheme

and the right ones

M(TF — 7))+ T —u, =0, (2.2.27a)
Ar(uy —u) = (p—pr) =0, (2.2.27D)
(e —e.) — (pu — pyu,) = 0. (2.2.27c¢)

Assuming that the wave speeds A; and A, are known parameters, this results in a system of

*

6 scalar equations for 9 scalar unknowns 77, u, e, @, p and pu. Following Gallice (2002a,

2003), the closure of the foregoing systems shall rely on the natural assumptions:
o The numerical energy flux writes pu = p ;

« Hypothesis (H,) is fulfilled where

(T =m) = (uf —w) = 0,
(Hy): O(rf—1)— (ufp —uyp) = 0, (2.2.28)

—Ao(7 —77) — (up —u}) = 0.

Now, combining (2.2.28) with the first equations of (2.2.26) and (2.2.27), we arrive
at uj = u} = u*, where u* denotes the common value of the intermediate velocity and
u* = w, allowing to turn the system into a set of 6 scalar equations for 5 unknowns.
Next, let us derive expressions of these unknowns in terms of the parameters A; and A,.
These explicit expressions shall be useful to exhibit explicit conditions on the parameters
to enforce positivity of specific volumes, specific internal energies and entropy control
on the intermediate states of our approximate Riemann solver. We start by summing
(2.2.26b) and (2.2.27b) and we readily get the explicit expression of u* in terms of the

parameters \; and A,

g+ Ay pr—
* = — ) 2.2.29
“ A+ Ay AN+ A ( )
Then, substituting this expression into (2.2.26a) and (2.2.27a) yields the explicit expres-

sion of 77 and 7* in terms of parameters A\; and A, as

. A [r] Ar [u]
_ _Ix fuj 2.2,
AWy (T el A (v (2:2.302)
)\l [[u]] )\r [[p]]
— _— 2.2.30b
i /\Z+AT<TT+>\T>+)\Z+>\T<T’"+AZ : (2.2.30b)

where the bracket terms are the jump of the variables [p] = p, —p; and [u] = u, —u; . It is
also interesting to derive the balance of internal energy for the left and right intermediate
states. To this end, we compute the balance of kinetic energy dot-multiplying the balance

1
of momentum (2.2.26b) (resp. (2.2.27b)) by the centered velocity i(u*—i-ul) (resp. i(u*—l—
u,)). Then, subtracting the kinetic energy balance on the left (resp. right) side to the
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2.2 Positivity-preserving and entropy consistent approximate Riemann solver 23

total energy balance (2.2.26¢) (resp. (2.2.27c)) we arrive at

Q—€y+p;mﬁf—%)20 (2.2.31)

Here, we have used the fact that A\; and A, are strictly positive parameters and e} =

er+ 1u*.This equation is similar to the well known Hugoniot equation that characterizes
the locus of the states resulting from a shock wave. However, this is not exactly the
Hugoniot equation since p does not correspond to a thermodynamic pressure, i.e., o #
p(tr,mr). In fact, pis directly expressed by solving the foregoing systems of equation. For
instance, substituting (2.2.26a) (resp. (2.2.27a)) into (2.2.26b) (resp. (2.2.27b)) leads to
the expression of p — p, in terms of 77 — 7, and A

P—ps=—A(17 — 7). (2.2.32)

This equation shows that p is a decreasing function with respect to 7,which is a phys-
ical admissible behavior. We are now in position to derive explicit conditions on the
parameters \; and A, to enforce positivity properties.

2.2.4 Positivity properties and inequality entropy of the La-
grangian simple Riemann solver

2.2.4.a Positivity of the specific internal energy

Let us derive an explicit condition on s to ensure the positivity of €5. We express €% in
terms of €5 and 77 — 7, substituting p* expression (2.2.32) into the energy balance (2.2.31)

A
er=c, —ps(T) — ) + ES(T: —75)% (2.2.33)
Hence, the specific internal energy is a quadratic convex function with respect to the
specific volume jump. It is thus always greater than or equal to its minimum value
p;
2X2°

5*253_

s

Therefore, the positivity of specific internal energy ¥ is ensured provided that parameter

A, satisfies the condition
Ds

2,
This condition is not overly restrictive. Indeed, for a perfect gas equation of state,
p = (v — 1)pe, where v > 1 is the polytropic index, the foregoing condition boils down

i psas. This shows that the parameter A; only needs to be greater than or

As >

(2.2.34)

to Ag >

equal to a fraction of the acoustic impedance to ensure the positivity of specific internal

23



24 Chapter 2 : One-dimensional Godunov-type Finite Volume scheme

energy. Condition (2.2.34) is relatively well known and has already been given in Vilar
et al. (2016). Moreover, if the equation of state is such that the isentrope curves are
convex, i.e., the function 7 — p(7,n) is strictly convex with respect to 7, then the
following inequality holds true Menikoff & B.J.Plohr (1989)

a® _ p?
25

9
Q)

Combining this result with condition (2.2.34) leads to claim that for a convex equation of
state, the approximate Riemann solver preserves the positivity of internal energy provided
parameter A, fulfills

As > Py, (2.2.35)

This last condition simply expresses that the parameters should be greater than or equal
to the acoustic impedance. We note in passing that the classical Godunov acoustic solver
relying on the particular choice A\; = psas should preserve the positivity of the specific
internal energy for any convex equation of state.

2.2.4.b Positivity of the specific volume

In this paragraph, we derive explicit conditions on \;, A, to ensure the strict positivity of
77 and 7*. First, by virtue of (2.2.30a) and (2.2.30b), it is obvious that 77" and 7,* result
in a convex combination of the terms between parentheses. Thus, the positivity of the
specific volume holds true provided that these terms between parentheses are positive.
This leads us to claim that the positivity of 77" and 7° is taken for granted if \; and A,
are defined by

A; = max (plal, \/@, —M> , and A, = max (prar, [[_p]]+, —M) . (2.2.36)
Tl T Tr Tr

1
where for x € R, (x); denotes the positive part of x, i.e., (z); = §(x+ |z]). Let us point

out that the above condition provides us an explicit definition of the parameters \; and
A, in terms of the initial left and right states. In addition, these parameters are always
greater than or equal to the left and right acoustic impedances. We observe that this
condition has been already proposed in Bouchut & de Luna (2009) where approximate
Riemann solvers are constructed by means of relaxation schemes. In the sequel of the
paper, this approach to monitor the parameters (A;, A,) will be referred to as method 1.

An alternative approach to enforce the positivity of the specific volumes, (777, ), has
been proposed in Gallice (2002a). It consists in assuming that the parameters, (\;, \,),
are linked by the ratio r = i\\r Substituting A, = rX\; (resp. A, = 71“)\T) into (2.2.30a)
(resp. (2.2.30b)) leads to the flollowing expressions for 7} (resp. 1)

o QN rfdh =[] () TA A+ [uA + ]
' (1+7)A2 T (1 +r)A2
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2.2 Positivity-preserving and entropy consistent approximate Riemann solver 25

We observe that the positivity of 77 (resp. 7%) is strictly equivalent to the positivity of
the quadratic function with respect to A; (resp. A,.) present at the numerator of the above
rational expressions. Introducing the discriminants

Ay =r[u]* +40 +r)nlpl, A= [u]? —4r(1+ )7 [p],

we arrive at the following conditions to ensure the positivity of the specific volumes.

o The positivity of 7" holds true if

1
A<0 orif A;>0 and N>\ = T T)Tl(—r[[u]] +/A), A>T
(2.2.37)
o The positivity of 7+ holds true if
. 1 1
A, <0 orif A, >0 and A\ >\ = 2 +T)Tr(—[[u]] +1/A), N> ;)\j

(2.2.38)

For practical applications, the parameter r is defined as the ratio of the acoustic
Ta’l'

impedances, that is, r = This method of monitoring the parameters (A, A.) to

a
enforce the positivity of tlrﬁé épeciﬁc volumes will be referred to as method 2 in the
sequel of the text. Let us note that this approach might be also employed to enforce the
positivity of the specific energies € and €, the interested reader should refer to Gallice
(2003) for more details.

The last approach to enforce the positivity of the specific volumes, (77", 7*), method
3, consists in analyzing the signs of the right-hand side of (2.2.30a) and (2.2.30b) as
functions of unknowns A\; and A, with parameters [u], [p], 7 and 7,.. The specific volumes

77 and 7 remain positive assuming that 7; and 7, are strictly positive, recalling that

1 ¥ = 1
W(AT[[u]]—[[pﬂ)a Tr _TTJFm

=7+ (Mfu] = [p]) - (2:2.39)
These explicit expressions of the specific volumes 7 and 7* have been obtained substi-
tuting the expression of u* (2.2.29) into the left and right jump relations, respectively
(2.2.26a) and (2.2.27a). To ease the study let us rename the unknowns as z = \; > 0,
y = A > 0 and the parameters are for s = [, r

[ , _ Dl

Ts Ts

S

— sgn(a;) = sgn(a,) and sgn(b) = sgn(b,). (2.2.40)

Notice that the signs of a and b are a priori unspecified but , > 0 and 7. > 0, and,
a; = a,, by = b, if and only if 7, = 7. Then (2.2.39) recasts into

L(z,y) = x(x +y) +ary — b,

Riz.y) = y(z + ) + ary + by, (2.2.41)

(z,y) e RT x RT +— {
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26 Chapter 2 : One-dimensional Godunov-type Finite Volume scheme

Hence, depending on the signs of a and b we may have different situations to consider,
each L and R functions having different positive regions. Because L and R must be
positive simultaneously, the intersection of these regions will be carried on as a last step.
Notice that the terms x(z +y) > 0 and y(xz +y) > 0 because (z,y) € RT x R*, therefore
the negative parts of L(x,y) and R(x,y) are necessarily resulting from the terms a;y — bs.
Let us first study L(z,y) as a function of the sign of a; and .

Case ++4+: a; > 0, by > 0 In this case we have only b, which contributes for the
negativity:

L(x,y) =x(x +vy) + vy, :El/’ (2.2.42)
>0 <0
The hyperbole L intersects the z-axis at = v/b; and the y-axis at y = %7 and to ensure
the positivity it is sufficient that (z,y) belongs to the following positivity region
++ by
C/m=<{M=(z,y), st. z>/bandy>—}. (2.2.43)
ay

Case +-: a; >0, by <0 L is always positive in this case, hence C; =~ = (R?)".

Case -+: a; < 0, by > 0 In this case L presents a vertical asymptote at location
7 € [y, 3] with o = min(v/b;, —a;) and ; = max(v/b;, —a;). The positivity region is
then

C;t={M = (z,y), st. x>p3}. (2.2.44)
Case - -: q; <0, b <0 This last case corresponds to a branch of hyperbole intersecting
the y-axis and with a vertical asymptote at © = —a;. Hence
__ by
C,” =M= (z,y), st y< orT>—a. (2.2.45)
!

The same study can be made for function R, the situation being equivalent inverting
the role of x for y, and, b for —b,, therefore the set C;*, Cx~, Cx and Cxp~ can be
derived accordingly. Moreover, the constraints on the acoustic impedances state that
x > pa; and y > pra,.

At last gathering all constraints in the case of compression we can define the regions for
(x,y) = (A, \,) ensuring the positivity of the specific volumes

Ctt = {M=(\,\), s.t. A > max <\/b_l, plal> and )\, > max (%Wrar)} ,
Ct~ = {M=(\,\),s.t. A > max <\/—_br, prar) ;and; \; > max (—Z—ll, ,olal)} ,
Ct = {M=(\,\),s.t.\ >max (5, pa;) ; and; A, > max (—a,, pra,)},

C = {M = (N, \), s.t. A > max <\/E, pTaT) ;and; \; > max (—ay, plal)} ,

(2.2.46)
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2.2 Positivity-preserving and entropy consistent approximate Riemann solver 27

where ) = max(y/b;, —a;) and 3, = max(v/=b,, —a,). As final remarks, let us point that
these sufficient constrains could be more precisely derived but at expensive cost. More
importantly, recall that these constraints only apply in a compression situation.

2.2.4.c Entropy control

We aim at deriving a condition on Ay parameters to ensure the entropy inequality,
Ny > 1s, across the discontinuities of the approximate Riemann solver. First, to obtain
an expression of the entropy jump 7nf — 7, we decompose the thermodynamic process

(7s: 1) = (75, 77) into
o the isentropic process: (75,75) — (72,75), followed by
o the isochoric process: (77,7s) — (75, 1%).

By virtue of this decomposition, the specific internal energy jump writes

isochoric process isentropic process

5(7—:> 77:) - 5(7_8’ 775) - 6(7—:7 77;) - E(T:a 775) + 5(7_:7 773) - 8(7—87 775)

nde ™ Ot
=" g mdnt [ S,

* *
s

T

3 3
=/ 9(T§7n)dn—/ p(T,ns) dr.
MNs

Ts

The second line at the right-hand side of the above equation results from the definition
of the complete equation of state (4.1.2) recalling that the absolute temperature, 0, is
strictly positive. Substituting the expression of the internal energy jump (2.2.33) into
the foregoing equation yields

ny . 75 N As .
/ O(rr,n)dn = /T p(7T,ms) dT — ps(17 — 75) + E(TS — 75)2’

E]

which is rearranged into

*

Ns N T >\s )
/ 05, m) dn = /T (p(7,15) = P73, 15)) A7 + (77 = 72)". (2.2.47)

s

Knowing that 6 > 0, the entropy inequality, n¥ — ns > 0 holds true if and only if A,
satisfies the condition

2 T
Q/TS (p(1,ms) — p(7s,ms)) dr, for s=1r. (2.2.48)

N> =
CT (- T)

0
The right-hand side of the above inequality is always non-negative since op < 0 by virtue

-
of the convexity assumption made on the equation of state and thus the above condition is
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Figure 2.2: Plots of entropy production for a perfect gas equation of state (y = 5) for A\s = psas,
As = 2psas and Ay = 4pgas.

always well-defined. Thanks to the mean value theorem, it is also possible to reformulate
condition (2.2.48) into

a?(Ts, Ms)

2
Nz

,  where T, € (15,7)) for s=1r (2.2.49)

S

Although being simpler, the above condition is not very useful for practical application
since it remains implicit by construction. We acknowledge that a similar condition has
been derived in Chalons et al. (2013) in the framework of relaxation schemes. We conclude
this paragraph performing an asymptotic analysis of the entropy production (2.2.47) when
the specific volume jump is small, 7.e., 77 — 7, < 1. In this case, the Taylor expansion of
the right-hand side of (2.2.47) up to third-order leads to

ns 1 a’? 10%p
(5, n)dn == [ N2 — = | (75 —7)2 + === (Fo, 1) (75 — 75),  where 7, € (15, 72).
[Fozaan =5 (3= %) 6 - n 4 S G - (7.7
This asymptotic analysis shows that the acoustic Godunov solver characterized by \s =
aS . . . . .

— has an entropy production of third-order with respect to the specific volume jump.

-
In addition, for a convex equation of state, the second partial derivative of pressure
with respect to specific volume is strictly positive, and the entropy production term is
negative across compressive discontinuities which is not consistent with the second law
of thermodynamics. For a perfect gas equation of state characterized by the polytropic
index v, the isentrope curve writes p(72,ms) = ps (TT—S)7 for s = [,r. Substituting this
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2.2 Positivity-preserving and entropy consistent approximate Riemann solver 29

function into (2.2.47) yields the expression of the entropy production term

*

Ns * T;
/ 0(77,m)dn = aif () :
MNs T,

s

1
(v —1)

where f(z) = (1—x17)+’1y(1—x)+;< As ) (1—2)2

Psls

We have displayed in figure 2.2 the entropy production with respect to the ratio :—* for
the three following values of the parameter: A\, = psas, As = 2psas and Ay = 4psa;. It is
clear that the Godunov acoustic solver characterized by \; = psas exhibits a negative
entropy production in the compressive zone, i.e., for 77 < 75, whereas for A, sufficiently
greater than the acoustic impedance, psas, the entropy production remains positive
almost everywhere in the compressive zone.

This concludes the design of the Riemann solver in the Lagrangian framework. Next,
we present the Godunov-type scheme associated to the Lagrangian Riemann solver.

2.2.5 Godunov-type scheme for Lagrangian gas dynamics

The aim of this section is to provide a first-order space and time Finite Volume dis-
cretization of the one-dimensional gas dynamics equations written under Lagrangian for-
malism. The resulting numerical method is a Godunov-type scheme since the updated
cell-averaged value are computed by combining the cell-interface approximate Riemann
solvers that have been constructed in section 2.2.3.

2.2.5.a Governing equations and notation

The one-dimensional Lagrangian gas dynamics equations read

Oaiv 4 8£ =0
Por Tom
where V = (1, u,e)!, G(V) = (—u,p,pu)’, e = € + su? and p°(X) > 0 is the initial mass
density. The set of physically admissible states for this system of conservation laws writes

A={V=(rue), 7>0 >0} (2.2.50)

The computational domain ©Q = [Xpin, Xmax| is partitioned into N, non overlapping cells
(X il X; +%], where X, 1 denotes the position of a generic node. The cell mass is constant

X 1
and defined by m; = / 2 0(X)dX. At time ¢, we assume that the solution of the
X, 1

-3
foregoing system of conservation laws is piecewise constant over each cell and defined by
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Figure 2.3: Lagrangian approximate Riemann solvers at cell interfaces.

the mass-averaged value

- / V(X, ") dX. (2.2.51)

il
2

Let us compute the discrete solution of the system of conservation laws at time t"*! =
t" + At in terms of the piecewise solution at time t", where At > 0 denotes the time
step. This will be done in combining the approximate Riemann solvers located at X, _ 1

and X, 1, refer to figure 2.3.

The time step, At, has been chosen sufficiently small to ensure that the rightgoing
wave emanating from X, 1 does not interact with the leftgoing wave emanating from

Xiy1. The updated mass- averaged value writes

Xi X - X 1
miv?—H —_ / OwLagr ( ", Vn ) dx
X,

At

1

Yoy (2.2.52)
+ / OwLagr <Vn V::_l, At ’L+2> dX,

where W9 is the approximate Riemann solver defined by (2.2.23) and X; = (X,_ 1+

Xy 1 ). Performing the computation of the integrals, we arrive at the Godunov-type
Finite Volume scheme for Lagrangian gas dynamics

miV?H = )‘ri—lAtV:i—l + [mz — (/\7" 1_7 + /\l + )At]V” —f- )\l H_lAtV* (2253)
’ 2 ) 2

It is worth noting that from the above equation one can recover the classical Finite
Volume written in flux form. To this end, let us rearrange (2.2.53) as follows

m VI = m Vi = A A (VE = Vi )+ A A (V]

st l 1+

- V7). (2.2.54)
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2.2 Positivity-preserving and entropy consistent approximate Riemann solver 31

Now, applying the jump relations (2.2.24b) and (2.2.24a) respectively at X;_1and X;
leads to

At (VI= Vi, 1) =Gy =G Nt (Vi = Vi) = =Gl + G,
which allows us to introduce the numerical fluxes at cell interfaces G7_, and G7 ;. Finally

2
gathering the foregoing results we arrive at the flux form Finite Volume scheme

At
n+l __ n * o *
Vit =vi- (Grs—G1y). (2.2.55)
The cell interface flux is uniquely defined by
—u;%
= P |- (2.2.56)
Piy 1t 1

Here, u7, | and p}, , are obtained by solving (2.2.26) and (2.2.27) in terms of the param-
2 2

eters (A, A,) at XZ-+%.

2.2.5.b Time step monitoring

Dividing (2.2.53) by m; yields

A1+ A1) AL At AL
Oricy ¥ hss ) + v (2257)
m; m; 2

1
ri—%

t
Vit = Vi i+ |1—
’ 2

m;

It is clear that V' is a convex combination of (Ve 1, VI,V 1) provided that the
’ 2 ’ 2

coefficients of the combination are non-negative. This implies the following time step
monitoring to ensure the convex combination property
m;

At < ——— = At (2.2.58)
Aricl T Aig1 Z
In the case of the Godunov acoustic solver the parameters (A, A.) are equal to the cell
acoustic impedance, i.e., /\m'f% = A\ 11 = piag Using mass conservation the cell mass
writes m; = pj Az}, where Az} =z, — X', denotes the Eulerian cell width, and the
2 2

above time step condition boils down to the well known CFL-like condition

Az
At < 20 (2.2.59)

n
2a;

Here, the Lagrangian position of the cell interfaces are determined through the use of the

discrete trajectory equation, i.e., ™} = 2™ ; + Atu* ;.
i+3 +3 +3
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In practice we compute the time-step as the minimum over all cells of the values At;
supplemented with a security factor 0 < CFL < 1:

m.
At=CFLmin | ————|. 2.2.60
u (Am‘—; + Al,i+;> ( )

2.2.5.c Positivity of specific volume and internal energy

If the time step condition (2.2.58) is taken for granted then through the Finite Vol-

ume scheme (2.2.57) 7wt and €' are respectively convex combinations of
* *
(T’r,i— Tl ) lz-i— ) (ur,z U ul + ) and ( r,i 1’61’ l7,+2)

First, let us consider the case of the specific volume, assuming that 7;* > 0. This

means that the positivity of 77" holds true provided that 7. 1 > 0and Tl r1 > 0. These
) 2 2

latter conditions are satisfied when the parameters (\;, \,) are determined according to

the explicit formulas derived in section 2.2.4.b.

Now, let us investigate the positivity of &' = el — L(u*")2. Scheme (2.2.57)
provides

n+1l __ * o,y *
Ui =0 1l + ouy + 04 LU 1,
n+l __ * on *
G TOi-1Cp TNt Q1€
)\rz—lAt lz+§At .
where o, 1 = —2— a1 = — 22— and a; = 1 — (am;% + 0417”%). Convexity of

function  — 22 implies

< Sy 0+ 00+ By ()

This shows the loss of kinetic energy induced by the averaging process of the cell veloc-
ity. This is probably the main source of numerical dissipation inherent to the Godunov
scheme. Subtracting the kinetic energy to the total energy at time t"*! leads to the
updated internal energy which therefore satisfies

8?+1 2 ar zflgrz 1 + OéiE? + Oél,i+%€?,i+%'
This latter equation shows that the kinetic energy is converted into internal energy via
the averaging procedure of the Godunov scheme. Finally, if the time step condition

(2.2.58) holds true and if we assume that €7 > 0 then /™' > 0 provided that €i1>0
2

and gl i+l > 0. These latter conditions are satisfied when the parameters ()\l,)\r) are

determined according to the explicit formulas derived in section 2.2.4.a.
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2.2 Positivity-preserving and entropy consistent approximate Riemann solver 33

2.2.5.d Entropy inequality

The cell-averaged entropy over [XF%, X, +%] at time ¢ is given by

n;(t) = Wi /X X* PX(X)n (V(X, 1)) dX. (2.2.61)

Knowing that V(X t) is piecewise constant with respect to X, leads to write " = n(V?)
and ntt =1 (V?“), where VI is computed from the Godunov-type scheme (2.2.57).

7

Then, under the time step condition (2.2.58), the updated cell-averaged entropy satisfies

n+1 __ * \/n *
N =10 (ozm-_;Vm._% +a; Vi + O‘l,z‘+%vz,i+%) )

2

> 0 17] (V;F%) + i (Vi) +ag,1m (VI*H%) ; «— thanks to n concavity

*
Z ar,i— 1n

n *
Wit QT + 0 1741

Now, observing that a,.; 1oty =1 we arrive at the inequality

n = > e O =) g (0 — ). (2.2.62)

2 2

This shows that the cell entropy increase with respect to time is controlled by the entropy
increase across the right-sided and left-sided waves. Finally, the Godunov-type scheme
satisfies the entropy inequality
it =t >0, (2.2.63)
provided that the Riemann approximate solver is entropic, thatis 7, , > n;"and 7/, 1 >
) D)

n*. These latter conditions are taken for granted provided that the parameters (A, \;)
satisfy the constraint (2.2.49).

2.2.5.e Summary and algorithm

The algorithm starts from the data of V7' at initial time index n = 0 for all cells index ¢
and from the data for the boundary conditions. We then execute successively the steps
until the final time tgy, = t"*' is reached:

— In. Data V7 for all cells.
1. Riemann problem: Compute G* for any interface.

a. State evaluation. Evaluate left and right states V; and V., of each interface.

b. Evaluate \; and A.. using Method 1, Method 2 or Method 3 (refer to
section 2.2.4) to ensure positivity and stable entropy.

c. Bvaluate the intermediate wave speed u* with (2.2.29) and intermediate pres-
sure p with (2.2.32).
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34 Chapter 2 : One-dimensional Godunov-type Finite Volume scheme

2. Compute numerical fluxes G* with (2.2.56).
3. Evaluate At using (5.2.32).
4. Update V' using (2.2.55).

— Out. Data VIt for all cells.

2.2.6 One-dimensional Lagrangian numerical validation

Here, we present several classical test cases to assess the properties of the 1D Lagrangian
scheme based on the approximate Riemann solver developed in section 2.2.3. The main
purpose is to observe that the numerical method is stable and preserves the positivity of
the specific volume and energy. For all test cases, the CFL is set to 0.9 and v = 7/5, unless
otherwise noticed. We start by performing a comparison between the three available
methods for the determination of (A, A,) on the Sod shock tube test case with simple
waves and the Woodward-Collela blast wave test with interacting waves. After that,
we run the Leblanc shock tube test case to verify the robustness of the scheme and the
extreme double rarefaction test case to verify the positivity-preserving property of the
scheme.

Sod shock tube We run the planar Sod shock tube problem to assess the ability of
the methods to capture one-dimensional simple waves. The exact solution for this one-
dimensional Riemann problem can be derived using for instance Toro (1999). The domain
of the test case is 2 = [0, 1] with a discontinuity at xy = 0.5, and the initial condition of
the test case are :

(p7u7p)l = (1707 1) ) (pa u7p)r = (012570701) ) 2ffinal =0.2.

On the left of figure 2.4 we present the results for the density variable on a mesh refinement
situation (N = 100 to 400 cells) and on the right the comparison of numerical density with
different algorithms to determine the impedances are employed. The numerical solutions
are compared to the exact solution (black line). Extremely few differences are observed
for all three methods. This very same behavior is almost systematically observed for all
test cases.

Collela-Woodward blastwave The Woodward-Collela blastwave test Woodward &
Colella (1984) is a double shock tube case that simulates the interaction of simple waves.
Two shock waves and two contact discontinuities develop and propagate towards the wall
boundary conditions and reflect from them. These initial simple waves further interact
creating a more complex flow pattern. The reference solution is obtained by a Lagrangian
numerical scheme for 5000 cells (black line). The domain of the test case is = [0, 1]
with two discontinuities at xy = 0.1, and x; = 0.9 and the initial condition of the test
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1 —— Exact solution | —— Exact solution
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Figure 2.4: Sod shock tube problem — Numerical density of the 1st order Lagrangian scheme — Left
: Grid convergence from N = 100 to 400 cells of the density variable over the full domain — Right :
Comparison of different methods to determine the impedances Aj, A,: Method 1 (magenta diamond),
Method 2 (green square) and Method 3 (blue circle).

case are :

(pu,p)i = (1,0,1000) , (p,u,p)m = (1,0,0.01) , (p,u,p), = (1,0,100),

and tfinq = 0.038. In figure 2.5 we present the results for the density variable on a
mesh refinement situation (N = 100 to 400 cells) using the first method to compute ),
and A\.. We then present the comparison of the numerical density obtained by different
algorithms to determine the impedances in figure 2.6 on N = 200 cells. Figure 2.7 (a)
to (c) shows a grayscale map of the normalized right impedance \,/p,a, for method 1,
2 and 3 respectively, illustrating the evolution of the right impedance of each cell at
each time step. We observe that for all methods, the right impedance appears to match
the trajectory of the right moving shock and its subsequent interactions. Method 3 in
particular show more patterns and this is due to the construction of this method that is
more sensitive. Because the differences in the numerical solution remain small, we select
Method 1 for the rest of this work.

Le Blanc shock tube This test is an extreme version of a shock tube (density jump is
103, pressure jump is 109) generating violent waves, which, however are still simple waves
that can be exactly computed Toro (1999). The domain of the test case is 2 = [0, 9] with
a discontinuity at o = 3, and the initial condition of the test case are :

(pa U,p)l = (1707 2/3 X 10_1) ) <p7u7p)r = (10_370?2/3 X 10_10) ) zffinal = 607
and here v = 5/3. The left and middle images in figure 2.8 present the results for

the density and internal energy variables respectively, on a mesh refinement situation
(N =900 to 3600 cells) versus the exact solution (black line). The mesh refined solution

35



36 Chapter 2 : One-dimensional Godunov-type Finite Volume scheme
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Figure 2.5: Woodward-Collela blastwave problem — 1st order Lagrangian scheme using the first method
to determine the impedances — Left : Grid convergence from N = 100 to 400 cells of the numerical
density over the full domain — Right : zoom on the central area
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Figure 2.6: Woodward-Collela blastwave problem — 1st order Lagrangian scheme — Mesh N = 200
— Left : Comparison of different methods to determine the impedances A over the full domain such
as Method 1 represented in magenta diamond, Method 2 represented in green square and Method 3
represented in blue circle — Right : zoom on the central area.

seems to converge towards the exact solution with classical low convergence speed as
is expected for this several Riemann problem. On the right is a grayscale map of the
normalized right impedance \,./(p.a,), illustrating the evolution of the right impedance
for each cell at each time step. Once again we observe that the right impedance matches
the trajectory of the right moving shock as expected for this problem involving only
simple waves and only one shock wave.
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—— Reference solution

80 —=— Method 3

—e— Method 2

—+— Method 1

6.0

=
o
]

Density p

2.0

| A

A\ |
0 0.2 0.4 0.0 0.3 L
Position &

—— Reference solution
8.0k —=— Method 3
—e— Method 2
—— Method 1
6.0
QU
>
i)
g
o} L
£40
2.0
N
3\
05 0.6 0.7 0.3 0.9

Position =

Figure 2.7: Woodward-Collela blastwave problem — 1st order Lagrangian scheme — Evolution of the
normalized right impedance A, with each time step: (a) Method 1, (b) Method 2 and (c¢) Method 3.
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Figure 2.8: Le Blanc shock tube problem — 1st order Lagrangian numerical scheme with Method 1 (to
determine the impedance A) for N = 900, 1800 and 3600 cells — Left: Grid convergence of numerical
density — Middle: Grid convergence for the numerical specific internal energy — Right: Evolution of
the normalized right impedances A, for each time step.

Extreme double rarefaction This problem is inspired from the 123 problem from
Toro (1999)’s book. The latter is one of benchmark tests presenting near vacuum state
as it involves two rarefaction fans moving in opposite directions therefore emptying the
central zone where a trivial steady contact discontinuity remains. ©Q = [0,2] with a
discontinuity at xy = 3, and the initial condition of the test case are :

(p7u7p)l = (17 _35704) ) (pvu7p>7“ = (1)35704) ; tfinal = 0.15.
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38 Chapter 2 : One-dimensional Godunov-type Finite Volume scheme

Outflow boundary conditions are considered. In this extreme configuration with v = 7/5,
the resolution of the Riemann leads to values of density p* ~ 1.124 x 107% and pressure
p* ~1.875x107Y and e* ~ 1.192 x 1073, see figure 2.9 at final time. In figure 2.9 we plot
the results for successively refined grids. The numerical solutions are compared to the
exact solution (black line). The spurious peak in the internal energy profile is a classical
flaw of any numerical schemes due to entropy dissipation. Nevertheless we do not observe
any lack of positivity for the numerical scheme, although the smallest numerical densities
reach 8.65x 1073 for 800 cells. Moreover the numerical solution seems to converge towards
the exact one.

Exact solution
c
200 cells
—— 100 cells
0 .
2.(

/_ 5.0 ///’”E —

>

Density p
Velocity u

i
R
e

I Nt | LS =7

0.5 1.0 1.5 2 o 0.5 1.0 1.5 2 ( 0.5 1.0 1.5
Position = Position = Position z

Figure 2.9: Extreme double rarefaction problem — 1st order Lagrangian scheme — Density (left),
velocity (middle) and specific internal energy (right) — Grid convergence from N = 100 to 400 cells.

Now that the Lagrangian Godunov-type scheme is established and validated, in the
next section, we present its FEulerian counter-part by using the Lagrangian solver as a
building block. Before doing so, we recall the fundamental relation between the discon-
tinuity speeds in the Lagrangian and Eulerian frameworks.

2.2.7 Fundamental relation between Lagrangian and Eulerian
discontinuity speeds

The aim of this paragraph is to recall briefly the (RH) condition related to the system
of conservation laws under consideration for both Lagrangian and Eulerian representa-
tions. The RH condition expresses the admissibility of piecewise discontinuous solutions
with respect to the system of conservation laws written in weak (integral) form, refer for
instance to Godlewski & Raviart (1996). In addition, we are going to exhibit the rela-
tionship between the Lagrangian and the Eulerian discontinuity speeds. This relationship
will be of great interest, in what follows, for deriving the wave speeds of the Eulerian
approximate Riemann solver in terms of its Lagrangian counterpart.

Let us consider the discontinuity curve defined in the (m,t) plane by the equation

—_

m = Z(t) and the related piecewise discontinuous function

. V, it m< E(t)7
V(X,t) = { V. i s B, (2.2.64)
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2.2 Positivity-preserving and entropy consistent approximate Riemann solver 39

This is a weak solution of the Lagrangian system of conservation laws (2.2.12) if and only if

the Lagrangian RH condition holds true — [[,OOV]]—i-[[G]] = 0. Here, [V] = V,—V;is the

jump of V across the discontinuity. Thanks to (2.2.28), Lagrangian mass conservation RH

condition reads ——[[po]] = 0. Furthermore, recalling the identity [ab] = (a)[b] + (b)[a],

where (a) = =(a; + a,.), leads to rewrite the Lagrangian RH condition under the form
2

0 d=

—"—IV]+[G] =o. (2.2.65)

—_—

d=
Let A = pog be the mass flux swept by the Lagrangian discontinuity. For A = 0 it

is a contact discontinuity, whereas for A > 0 (resp. A < 0), it is a right-going (resp.
left-going) shock wave. With this notation, the Lagrangian RH condition reads

—A[V] + [G] = 0, where V = (1,u,¢e)" and G = (—u, p,pu)". (2.2.66)

It is well known that the weak solutions satisfying the RH condition are not unique. Nev-
ertheless the physically admissible solutions are selected supplementing the RH condition
(2.2.66) by the RH entropy inequality

—A[n] > 0. (2.2.67)

This RH entropy inequality simply expresses that the entropy of material particles is
increasing through the shock wave consistently with the second law of thermodynamics
since a shock wave is an irreversible thermodynamic process.

Now, we consider the Eulerian representation of the discontinuity curve defined in the
(x,t) plane by the equation z = £(t) and the piecewise discontinuous function

U(z,t) = { g’ g iiggg (2.2.68)

This piecewise discontinuous function is a weak solution of the Eulerian system of conser-

d
vation laws (2.2.1) if and only if the Eulerian RH condition holds true —di[[U]] +[F] =0.

d.
Let A = d§ denotes the Eulerian discontinuity speed, then the Eulerian RH condition

turns into
—A[U] + [F] = 0, where U = (p, pu, pe) and F = (pu, pu® + p, pue + pu)*.  (2.2.69)

The selection of the physically admissible weak solutions is enforced through the use of
the Eulerian RH entropy inequality

—Aflpn] + [pnu] = 0. (2.2.70)
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40 Chapter 2 : One-dimensional Godunov-type Finite Volume scheme

A weak solution of the gas dynamics equations is characterized by the RH condition,
which can be written under Lagrangian representation (2.2.66) as well as under Eulerian
representation (2.2.69). We relate the discontinuity speeds A and A by comparing the
first component of (2.2.66) and (2.2.69)

— 7] = [u] =0, (2.2.71a)
— Afp] + [pu] = 0. (2.2.71b)

Before proceeding any further, we introduce some useful notations. Let o and ¢ be real
numbers. We denote respectively (o, ¢;) and (a.., ¢,) the values taken by (a, ¢) on the
left and the right side of the discontinuity. Assuming that the a-weights sum to one, i.e.,
a; + o, = 1, the weighted averages of ¢ write

5 = CVl¢l + ar¢ra Q = ar¢l + al¢r~

This allows us to express the jump of a product thanks to the identity

[6v] = o[¥] + ¥[4]- (2.2.72)

Applying this identity to (7, p) and observing that 7p = 1 yields p[7] = —z[p]. Substi-
tuting this result into (2.2.71a) we get

plul = Az[pl. (2.2.73)

On the other hand, applying identity (2.2.72) to (2.2.71b) leads to

—Afp] + plu] + ulp] = 0.

Substituting the expression of the velocity jump (2.2.73) into the foregoing equation we
finally arrive at
(—A+u+1N)[p] = 0.

This equation holds true regardless the mass density jump. Therefore, the term between
parentheses must be equal to zero, which provides us the fundamental relation between
the Eulerian and Lagrangian discontinuity speeds

A=1)+u. (2.2.74)

Utilizing the definition of the underline average and thanks to (2.2.71a) one can easily
show that A satisfies also
A:Tl)\+ul :TT)\—FUT. (2275)

Multiplying respectively the first equality by p; and the second one by p, leads to express
the mass flux swept by the Lagrangian discontinuity, A, in terms of its Eulerian velocity

A= —pilu = A) = —p,(u, — A). (2.2.76)
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2.2 Positivity-preserving and entropy consistent approximate Riemann solver 41

Let us point out that the mass flux swept by the Lagrangian discontinuity has exactly
the opposite sign to the mass flux crossing the Eulerian discontinuity.

2.2.8 Simple approximate Riemann solver for Eulerian gas dy-
namics

The Riemann problem for gas dynamics written under Eulerian form reads

ou OF(U) U it 2 <0,
ot + or 0, U(=,0) = {UT if x>0. (2.2.17)

For the sake of completeness, let us recall that U = (p, pu, pe)* is the vector of con-
servative variables and F(U) = (pu, pu® + p, pue + pu)t is the flux vector. The aim of

this section is to derive a simple Riemann solver, UF% (Ul, U,, %), approximating the
solution of the Riemann problem (2.2.77). We acknowledge that there exists many ap-
proximate Riemann solvers for Eulerian gas dynamics, refer for instance to Toro (1999).
Here, we present an Eulerian approximate Riemann solver which is deduced from its La-
grangian counterpart, WX This Riemann solver is of HLLC-type and the difference
between the HLLC solver lies in the fact that the approximation of the Eulerian wave
speeds are determined intrinsically without having to resort to more or less complicated
approximations. This Eulerian approximate Riemann solver is constructed following the
general methodology introduced in Gallice (2002a, 2003), which allows not only to derive
Eulerian approximate Riemann solvers from their Lagrangian counterparts but also to
transfer the positivity and entropy stability properties. Therefore, the present Eulerian
approximate solver coincides with the one introduced in Gallice (2002a, 2003) in a more
general and theoretical framework. Let us point out that its has been derived employing
a different and more intuitive approach. This Eulerian simple solver, W%  consists of 4

constant states (U, Uy, U%, U,.) separated by the 3 discontinuities characterized by the
speeds (A, Ag, A)

xz

U, if " < Ay,
W (UZ,UT, ‘r) DA 7 <ho (2.2.78)
13 Ur if A<= <A,
U, if A< f

The structure of the simple Riemann solver, W% is displayed in figure 2.10. Our
starting point is the Lagrangian approximate Riemann solver, W%%" composed of the
four states (V;, Vi, Vi, V,), separated by the three discontinuities of speeds (—A;, 0, A;.).
Here, we assume that the parameters \;, A\, are such that the positivity of specific volumes,
internal energies and entropy inequalities are taken for granted.

The construction of W% is deduced directly from WZ¥%" We have seen in sec-
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LA

U, U,

Y

—Ax; 0 Axy

Figure 2.10: Simple Riemann solver for Eulerian gas dynamics.

tion 2.2.7 that the Lagrangian () and the Eulerian (A) speeds of an admissible discon-
tinuity are related by (2.2.28)

AN=1A+u =71)\+ u,,

where the superscripts [ and r refer to the left and right sides of the discontinuity un-
der consideration. Mimicking the foregoing formula, we shall express the speeds of the
Eulerian discontinuities, (A;, Ag, A,.), in terms of the speeds of the Lagrangian disconti-
nuities (—A;, 0, ;). Replacing the mass flux swept by the Lagrangian discontinuity, A,
respectively by —\;, 0 and A, we obtain the expression of the Eulerian speeds

Al = _>\l7—l + u; = —)\ZTZ* —+ u*, (2279&)
Ao = u*, (2.2.79Db)
A= N1+ ut = N7 + (2.2.79¢)

We observe that the wave speeds A;, Ay and A, are fully determined by means of the
knowledge of the intermediate states of the Lagrangian simple solver since by construction
(T —1) — (v — ) = 0and A\.(7F — 7)) + u* — u, = 0 holds true, refer to (2.2.26a)
and (2.2.27a). Finally, comparing (2.2.79¢), (2.2.79b) and (2.2.79¢), it is clear that the
the wave speeds ordering

A <Ay <A, (2.2.80)

holds true provided that the parameters \;, A, and the specific volumes 7/, 7 are strictly
positive. This is achieved when \; and A, are determined for instance by means of
condition (2.2.36). Assuming that this condition holds true, we define the intermediate
mass density pf = % Substituting it into (2.2.79a), (2.2.79b) and (2.2.79c) allows us

to express the Lagrangian mass fluxes (A}, 0, A,) in terms of the Eulerian wave speeds as
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2.2 Positivity-preserving and entropy consistent approximate Riemann solver 43

follows
)\l = ,0[<Ul — Al) = pf(u* — Al), (2281&)
0= pf(u* — Ao) = pr(u* — Ap), (2.2.81b)
A= —pr(u —A) = —pe(ur — A,). (2.2.81c)

We conclude that the mass flux swept by the Lagrangian discontinuities has exactly the
opposite sign to the mass flux crossing the Eulerian discontinuities. This result has been
already observed in section 2.2.7 wherein we have derived the Eulerian Rankine-Hugoniot
conditions from the Lagrangian ones, refer to (2.2.76).

We are now in position to derive the intermediate states and fluxes of the Eulerian
simple solver from the knowledge of the Lagrangian simple solver utilizing the expressions
of the Lagrangian mass fluxes in terms of the Eulerian wave speeds. First, let us recall
that the Lagrangian solver intermediate states and fluxes are determined by means of the
jump relations (2.2.24)

N(Vi=V)+Gf -G, =0,
0(V: = V) + G - Gf =0,
A (V, =V 4G, -G =0.

Here, V, = (75, use,)', Vi = (5u*ed), Gy = (—us ps,psus) and G =
(—u*, p*, p*u*)’. The star quantities are fully determined by the systems of equations
(2.2.26) and (2.2.27) once the parameters (A, A,) are prescribed. Now, substituting the
expressions of \;, 0 and A, given respectively by (2.2.81a), (2.2.81b) and (2.2.81¢) into

the foregoing equations leads to

—Al(p;V;( — prl) -+ pfu* ;( + G;( - (plulVl + Gl) = 0, (2282&)
—No(PrV7 = P Vi) + pruVi+ GL = (pjuVi + Gf) = 0, (2.2.82b)
N (pp Vo — V) + ppuy Ve + G — (pfu"Vi+G) =0 (2.2.82¢)

These vectorial equations might be interpreted as jump equations across the Eulerian
discontinuities of speeds (A;, Ag, A,.). However, one readily observes that the first compo-
nent of the 3 foregoing equations is trivial. Thus, this first component cannot contribute
to the definition of the intermediate states and fluxes of the approximate Riemann solver.
On the other hand, rearranging (2.2.81a), (2.2.81b) and (2.2.81c) we arrive at

— N(p] — p1) + pru” — prug = 0,
— No(p} = pi) + pru* — pju” =0,
= Ao(pr = pr) + prue — pru” = 0.

This is nothing but the jump relations across the discontinuities of speeds (A;, Ag, A,)
related to the Eulerian mass conservation equation. Finally, gathering the second and
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44 Chapter 2 : One-dimensional Godunov-type Finite Volume scheme

the third components of system (2.2.82) with the foregoing system yields

—A(Ur—U}) +F: —F; =0, (2.2.83b)
AU, —U?)+F, —F =0, (2.2.83¢)

where on the one hand

Us - (p57 PsUs, ps€s>t7 Fs - (psu57 psui + Psy PsUsEs + psus)ta

and on the other hand

U: = (05, psu*, piey)'s  Fy= (o5, pi(u*)’ +p, pjutes + prut)',  for s=1r.

(2.2.84)

The Eulerian intermediate states and fluxes are fully determined from the Lagrangian

Riemann solver. Moreover, the second and third components of the Eulerian intermediate

states and fluxes might be formally related to their Lagrangian counterparts by U} =

peVEand Ff = piu*Vi+Gr for s = [, r. Summing equations (2.2.83a), (2.2.83b) (2.2.83¢)
leads to

F, — Fi = (U - U) + Ag(Us = U;) + A,(U, - U2), (2:2.85)

which shows the consistency of the approximate Riemann solver W with the integral
form of the Riemann problem (2.2.77). Indeed, equation (2.2.85) is nothing but the
integration of (2.2.77) over the space-time interval [—Az;, Ax,] x [0, At]. The interface
flux, F*, at ¥ = 0 is expressed in terms of the wave speeds as follows

F, if 0<A1<A0<A7«,
F? if Al<O<A0<AT,
Fr if Aj<Ag<O0<A,,
F, if Aj<Ag<A,<DO.

F* = (2.2.86)

This expression can be rewritten under the compact form

| Ao |
2

| A |
2

(U7 -107) -

1 A
F* = (Fi+F,) - | 2l |(U; ~-U) - (U, =U7).  (2.287)

The numerical dissipation is governed by the wave velocities A;, Ag and A,.

Remark 2.2.1 (Similarity with HLLC approximate Riemann solver). The present Fu-
lerian approzimate Riemann solver is very similar to the famous HLLC approximate
Riemann solver introduced by Toro et al. (1994) and his co-authors in the seminal work
and also presented in details in Toro (1999)°s book. First, the structure of the approximate
Riemann solver composed of 4 states separated by 3 waves is exactly the same. Second,
the jump relations (2.2.83) satisfied by the intermediate states and fluzes across each wave
are also identical to those satisfied by the states and fluxes of the HLLC approzimate Rie-
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2.2 Positivity-preserving and entropy consistent approximate Riemann solver 45

mann solver. Therefore, the structure of the resulting interface flux (2.2.87) is the same
as the one of the HLLC solver. On the other hand, our Fulerian approrimate Riemann
solver has been entirely deduced from its Lagrangian counterpart utilizing the relationship
(2.2.79) between Lagrangian and Eulerian wave speeds. This approach provides us a self-
consistent computation of the Fulerian wave speeds, which are ordered by construction.
This also allows the transfer of the properties (positivity preserving and entropy stability)
of the Lagrangian approximate Riemann solver to its Eulerian counterpart. Let us point
out that the wave speeds estimate in the context of the HLLC approximate Riemann solver
has been and still remains an active topic of research, refer for instance to Batten et al.
(1997); Toro et al. (2020).

It remains to assess the consistency of the Eulerian approximate Riemann solver,
WEU with the integral form of the Eulerian entropy inequality

A(pn) | O(pnu)
> 0.
o "o =0

First, we assume that the Lagrangian approximate Riemann solver, WX%" is consistent
with the integral form of the Lagrangian entropy inequality. This might be obtained
prescribing parameters A;, A, to satisfy (2.2.49). Let us compute the entropy production
across each wave by transforming its Lagrangian expression into its Eulerian counterpart
simply by substituting the expressions of A; and A, in terms of A; and A, given by (2.2.81a)
and (2.2.81c). For the left-going wave we arrive at

(i —m) = pi (u* = Aoy — pi(w — Ny = —No(pim — pum) + pimf ™ — peu, (2-2.88)
whereas for the right-going wave we obtain
/\r(n:_nr> = —Pﬁ(U*—Ar)U:‘i“Pr(Ur—Ar)??r = —Ar(Pﬂ]r—P:U:)‘i‘Prﬁrur—P:??:U*- (2289)

Summing these two equations leads to

N (f=n)+ A (7 =ny) = =Ny —pem) = Mo (prny —ping ) = Av (o — P77+ pr 1t — pr,

(2.2.90)
since u* = A¢ thanks to (2.2.81b). Finally, we claim that the Eulerian approximate
Riemann solver is consistent with the integral form of the Eulerian entropy inequality if
and only if the Lagrangian approximate Riemann solver is consistent with the integral
form of the Lagrangian entropy inequality, and, there holds

=Ny — pm) — No(pyny — o) — Mo (pemy — pims) + pempetr — pemwg > 0. (2.2.91)

This concludes the design of a Riemann solver in Eulerian framework derived from its
Lagrangian counter-part. Let us now design their associated Godunov numerical schemes.
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46 Chapter 2 : One-dimensional Godunov-type Finite Volume scheme

2.2.9 Godunov-type scheme for Eulerian gas dynamics

The aim of this section is to provide a first-order space and time Finite Volume discretiza-
tion of the one-dimensional gas dynamics equations written under Eulerian formalism as a
derived version from the Lagrangian one. The resulting numerical method is a Godunov-
type scheme since the updated cell-averaged value are computed by combining the cell-
interface approximate Riemann solvers that have been constructed in section 2.2.8.

2.2.9.a Governing equation and notation

The one-dimensional Eulerian gas dynamics equations read

ou OF
4+ =0,
ot Ox

where U = (p, pu, pe)t, F(U) = (pu, pu?® + p, peu + pu)t, where e = ¢ + %U2. The set of
physically admissible states for this system of conservation laws writes

Ag = {U = (p, pu, pe)t, p >0, ¢ > O}. (2.2.92)

The computational domain w = [Tpin, Tmax] 1S partitioned into n. non overlapping cells
[wi%, X, %], where z; 11 denotes the fixed position of a generic node. The cell volume is
Ax; = Tipl — T 1. At time t", we assume that the solution of the foregoing system of
conservation laws is piecewise constant over each cell and defined by the cell-averaged
value

1 oy
U = sz-/z U, ) da. (2.2.93)

i—

Nl

2.2.9.b Godunov-type scheme

We define the discrete solution of the system of conservation laws at time t"*! = " + At
in terms of the piecewise solution at time ¢" combining the approximate Riemann solvers
located at z;_1 and z, 1, refer to figure 2.11. The time step, At, has been chosen
sufficiently small to ensure that the rightgoing wave emanating from z; 1 does not interact
with the leftgoing one emanating from z; 11 Then, the updated cell—avei“aged value writes

Az; U :/ WW< VI ) da [ 72 W (Uy, ;?H,At*?) da.
xi_% ZT;
(2.2.94)

The first term at the right-hand side corresponds to the integral of the approximate

i v i—1 OV P i — &1 itl) W
Riemann solver at x over |z T here z Lig +x hereas the second
2 2 2 2

term corresponds to the integral of the approximate Riemann solver at z; 41 over [z, x, %].

%
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Figure 2.11: FEulerian approximate Riemann solvers at cell interfaces.

After some algebra we arrive at the explicit expressions of these integrals

. =1 Sio T Ay o= Ayl i—1
i3

+ (Al — A D)ALU;,
’ 2 ) 2 ’ 2
+ <A;Lz'—l o A(J)ri—l)AtU:z’—l
b 2 9 9
+ (wi—x 1 — AL AHUR, (2.2.95)
+ (Al_,z'%_A(;H%)AtUZ*,H%
+ (A(;,H% - A;H%)At U:,i+%
+ AjHéAt U,

Here, A, +1) A% ! and A, 11 are the waves speeds of the Eulerian approximate Riemann
solver at z; +1- These Eulerian speeds are computed from the underlying Lagrangian
approximate Riemann solver according to respectively (2.2.79a), (2.2.79b) and (2.2.79c¢).
In addition, 2™ = (| @ | +x) denotes the positive part of the real z, whereas x~ =
(] | —x) denotes its negative one. These are non-negative functions of « respectively
increasing and decreasing. We observe that the positive part (resp. negative part) of
the waves emanating from z,_ 1 (resp. z,, %) contributes to update the solution at time
t"*1 Summing the foregoing results and collecting the terms in factor of the intermediate
states, we finally obtain

Ut =—Af U, (2.2.96)
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48 Chapter 2 : One-dimensional Godunov-type Finite Volume scheme

A *
A (Mg i AUy (2.2.97)
oL, - Agi1)U; (2.2.98)
Axl ri—3 —1) iy 2.
At . :

+1- H(Arlfé + Al,i+%) Uz
LA o
AZL‘ (Al,1+% - A07i+ )Ul l+2 (2299)
At R

g By ~ AUl (2.2.100)
At

+Ax¢ AT Z+1Uz+1

The underlying approximate Riemann solver, W% being consistent with the integral
form of the system of conservation laws, the foregoing numerical scheme is of Godunov-
type and can be equivalently written under the flux form

Az; (UM —UN) + At (F;,. —F; 1) =0, (2.2.101)
2 2

where 7}, is the numerical flux at interface x, 11 resulting from the Eulerian approximate
2

Riemann solver. According to (2.2.87) the expression of the interface flux, with an obvious
notation adaptation, reads

R [ A | .
FH_% - 2(F +Fz+1> T(U[ Z-‘r* Uz)
‘ Ao,z‘+l |
_ %(Urz—i—f U; i 1) (2.2.102)
| Ari-&—l |

- %(U?Jrl _U:H )

2.2.9.c Time step monitoring

We shall compute the time step, At, to ensure that the updated cell-averaged value,

U is a convex combination of U? |, Uy, Ur 0, U U, Uy and Uy
’ 2 ’ 2 ’ 2 e 2

This amounts to investigate the positivity of the coefficients of the linear comblnatlon
present at the right-hand side of (2.2.96). Firstly, the positive part and the negative
part of the wave speeds are non-negative. Secondly, the wave speeds of the approximate
Riemann solvers at T 1 and z, 41 are ordered according to A;; 11 < ey 21 < A, +1-
Bearing this in mind and recalling that x +— 2 (resp. = — x7) is an increasing (resp.
decreasing) function yields

+
A Ozil — Ar,ii%’

Litl = <Ay and Az i+l = AOzil = Ami%'
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2.2 Positivity-preserving and entropy consistent approximate Riemann solver 49

Finally, all the coefficients at the right-hand side of (2.2.96) are unconditionally positive
except the one in factor of U?. This latter coefficient is positive if the time step At
satisfies

Az,
At < — . (2.2.103)
Ame% + Al,i+%

Therefore, U™ is a convex combination of U? and the intermediate states of the ap-
proximate Riemann solvers located at z; i+l provided that At satisfies condition (2.2.103),
which can be viewed as a CFL-like condition. Developing the expression of the Eulerian

T'Z—l

wave speeds in terms of the underlying Lagrangian mass fluxes, 7.e., A, ; 1 = u]' + —=
b 2 p
K3
A
P n ’ 2
and Ay, 1 = uf — —=, we get
i
A1 A1 A1 N
_ li+s ri—% ri—s li+s
+ 1 n__ _ 2 2 n 2 ) )
A?"’L 1+Al7,+7 2<’ul n ‘—i_’ul—i_ n ‘—i_ + )

Pi Pi pi pi

Employing this bound leads to replace (2.2.103) by the more explicit condition for all i:

AIZ'
<
At < WD W (2.2.104)
g | RS
Therefore, the time-step is is practically computed as
Az;
At = CFL f S WITRE (2.2.105)
Pi

In the following we focus on the positivity and entropy issues.

2.2.9.d Positivity of mass density and specific internal energy

The Finite Volume scheme (2.2.101) for Eulerian gas dynamics has been constructed
through the use of the Eulerian approximate Riemann solver described in section 2.2.8,
which inherits all the properties from its Lagrangian counterpart. More precisely, pro-
vided that the parameters (A, A.) of the Lagrangian Riemann solver satisfies condition
(2.2.36) the positivity of specific volume and specific internal energy is ensured. There-
fore, the waves speeds of the Riemann solvers are ordered according to (2.2.80) and the
positivity of mass density and specific energy for the intermediate states is also ensured.
Under the time step condition (2.2.103), U’ is a convex combination of U? and the
intermediate states of the approximate Riemann solvers located at the cell interfaces,
refer to (2.2.96). Therefore, if p? > 0 and €7 > 0 then p/™ > 0 and &'*' > 0. This
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50 Chapter 2 : One-dimensional Godunov-type Finite Volume scheme

shows that Finite Volume scheme (2.2.101) preserves the positivity of mass density and
specific internal energy under the time step condition (2.2.103).

2.2.9.e Entropy inequality

In this paragraph, we aim at constructing the discrete entropy inequality satisfied by the
Godunov-type Finite Volume scheme (2.2.101) following Chalons (2010). We shall start
by recalling the expression of the updated cell-averaged value U7t

At At At
n+1 __ n * *
U =iy Ui+ g, Moy = A0 ) Uiy + 1 (g — R0 Pl
At
1= (A AL U
At - *,— * At *,— — * At _ n
+Axl- <Alvi+* A >Ul i+3 Al’i (Ai—&-% o Ar, )Ur it Aq;i Ar’i+%Ui+1-

Let us recall that under time step condition (2.2.103), U’*! is a convex combination of

ULy, U1, U, U, U, Uy and UYL The strict concavity of U — (pn)(U)
) 2 ’ 2 ) 2 ’ 2

with respect to U, refer to Godlewski & Raviart (1996), and Jensen’s inequality yield the

following inequality for the cell-averaged entropy time-increment

(pm) (U = (pn)(U}) = —AAt {85 [on iy - o]}
At (a5 [ (Usp) = (U] + A7 [ (U7) = (o) (U] |

A:B

1
2

2 L [onU) ~ miun)])

+ AA; {Am+ () (U7 113) = (o) (U )] + A [(em) (U ) — (pn)wmh)}},

It remains to exhibit a lower bound to the right-hand side of the foregoing inequality. This
is achieved invoking the consistency of the underlying Eulerian approximate Riemann
solver with the integral form of the Eulerian entropy inequality. Namely, (2.2.91) holds
true

—Al(Pz*Th* - plnl) - AO(P;U: - :0?771*) - Ar(ﬂrnr - P:U:) + Pr1yrUr — PITIU Z 0.

Substituting the foregoing inequality at the right-hand side of (2.2.106) for the terms
located at x,_ 1 (resp. ;. %) and developing the expressions of the negative and the
positive parts of the wave speeds, we finally obtain the cell entropy inequality

(U = () (UF) + 5 (o)t — (o)) > 0, (2.2.106)
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2.2 Positivity-preserving and entropy consistent approximate Riemann solver 51

where the entropy flux, pnu, at T writes

(pr1u);, s = % [(pnw) (U7) + (prpu)(UZ,)|
Apivs
_ 2' (0m)(U;,1) — (pn) (U2)
| Agigt | . «
- Ty (pm)( T,H%)—(PT})( l,i+%)
| Ar,iJr% |

- o) (U) — (), )]

This concludes the design of the Eulerian scheme. The next section focuses on its nu-
merical validation.

2.2.9.f Summary and algorithm

The algorithm starts from the data of U} at initial time index n = 0 for all cells index ¢
and from the data for the boundary conditions. We then execute successively the steps
until the final time tgy, = t"*' is reached:

— In. Data U} for all cells.
1. Riemann problem: Compute F* for any interface.

a. State evaluation. Evaluate left and right states U; and U, of each interface.

b. Evaluate N\;, \.. using Method 1, Method 2 or Method 3 (refer to sec-
tion 2.2.4) to ensure positivity and stable entropy.

c. Fvaluate the intermediate wave speed u* with (2.2.29) that gives the contact
discontinuity Ng.

c. Fvaluate the left and right wave speeds A; and A,.

d. Evaluate the intermediate states.
2. Compute numerical fluxes F* with (2.2.102).
3. Evaluate At using (2.2.105).
4. Update U using (2.2.101).

— Out. Data Ut for all cells.

2.2.10 One-dimensional Eulerian numerical validation

We first run the test suite from Toro (1999)’s book, In his book, Toro has gathered some
now-classical test cases. All tests are simulated on domain Q = [0,1] with v = 7/5, a
CFL set to 0.9 and the number of cells is 100. The initial configurations are recalled in
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52 Chapter 2 : One-dimensional Godunov-type Finite Volume scheme

table 2.1 where the discontinuity is located at xy and the final time is set to tg,.. We refer
the readers to Toro (1999) for the phenomenological description of the test cases. The
results are gathered in figure 2.12 for tests 2 to 5 for the current Eulerian scheme. We
present the density, velocity and internal energy variables against the exact solution. For
such first order results, the numerical scheme behaves as expected. For such first order
results, the numerical scheme behaves as expected. The obtained numerical results are
perfectly consistent with what can be obtained by a first-order accurate Eulerian Finite
Volume scheme. Next in figure 2.13 we present the numerical results obtained by the
current scheme and the classical HLL one on tests 6 and 7, which correspond respectively
to an isolated stationary contact wave and a moving contact wave. The current numerical
scheme is able to exactly resolve a stationary contact by construction (left panel), and can
capture the moving contact discontinuity but with some numerical dissipation. Notice
that the HLL scheme has no embedded mechanism to capture such stationary contact,
while the family of HLLC schemes has, likewise for our approach.  Recall that the

Label Left state Right state Discont. | Final time

(:07 U,p)l (P, U,p)r Zo Linal

2 (1,—2.0,0.4) (1,2,0.4) 0.5 0.15

3 (1,0, 1000) (1,0,0.01) 0.5 0.012

4 (5.99924,19.5975,460.894) | (5.99242, —6.19633, 46.0950) 0.4 0.035

5 (1,—19.59745,1000) (1,—-19.59745,0.01) 0.8 0.012

6 (1.4,0,1) (1,0,1) 0.5 2.0

7 (1.4,0.1,1) (1,0.1,1) 0.5 2.0

Table 2.1: Initial conditions for the 1D test cases from Toro (1999).

Lagrangian scheme naturally adapts its mesh to the flow: some smaller and compressed
cells are encountered after a shock wave and expanded ones after a rarefaction wave.
Moreover, moving contact discontinuities are exactly preserved. This however comes
with the drawback of entropy deposition even in rarefaction waves. On the contrary, an
Eulerian scheme considers a fixed mesh, hence ensuring a better accuracy in rarefaction
waves, but less accurate shocks and diffused moving contact discontinuities. However,
the extension to multi-dimensions and high-orders of accuracy is somewhat simpler with
Eulerian schemes since in this formalism the mesh is not moving. This set of test cases
have validated the first order Eulerian Finite Volume scheme and its theoretical behaviors
are numerically reproduced or observed.

We now test the first-order Finite Volume scheme for Eulerian gas dynamics on other
complex flows. We fix the CFL to 0.9 and -y = 7/5 unless otherwise noticed.

Modified Sod shock tube The modified Sod test simulates the impact of a dense
fluid onto a light one at rest. The simulation is ran on the interval of Q = [0, 1] with the
interface located at = 0.3. The initial set up reads

(p7u7p>l - (]-7 07 757 1) ) (p7u7p)7" - (01257 07 Ol) ) tfimzl =0.2.
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Figure 2.12: Test 2 to 5 of Toro (top to bottom) — Eulerian numerical scheme N = 100 cells,

Density p

CFL = 0.9 — Density, velocity, and specific internal energy (left to right) for the exact solution (black
line) vs the numerical results (symbols).
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Figure 2.13: Test 6 and 7 of Toro (left to right) — Eulerian numerical schemes N = 100 cells,
CFL = 0.9 —Density for the current scheme (red crosses) against the classical HLL scheme (blue
bullets) and the exact solution (black line).

A piston boundary condition is imposed on the left with v* = u; = 0.75, while u* = 0
is imposed on the right. This test case ensures that the sonic glitch in the rarefaction
wave is absent. The numerical results at final time tg,, = 0.2 with N = 100 to 400 cells
are presented in figure 2.14. The numerical solution seems to converge towards the exact
one. More importantly, we do not observe any sonic glitch in the rarefaction wave, as
illustrated in figure 2.15.
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Figure 2.14: Modified Sod problem — Eulerian numerical scheme —Density, velocity, and specific
internal energy for the exact solution (black line) vs the numerical results (symbols) with grid convergence
such as N = 100 cells (red cross), 200 (blue circle) and 400 (green square).

Collela-Woodward blastwave In figure 2.16, we present the numerical density ob-
tained for N = 800 to 6400 cells, with a zoom of the central area. The quality of the
solution improves with the mesh refinement. Then we present on the middle panel the
time-step evolution which clearly adapts to the numerical solution. On the right panel,
the plot of the normalized right impedance as a function of time allows us again to track
the main shock waves and their interactions.
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Figure 2.15: Modified Sod problem — Comparison of numerical scheme and Roe scheme with and
without entropy fix — Density and velocity for the Eulerian numerical solution (Chan et al. (2021) in
red cross) vs the numerical results of Roe without entropy fix (green squares) and Roe with entropy fix
(blue circle) on N =100 and CFL = 0.9.
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Figure 2.16: Woodward-Collela blastwave problem — Eulerian numerical scheme — Density for the
reference solution (black line) vs the numerical results — Left: Grid convergence of the density variable
on N = 800 cells (red cross), 1600 (blue circle), 3200 (green square) and N = 6400 cells (magenta
diamond) — Middle: Time step evolution — Right: Evolution of the normalized right impedance A,
with each time step with N = 1600.

Le Blanc shock tube We simulate the Le Blanc shock tube with the Eulerian scheme.
Figure 2.17 (left panel) shows the numerical density plotted in the log scale for the
Le Blanc shock tube problem for N = 900, 1600 and 3200 cells. The panel in the
middle presents the time-step evolution showing that the main adaptation is related to
the separation of the simple waves Then the evolution of the normalized right impedance
that traces the path of the right moving shock is presented on the right panel. Again
because only one single shock is present in this problem, then only one curves can be
observed.

Extreme double rarefaction We present the results for the extreme double rarefac-
tion problem in figure 2.18. No positivity issue is encountered, and the minimal density is
about p; = 1.48x 1073 for N = 800 cells (p; = 2.43x 1073 for 400 cells and p; = 9.09x 1073
for 100 cells). The grid convergence results for the density, velocity and specific internal
energy show that the numerical scheme improves the quality of the numerical solution

95



56 Chapter 2 : One-dimensional Godunov-type Finite Volume scheme

10°) Exact solution 7.10” 6.0
—a— 3600 cells
—e— 1800 cells .
—— 900 cells ?.()’g
6.107 <
=
L L 3
10 4.0 =
= £ 1.52
E 25 - 5
ol g : =
é & 1.0 %
10734 1107 2.0+ =
\ g
Z
0.5 €
310~ =
—3=
1 ! L 2.0 10 60 O ! ' 0.0
3.0 6.0 9.0 : ] z k 3.0 6.0 9.0 :
Time ¢ Position z

Position x

Figure 2.17: Le Blanc shock tube problem — Eulerian numerical scheme — Left : Density plotted on
the log scale with grid convergence on N = 900 (red cross), N = 1800 (blue circle) and N = 3600 (green
squares) cells — Middle: Time step evolution — Right: Evolution of the normalized right impedance A,
with each time step with N = 1800.
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Figure 2.18: Extreme 123 problem — Eulerian numerical scheme — Density, velocity, and specific
internal energy for the exact solution (black line) vs the numerical results (symbols) — Top panels:
numerical results for N = 100 cells — Bottom panels: Grid convergence, N = 100 cells (red cross), 200
(blue circle) and 400 (green square).

The next step of this work consists in using this scheme as a so-called 'parachute’
scheme in an a posteriori MOOD limited high-order scheme.
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2.3 Extension to high-order of accuracy

In this section we present an extension of the previous first-order Eulerian scheme into a
high-order accurate space/time scheme. Time discretization proceeds via classical Strong
Stability preserving Runge-Kutta (SSPRK) scheme, refer to Gottlieb et al. (2001); Got-
tlieb & Shu (1998). The space discretization relies on classical polynomial reconstruction
with not-so-classical a posteriori MOOD loop limiting procedure, see Clain et al. (2011).
The MOOD paradigm for FV schemes is built upon a try-and-fail concept. Starting from
data, (U")1<;<n at t" a high-order scheme produces a ’candidate’ solution (U} )<<y
at "1, This candidate solution is tested against specific 'detection’ criteria that deter-
mines whether the computed cell value at t"*! is physically and numerically valid. In
the case of validity the cell is accepted, otherwise the cell is flagged as troubled /bad and
sent back to t" for re-computation. The re-computation is performed using a lower order
scheme from a ’cascade’ of schemes ordered from the more accurate to the more robust
one. The rudiment scheme of this cascade is called the 'parachute’ and must always pro-
duce a valid solution according to the detection criteria. This parachute scheme must be
extremely robust and provably adapted to the detection criteria. In the previous sections
we have designed such a first-order Eulerian scheme with good properties: conservation,
robustness, positivity preservation under explicit CFL, entropy inequality, etc. The en-
tire iterative procedure is called a MOOD loop and always converges to an acceptable
numerical solution for which some cells have been updated with a high order scheme,
while others with the parachute. Figure 2.19 shows an illustration to build a high-order
numerical scheme with an a posteriori MOOD loop.

Polynomial Decrement | troubled cell .
reconstructions d=max(d-1,0) | Detection 3 HE
u;(x) degree d MOOD T s |5

LOOP e
SI|I=
! L U *on+l
= /\ u i
-ﬁ . * *
u’” = »| Riemann solver [ 4™ p Fluxes !
i iy i-172, i+172 * - * !
i-1/2 i+1/2

\l, A
Y

Waves
Livie Zrivin

iz Znicin

Figure 2.19: Sketch of the high order numerical scheme based on polynomial reconstructions (blue)
and a posteriori MOOD loop (green) embracing the general scheme (black).

Several works using an a posteriori MOOD loop in different numerical contexts
can be found for Lagrangian, ALE, Discontinuous Galerkin limiter, Smoother-Particle-
Hydrodynamics, Adaptative Mesh Refinement, WENO schemes, slope limiter, such as
the works of Nogueira et al. (2016); Vilar (2019); Boscheri et al. (2018, 2015); Zanotti
et al. (2015); Desveaux & C.Berthon (2013); Loubere et al. (2014); Farmakis et al. (2020);
Kitamura & Hashimoto (2017), and, physical contexts like Euler or Navier-Stokes equa-
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Cell indexes Stencil size | Linear system size
Degreed |i—3 i—2 i—1]d]i+1 i+2 i+3]|2K; =S¢ (2K;) x d
0 — —

o

2x1
4x2
4x3
6 x4
6 x5

v
v

v
v

T W N~
ANENENEN
ASENENENEN
ASENENENEN
ANENENEN
DD = N

Table 2.2: Centered stencils S{i used for the polynomial reconstructions of degree d, their size and the
linear system size associated to the reconstruction operator.

tions, turbulence simulation, shallow-water equations, astrophysics, MHD, Baer-Nunziato
multi-phase model, such as the works of Jiang et al. (2018); Clain & Figueiredo (2017);
Zanotti et al. (2015); Fambri et al. (2017); Kemm et al. (2020)

2.3.1 High order space discretization

Let us denote by 0 = d+1 > 0 the target order of accuracy fixed by the user. At discrete
time t" the polynomial reconstruction operator R in cell 2; is the operator which given
a large enough set of 2K; neighbor mean values on stencil S ={Uyy, k=1,...,K;}
produces the polynomial U; € Py(2). We skip the time exponent in this section as no
confusion can occur. This polynomial has a degree d > 0 and is such that its mean value
exactly matches U; and best fits the neighbor mean values U;4;, that is

ﬁi is expressed under a Taylor basis as ﬁz(x) =U,; + anzl i mWim(x) where the un-
knowns are the polynomial coefficients 7; ,,. The polynomial basis functions {; ;s }m=1,. 4

are such that for all m: ¢, ,,(z) = (v — ;)™ — Alxi /Q(:E — ;)™ dx, where x; = ﬁ o

is the cell centroid. The polynomial coefficients are then optimized in the least-squares
sense by the minimization of the cost function

xdx

2

! : (2.3.2)

Azipy,

K;
J ({rimtm=1,..a) = > | Uizr —
k=1

Ud(z) dx
/ U(z)

which amounts to solve an over-determined linear system if the size of the stencil S¢ is
such that K; > d, and usually we take K; ~ 1.5d. The size of the linear system is (2K;) xd.
The reconstruction operator is accurate at order (d+ 1) for smooth enough solution. For
the sake of simplicity the stencils S¢ are always the centered ones and adapt their width
as d changes, see table 2.2. In this work the primitive variables are reconstructed. Notice
that conservative or characteristics variables could also be considered leading to slightly
more or less oscillatory results. The reconstructed values are used in substitution to the
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2.3 Extension to high-order of accuracy 59

mean values within the Riemann solvers as

Ul,i71/2 = ﬁi—l(xifl/Q)a Ur,i71/2 = ﬁi(%’ﬂ/z), (2 3 3)

Uz,¢+1/2 = Ui($i+1/2)> Ur,i+1/2 = Uz’+1(93i+1/2)-

Also remark that the reconstruction operates at time t", and, once a maximal polynomial
degree is set at d > 0, then at maximum (d 4 1) reconstructions are possible for degrees
0 < k < d. Obviously for d = 0 the reconstruction is trivially equal to the cell mean
value.

2.3.2 a posteriori High-order limiting: detection, parachute
scheme and MOOD loop

As is well known, the polynomial reconstruction operator suffers from the Runge phe-
nomena in the case of non-smooth enough solution, leading to oscillatory polynomials Uj;
as soon as d > 1. In classical second-order Finite Volume schemes (d = 1) a so-called
slope (or flux) limiting procedure is supplemented to avoid those spurious oscillations.
Unfortunately, there exists no agreement on how to limit higher order polynomial recon-
structions. In this work we rely on the a posteriori Multi-dimensional Optimal Order
Detection (MOOD) algorithm referring to Clain et al. (2011). For this paradigm three
entities are needed:

(i) a list of detection criteria D to assess the validity of a numerical solution. These
criteria must ensure the physical admissibility of the numerical solution (i.e. the
positivity). Once the physical admissibility is assured then some numerical ac-
ceptability properties may be required. Often an essentially-non-oscillatory (ENO)
behavior, and, possibly the computer representation validity (i.e. no NaN) are en-
forced. Bad/troubled cells are gathered into set 5.

(ii) a parachute scheme which must be a genuinely robust scheme producing a numer-
ical solution fulfilling the detection criteria D. Here we consider the first order
Eulerian scheme developed in this work. It gathers several useful properties indeed:
mathematical firmly based grounds, Lagrangian<>Eulerian mapping, demonstrated
ordered wave speeds, positivity under explicit CF'L condition, entropy inequality
and validation of its numerical behaviors on classical test cases (carbuncle-free,
robustness, efficiency);

(iii) a cascade of schemes ranked from the more accurate and prone to spurious insta-
bility to the more robust one, that is the parachute scheme. This cascade may be
parametrized by the polynomial degree d, for instance we can consider the following
cascade: d=4—-3—2—1—0;

Detection criteria. The physical admissibility criteria P are firmly based on the system
of PDEs solved, they are obviously the positivity of the density and internal energy for
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60 Chapter 2 : One-dimensional Godunov-type Finite Volume scheme

the Eulerian scheme, hence
P p;>0, and & >0 (2.3.4)

Next, the numerical criteria ensuring the ENO behavior are more subjective and some-
what attached to the developer preferences. Here we rely on a relaxed discrete maximum
principle (RDMP) but applied to the output data of the nodal solver. Indeed the nodal
solver is (one of) the constitutive brick, the locality of which is restricted to the neighbor
cells. Moreover, the outcome of the nodal solver are the nodal velocity and sub-pressures,
which further serve to determine the impedances, and, ultimately the star states and the
numerical fluxes to update the state vector. A candidate variable g fulfills the RDMP if

N o =g, + uin () < g < max (qx) + 0qp, (2.3.5)
where C(p) is the neighborhood associated to point p, dg, = max (1074, 1073(M, — m,)),
and, M, and m, are the maximal and minimal local values of ¢ If a nodal solver result
does not fulfill (2.3.5) then the surrounded cells are marked as 'bad’ ones.

At last we also test if the numerical method has generated any un-representable value such
as NaN. If a cell has been declared as ’invalid’, then only this cell and its neighbors are
sent back to t" for a re-computation with local lower order reconstructions. Possibly some
cells are re-computed several times, and, may ultimately be updated with the parachute
scheme. The troubled/bad cells are the cells which do not fulfill at least one of these
detection criteria

P physically admissible, i.e positivity under explicit At with respect to (2.3.4)
D : ¢( C : representable in a computer, 7.e no Nan.
N numerically valid, i.e essentially non oscillating with respect to (2.3.5).

The two neighbors of a bad cell are also recomputed, and, as such flagged as bad ones
without polynomial degree decrementing.

This type of limiting is referred to an a posteriori procedure because the candidate solu-
tion at "1 is always confronted to the detection criteria and must pass them. Fortunately
in general only few cells need to be re-computed which renders this a posteriori MOOD
loop relatively efficient in comparison to other limiting approaches.

MOOD loop. The MOOD loop always converges in a finite number of iterations.
Indeed there is only a few and fixed number of schemes in the cascade and a finite
number of cells. Moreover, a cell is always considered as valid if its reconstruction degree
has dropped to d; = 0. Consequently the number of MOOD loop iterations is necessarily
finite. The final valid solution is then constituted of pieces of high accurate and low
accurate approximations fulfilling the detection criteria. As a consequence the detection
criteria do play a paramount role in the overall quality of the solution.
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2.3 Extension to high-order of accuracy 61

2.3.3 High-order time discretization

For the time discretization we rely on successive explicit sub-steps, which altogether allows
to reach a nominal dth accuracy. Depending on the order of accuracy d, we employ the
family of classical Runge-Kutta (RK) explicit schemes by Gottlieb & Shu (1998). For
d = 0 a forward Euler scheme is used, while for d = 1 an explicit midpoint method
(predictor-corrector or equivalently RK2 scheme) is employed. When d = 2 the classical
SSPRK3 scheme is chosen. Beyond d > 3 there exists no SSPRK method anymore, and
we then rely either on RK3 with appropriate time-step limitation or on a RK4 scheme,
see table 2.4 for the associated Butcher tableaus. We denote by K > 1 the number of
RK iterates of the time discretization scheme, each indexed by x and 1 < k < K.

The restriction on the time step At is the one derived in the first sections which ensures
the positivity with a safety coefficient CFL < 1. The time step At = At*=! is determined
at the end of the first RK iterate as a function of the minimal/maximal impedances A7 /2
and )\ffjl /2. 1t may happen that, during the physical evolution the time step required
at RK iterate k is such that: At" < At. In this case the cell is flagged as a ’bad’ one
and will be limited (in space and time) by the MOOD loop, possibly dropping its time
accuracy to a first order scheme for which At = At*=! always ensures the positivity.

C1 | Q11 12 crr A1

Ca2 | Q21 22 T Qag

Cs | Us1 (1F9) s Ogg

b, b, .o by
Generic RK

Table 2.3: Butcher tableau for the Generic Runge-Kutta explicit time discretization schemes

olo 0o 0 0
0o 0 0 S O G V7 EVC TV N
11}2 1[/)2 /2] 1/4 1/4 O 1{2 8 162 (1) 8
|1/6 1/6 2/3 1/6 1/3 1/3 1/6

RK2 SSPRK3 RK4

Table 2.4: Three examples of Butcher tableaus for Runge-Kutta time discretization schemes used in
this work.

2.3.4 Numerical validation of high order extension

In the previous numerical sections we have tested the first order Lagrangian and Eulerian
schemes. Here we solely focus on test cases with more complex interacting wave problems,
such as the Collela-Woodward blastwave and the Shu-Osher test. Above all, we perform a
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62 Chapter 2 : One-dimensional Godunov-type Finite Volume scheme

convergence analysis of our numerical scheme using a smooth solution of the gas dynamics
equations.
The following schemes are under scrutiny

e Eul-0: 1st order Eulerian scheme;
e Eul-X: (X+1)th order (unlimited) Eulerian scheme;

o Eul-XMOOD: (X+1)th order Eulerian scheme with MOOD limiting, with Eul-0 as
parachute scheme.

which will be compared to some classical ones such as: Lag-0, the 1st order Lagrangian
scheme from section 2.2.5, and, Eul-1Lim, the nominally 2nd order Eulerian scheme i.e
with piece-wise linear reconstruction on primitive variables supplemented with classical
van Leer slope limiter.

Density sine wave This paragraph shows that the high order reconstructions and RK
schemes allow respectively for 1, 27, 3vd 4*h and 5™ order convergence in space for a
smooth solution of the 1D compressible Euler equations. We consider the advection of a
sine wave on a computational domain of Q = [0, 1] with periodic boundaries. The sine
wave is characterized by:

(p,u,p)o = (1 +0.1sin(27Q),1,1/7),

The results of the convergence analysis performed with polynomial reconstruction
going from d = 0 to d = 4 are displayed in table 2.5, and the L? error is shown in
figure 2.20. The expected rate of convergence is reached and confirms the high-order
accuracy for our numerical scheme.

Next we make use of this test case to compare the efficiency of the high-order schemes,
i.e. the accuracy as a function of the computation time. In figure 2.21, we plot the relative
L error versus the CPU time for the Eul-0, Eul-1, Eul-2, Eul-3 and Eul-4 schemes. Some
efficiency plots have been extrapolated to ease the visual comparison. In table 2.6, the
efficiencies of the different numerical schemes are compared for a fixed error (2 = 107%),
and, then for a fixed execution time (10ms). For large enough CPU time or small error
the high-order schemes out-perform low-order ones.

Modified smooth solution problem The second test case is a smooth test case
derived in the isentropic case, with a polytropic index of v = 3 for the perfect gas
EOS. In this situation, the characteristic curves of the Euler equations become straight
lines. The governing equations reduce to two Burgers equations, allowing us to solve this
problem analytically. For the numerical simulation, the computational domain is once
again €2 € [0, 1] with the initial condition modified to yield a more challenging example,
as
(p,u,p)o = (1 +0.1sin(272), 0, p3),
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Density Sine wave problem
N L' error L? error L>® error | L' order L? order L* order
50 | 2.0762E-02 2.3002E-02 2.9628E-02 — — —
S; 100 | 1.1403E-02 1.2634E-02 1.6282E-02 0.86 0.87 0.86
@ | 200 | 5.9829E-03 6.6288E-03 8.5436E-03 0.93 0.93 0.93
400 | 3.0653E-03 3.3962E-03 4.3773E-03 0.96 0.96 0.96
50 | 9.4635E-04 1.0878E-03 2.0798E-03 — — —
% 100 | 2.5988E-04 3.3788E-04 9.7322E-04 1.69 1.86 1.11
= | 200 | 6.7953E-05 1.0356E-04 4.0150E-04 1.71 1.96 1.28
400 | 1.6946E-05 3.1778E-05 1.6358E-04 1.70 1.99 1.30
50 | 9.7772E-05 1.3478E-04 2.5498E-04 — — —
1100 | 8.2715E-06  1.0654E-05 1.7347E-05 3.66 3.56 3.87
Lg 200 | 1.0335E-06 1.1828E-06 1.6504E-06 3.17 3.00 3.39
400 | 1.2919E-07 1.4423E-07 1.8995E-07 3.03 2.99 3.11
50 | 8.5786E-07 9.4984E-07 1.2252E-06 — — —
1100 | 5.2418E-08 5.8083E-08  7.4862E-08 4.03 4.03 4.03
Lg 200 | 3.2586E-09 3.6102E-09 4.6527E-09 4.00 4.01 4.01
400 | 2.0347E-10 2.2543E-10 2.9054E-10 4.00 4.00 4.00
50 | 2.1204E-07 2.3511E-07 3.0259E-07 — — —
1100 | 7.0001E-09 7.7569E-09 9.9979E-09 4.25 4.26 4.25
r.g 200 | 2.6359E-10 2.9206E-10 3.7642E-10 4.73 4.73 4.73
400 | 1.3827E-11 1.5320E-11 1.9752E-11 4.92 4.92 4.91

Table 2.5: L', L? and L* norm errors on density p between the numerical solution and the exact
solution of a density since wave problem until tg,, = 1.

with periodic boundary conditions. The initial density and pressure being very close
to zero would confirm the positivity-preserving property of the numerical scheme. Fig-
ure 2.22 display the results of the third-order scheme with 100 cells with a final time of
tana = 0.8 and CFL = 0.1. Making use of the analytical solution, the global truncation
error corresponding to the first- to fourth-order scheme are shown in table 2.7 and in
figure 2.23. These results confirm the high accuracy of this scheme.

Shu-Osher oscillatory test case This test Jiang & Shu (1996) is a 1D hydrodynamic
shock tube. The downstream flow has a sinusoidal density fluctuation p = 1 — e sin(Arz)
with a wave length A = 5 and an amplitude ¢ = 0.2. A Mach 3 shock front is initially
located at zyp = —4 on domain 2 € [—5;5] and a CFL of 0.1. The left and the right
states are as follows:

(p,u,p); = (3.857143,2.629369, 10.33333) , (p,u,p), = (1 4+ 0.2sin(592),0 =1). (2.3.6)

This problem involves small scales after the shock has interacted with the sine wave.
These small scale features can be captured either with a fine enough mesh or with high
order accurate method. Figure 2.24 shows the comparison of numerical solution using
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Figure 2.20: Density sine wave test case — Eulerian numerical scheme — L? error for the 15¢, 204, 34,
4 and 5" order schemes — Numerical results for N = 50, N = 100, N = 200 and N = 400 cells.
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Figure 2.21: Density sine wave test case — Efficiency of the Eulerian numerical schemes — L? error
versus CPU time for 15¢, 27 3*d_ 4th and 5 order schemes.

different polynomial reconstruction from Eul-0 to Eul-4MOOD and a reference solution
with 200, 400 and 800 cells. As expected the accuracy of the numerical solution improves
with the order of polynomial reconstruction. The reference solution taken here is the
numerical solution of the Eul-0 scheme with N = 10000 cells (the CPU time is about
6100us). Figure 2.25 exhibits the associated cell reconstruction type with each time step
and as expected, the shock wave is captured in its motion. Then in table 2.8 we present
the percentages of cells updated with each polynomial degree from 0 to 4 and for three
different meshes. We observe that about 90% of cells are updated with the highest order
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Eul-0 Eul-1 Eul-2 Eul-3 Eul-4
Fixed ¢V =108 > 1000ms | ~ 100ms 12.5ms 10ms 8ms
Fixed CPU = 10ms ~ 1073 ~107° | ~5x1077 [ ~1x10% | ~5x107"?

Table 2.6: Density sine wave test case — Efficiency of the high-order Eulerian numerical schemes —
Comparison of efficiency for a fixed error (horizontal line) and at a fixed CPU time (vertical line).

Exact solution

—— Eul-2 - 100 cells

,_.
&
T

Density p
Velocity u
Internal Energy ¢

~_

~_

0.25

0.95

0.5
Position z

0.5

i 0.
Position z

S

0.25 0.5

osition x

0.77 0.25 0.75

P

Figure 2.22: Smooth solution test case — Third order (d = 3) Eulerian numerical scheme — Density,
velocity, and specific internal energy for the exact solution (black line) vs the numerical results (symbols)
— Numerical results for N = 100 cells (red cross) — The curves are almost superimposed.
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Figure 2.23: Modified smooth solution test case — Eulerian numerical scheme — L? error for the 15¢,
ond 3rd and 4% order accurate schemes — Numerical results for N = 50, 100, 200, 400 and 800 cells.

scheme, the 10% left are updated with generally the parachute scheme. In the very same
table we gather the CPU time needed to get the final solution as a function of the nominal
accuracy of the scheme employed. d = 0 means that the first order scheme is run, while
d = 4 means the 5th order MOOD scheme is used. As is observed the cost of second
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Modified smooth solution problem
N L' error L? error L*>® error | L' order L? order L order
50 | 2.3172E-02 2.7155E-02 2.2356E-02 — — —
o | 100 | 1.4534E-02 1.7465E-02 1.3051E-02 0.67 0.64 1.02
=1 200 | 8.5132E-03 1.0735E-02 6.0451E-03 0.77 0.70 0.94
M| 400 | 4.7798E-03  6.3890E-03 2.6579E-03 0.83 0.75 0.95
800 | 2.6049E-03 3.6838E-03 1.2324E-03 0.87 0.80 0.98
50 | 2.9027E-03 4.7513E-03 5.8641E-04 — — —
—~ | 100 | 1.0127E-03 2.0078E-03 1.5676E-04 1.52 1.25 1.68
=200 | 3.2378E-04 7.4750E-04 4.3627E-05 1.65 1.43 1.72
= 1400 | 9.1613E-05 2.3315E-04 1.1739E-05 1.82 1.68 1.73
800 | 2.3826E-05 6.6826E-05 3.1284E-06 1.94 1.82 1.75
50 | 1.3677E-03 2.5634E-03 7.8677E-03 — — —
o [ 100 | 3.7045E-04  9.9020E-04  3.8999E-03 1.89 1.92 1.71
=1 200 | 9.3415E-05 3.0817E-04 1.4564E-03 2.00 2.21 2.06
=400 | 1.6942E-05 7.2047E-05 4.1907E-04 2.47 2.62 2.16
800 | 2.5154E-06 1.2679E-05 8.4963E-05 2.75 3.02 2.68
50 | 5.8769E-04 1.1870E-03 4.0506E-03 — — —
o | 100 | 1.1633E-04 3.6426E-04 1.8608E-03 2.34 1.70 1.12
= | 200 | 2.2343E-05 7.7895E-05 4.4407E-04 2.38 2.23 2.07
M| 400 | 2.3799E-06  9.3888E-06  8.3503E-05 3.23 3.05 2.41
800 | 2.2748E-07 6.5266E-07 6.6083E-06 3.39 3.85 3.66

Table 2.7: L'—, L?— and L>—norm errors on density p between the numerical solution and the exact
solution of the modified smooth solution problem until tg,, = 0.8.

order scheme is about 3 times more expensive than a first order one (respectively 6, 7
and 9 times for third, fourth and fifth order ones).

Percentage of cell reconstruction type(%) | Comparison of CPU time (us)

d=0|d=1|d=2|d=3 d=4 d=0|d=1|d=2|d=3|d=4
N=200| 30 | 025 | 3.0 | 0.25 92.50 129 | 288 | 423 | 869 | 1254
N =400 | 10.25 0 0.5 | 0.25 89.75 248 | 980 | 1716 | 1791 | 2292
N =800 | 10.5 0 0.15 | 0.1 89.75 500 | 2130 | 3454 | 4079 | 4388

Table 2.8: Shu-Osher oscillatory test case — High-order extension of the Eulerian numerical scheme
with 200, 400 and 800 cells respectively — Percentage of cells with 15¢, 274 3'd and 4*" order cell
reconstruction (Left) — Comparison of the CPU time with 15¢, 274, 3*4 and 4" order cell reconstruction
for 200, 400 and 800 cells (Right).

Woodward-Colella blastwave The complex flow pattern in the Woodward-Collela
blastwave problem is a good test case to evaluate the high-order extension of our numerical
scheme. Similar to the Shu-Osher problem, we present the numerical density with a zoom
at the central area obtained by the Eul-0, Eul-1MOOD, Eul-2MOOD and Eul-3MOOD
schemes compared with a reference solution with 200, and 400 cells in figure 2.26. The
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Figure 2.24: Shu-Osher oscillatory test case — High-order extension of the Eulerian numerical scheme
with a mesh of N = 200 (top), N = 400 (middle) and N = 800 (bottom) — Evolution of the polynomial
reconstruction degree d of each cell with each time step — Black cells are cells decremented to d = 0 ,
red cells are cells decremented to d = 1, blue cells are cells decremented to d = 2, green cells are cells
decremented to d = 3 and white cells are cells that stayed at d = 4.
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Position Position &

Figure 2.25: Shu-Osher oscillatory test case — High-order extension of the Eulerian numerical scheme
with a mesh of N = 200 (left), N = 400 (right) — Evolution of the polynomial reconstruction degree d of
each cell with each time step — Black cells are cells decremented to d = 0, red cells are cells decremented
to d = 1, blue cells are cells decremented to d = 2, green cells are cells decremented to d = 3 and white
cells are cells that stayed at d = 4.

reference solution taken is the numerical solution computed with the Lagrangian solver.
Once more, we confirm the mesh convergence and the accuracy convergence as the order of
the polynomial reconstruction increases. At last in figure 2.27 we present the polynomial
degree used in each cell at each time-step for N = 200 (left) and 800 cells (right). It can
be observed that the main waves are followed by the lower polynomial degree (black and
red) while the maximal accuracy (white) is maintained away from them as expected.
Then in table 2.9 we present the percentages of cells updated with each polynomial degree
from 0 to 3 and for three different meshes. We observe that about 85 — 93% of cells are
updated with the highest order scheme, the remaining 7 — 15% left are updated with the
other schemes, mainly the parachute one. At last the CPU times show that the cost of
second order scheme is about 5 times more expensive than a first order one (respectively
11 times and 16 times for third and fourth order ones).

Percentage of cell reconstruction type (%) | Comparison of CPU time (ms)

d=0|d=1|d=2 d=3 d=0|d=1|d=2 d=3
N=200| 6.5 3.5 2.1 85.9 142 923 1062 2126
N=400| 7.5 2.3 0.7 89.75 289 1163 | 3178 4317
N=2800| 0.88 | 3.75 | 2.74 92.63 510 | 2207 | 7836 8596

Table 2.9: Woodward-Collela blastwave— High-order extension of the Eulerian numerical scheme with
200, 400 and 800 cells respectively — Percentage of cells with 15t, 24, 3td and 4" order cell reconstruction
(Left) — Comparison of the CPU time with 15¢, 224 34 and 4" order cell reconstruction for 200, 400
and 800 cells (Right).

2.4 Chapter summary

Following the one-dimensional methodology introduced in the pioneering work of Gal-
lice (2003), we have constructed a Lagrangian simple approximate Riemann solver which
preserves contact discontinuities. The monitoring of wave speeds allows to derive explicit
conditions for ensuring positivity and entropy stability. The resulting one-dimensional
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Figure 2.26: Woodward-Collela blastwave — High-order MOOD extension of the Eulerian numerical
scheme with a mesh of N = 200 (left), N = 400 (middle) and N = 800 (right) — Numerical density of
the Eul-0 (red cross), Eul-1 (blue circle), Eul-2 (green square) and Eul-3 (magenta diamond) compared
with the reference solution (black line)
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Figure 2.27: Woodward-Collela blastwave — High-order extension of the Eulerian numerical scheme
with 200 (left) and 800 (right) cell — Evolution of the polynomial reconstruction degree d of each cell
with each time step — Black cells are cells decremented to d = 0, red to d = 1, blue to d = 2, white
cells are cells at highest accuracy d = 3.
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Godunov-type Finite Volume scheme preserves the positivity of specific volume and in-
ternal energy and also satisfies an entropic inequality provided an explicit time step
condition is satisfied.

Employing the general formalism described in Gallice (2002a, 2003) an one-
dimensional Eulerian simple approximate Riemann solver is deduced from its Lagrangian
counterpart. In this framework, the Eulerian wave speeds are deduced from the La-
grangian ones and are naturally ordered provided that the Lagrangian approximate Rie-
mann solver preserves the positivity of specific volume. Moreover, this framework pro-
vides also the transfer of the good properties (positivity and entropy stability) of the
Lagrangian approximate Riemann solver to its Eulerian counterpart. We observe that
the proposed approximate Riemann solver is nothing but the one initially introduced
in Gallice (2002a, 2003) in a more somewhat general and theoretical context. Here, we
proposed a less formal derivation based on more intuitive arguments. We also want to
acknowledge that the numerical flux induced by present Eulerian approximate solver has
the same structure as the one induced by the famous HLLC solver. However, the main
difference relies on the fact that here the wave speeds are consistently derived and or-
dered. This positive and entropic Eulerian simple approximate Riemann solver is the
cornerstone upon which we build a positive and entropic Godunov-type Finite Volume
scheme provided an adhoc time step condition is fulfilled.

The robustness and the accuracy of the basic first-order Finite Volume schemes are as-
sessed against various classical and demanding numerical tests. The results achieved are
pertinent i.e., the positivity-preserving and entropy-stability properties are correctly en-
forced, and mesh convergence was also achieved. Furthermore, we note that the positivity-
preserving property is mainly enforced during compression, thus, the trajectory of shock
waves can be tracked along with the evolution of the waves speeds.

Due to its good properties, the first-order Eulerian scheme is then used in a last part as
a parachute scheme for a high-order extension under MOOD paradigm. A high-order cell
polynomial reconstruction in space, the Runge-Kutta method in time and the MOOD
a posteriori limiting is implemented. The high-order extension has similar positivity-
preserving property as the first-order numerical scheme while improving the numerical
accuracy. The nominal accuracy is extended up to 5th order and may be decremented to
the 1st order when needed. Two test cases with smooth solutions are first presented as a
proof of rate of convergence and to validate the cell polynomial reconstruction. On the
advanced test cases presenting complex wave interactions, the numerical results improve
with the order of the reconstruction and the MOOD limiting ensures the robustness of
the scheme.

The next chapter focuses on multidimensional Godunov-type Finite Volume method
where the one-dimensional Lagrangian scheme developed in this chapter will be used as
a starting point to construct the approximation for the multidimensional numerical flux.
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This chapter is based on the work presented in G. Gallice & Maire (2022). In this
chapter, we will be describing a novel subface-based Finite Volume method for discretiz-
ing multidimensional hyperbolic systems of conservation laws on general unstructured
grids. Classically, multidimensional solvers make use of the one-dimensional ones and
implemented in the normal direction of an interface. By doing so, the solver only takes
into account the face-based neighboring cells, neglecting information from the transversal
neighbors. Furthermore, these classical solvers invokes some numerical instabilities, such
as the odd-even decoupling or the carbuncle phenomena (refer to Quirk (1994)). In this
work, we will be introducing an original multidimensional numerical method that will be
subface-based where subfaces are the decomposition of a face by means of the partition
of a cell.

The big picture of the method is that the discretization will now be based on a sub-
cell and requires a subface flux. The subface flux numerical approximation will rely on
the notion of simple Eulerian Riemann solver introduced in the seminal work of Gallice
(2003), adding to it an extra parameter, i.e. the nodal velocity. The Eulerian Riemann
solver is constructed from its Lagrangian counterpart by means of the Lagrange-to-Euler
mapping. This systematic procedure ensures the transfer of good properties such as posi-
tivity preservation and entropy stability. An entropy inequality as well as the flux entropy
can be identified. A specific time step condition can also be derived that guarantees the
solution in the mesh at time ¢t" + At. The subface-based discretization also calls for a
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specific conservation condition, namely the node-based conservation condition to ensure
conservativity.
Therefore, the aim of this chapter is to:

o Formulate a generic Eulerian multidimensional Finite Volume scheme for hyper-
bolic systems on unstructured grids based on subface fluxes that guarantees good
properties;

o Recall the Lagrange-to-Euler mapping and establish the fundamental relation to
relate the Eulerian and Lagrangian frameworks;

e Recalling the node-based conservation condition to retrieve conservativity of the
numerical scheme;

e Develop a first-order Eulerian Godunov-type scheme with positivity preserving and
entropy stable properties under an explicit CFL condition which ensures that the
cell-averaged value at time t + dt is a convex combination of the cell-average value
at time t plus the intermediate states of the simple Riemann solver.

3.1 Governing equations and notation

Governing equations We aim at designing multidimensional Finite Volume schemes
for solving the hyperbolic system of conservation laws

9y +V-F(U)=0. (3.1.1)
ot
Here, U = U(x,t), for x € R% and ¢ > 0, is the vector of conservative variables which
takes values in RY and F = F(U) is the flux tensor in RY x R4, The positive integers d
and ¢ denote respectively the space dimension and the size of the foregoing hyperbolic
system. Let e;, for j = 1...d, be the j-th vector of the Cartesian basis of RY then
F; = Fe; € RY is the j-th component of the tensor flux and its divergence writes

We assume that system (3.1.1) is equipped with the entropy-entropy flux pair (X, Q).
Namely, U — %(U) is convex and the following compatibility condition holds true for
the entropy flux (refer to Godlewski & Raviart (1996)),

W - fOI'jzl...d,

OF;\' 08 0Q;
ou  oU’
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3.1 Governing equations and notation 73

where ; = Q - e;. We are looking for the entropic solutions of (3.1.1), that is the ones
satisfying the following entropy inequality

§+V~Q(U) <0, (3.1.2)
which turns into an equality for smooth solutions.
Let D C RY be the domain of definition of F(U), ¥(U) and Q(U). We ase that
D is a convex subset of R9. For the sake of simplicity, we shall limit the presentation
of the numerical methods to the two-dimensional case, i.e., d = 2, knowing that the
three-dimensional extension is quite straightforward.

Notations The computational domain is a polygonal portion of R?, and we pave it
with a collection of non overlapping polygonal cells w. where ¢ is the generic label of
the cell. The generic label of a point is p and x, denotes its vector position. In the
counterclockwise ordered list of points of w,., p~ and p™ are respectively the previous and
the next points with respect to p, refer to figure 3.1. Each face f of cell ¢ is decomposed
into subfaces by means of the partition of ¢ induced by the subcells pc. The subcell w,.
related to cell ¢ and point p is the quadrangle formed by joining the cell centroid, x., to
the midpoints of [x,-,X,], [x,, X,+] and to x,,.

Figure 3.1: Geometrical entities attached to the polygonal cell w,.

The following topological sets are also defined:

e P(c): The set of vertices (points) of w;

o F(c): The set of faces of cell w,;

o SF(pc): The set of subfaces attached to the corner pe, which is nothing but the set

of faces of subcell w,. impinging at point p, for instance [x,, i(xp + x,+)] belongs
to SF(pc).
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74 Chapter 3 : Multidimensional Godunov-type Finite Volume scheme: Theory

« The set of subcells w,. for p € P(c) constitutes a partition of the cell w,, such that

We = U Wpe;

pEP(c)

« The set of subfaces SF(pc) for p € P(c) constitutes a partition of the set of faces
of w,, that is,

Floy= U SF(po).

pEP(c)

Lastly, we denote respectively by [,.; and n,.; the measure and the unit outward normal
of the subface f.

3.2 A generic Godunov-type Finite Volume scheme

With the aforementioned governing equations and notations, this sections presents an
original Godunov-type Finite Volume scheme for solving hyperbolic systems of conserva-
tion laws on unstructured grids in a generic form.

3.2.1 Subface-based Finite Volume scheme

We start by integrating the system of conservation laws (3.1.1) over w, and employing
the Green formula leads to

du,
el % + /6w F(U)nds = 0, (3.2.1)

where U.(t) = \Tlc\ / U(x,t) dv is the cell-averaged value of U over w.. Employing a

classical first-order explicit time integration turns (3.2.1) into

At

Un—‘rl . Un 4
¢ T ol Jow.

F(U™)nds = 0. (3.2.2)

Here, U" denotes the approximation of U.(t) at time ¢", and, t"*!' = " + At where
At > 0 is the time step. The design of the Finite Volume scheme (3.2.2) requires the

construction of an approximation of the normal flux integral / F(U")nds. In what
Owe
follows, we are going to define an original node-based approximation of this integral term

relying on the partition of w, into subcells, that is,

/MCF(Un)ndS: > /éawpcmawCF(U”)nds- (3.2.3)

pEP(c)
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3.2 A generic Godunov-type Finite Volume scheme 75

The surface integral term at the right-hand side of (3.2.3) is approximated along the
subfaces as follows

F(U"nds = > lefFper,
BwpeNdwe FESF(pc)

where F,.; is the subface flux related to the subface f attached to the corner pc. Substi-
tuting this subface-based approximation of the flux into (3.2.2) yields the subface-based
generic Finite Volume scheme

At

UZL—H — UZ + Z lpchpcf =0, (324)

jwel pEP(c) FESF(pc)

which is characterized by the subface flux F,.; displayed in figure 3.1 by the blue rect-
angles. Viewed from cell w,, this peculiar Finite Volume discretization introduces two
subface fluxes per cell face. We observe that this type of Finite Volume discretization
which consists in splitting the faces into subfaces has been already utilized not only in the
framework of cell-centered Lagrangian hydrodynamics from Després & Mazeran (2005);
Maire (2009); Loubere et al. (2016) but also for developing cell-centered diffusion schemes
such as done by Maire & Breil (2012); Jacq et al. (2014). We note in passing that this
formalism encompasses the classical face-based Finite Volume discretization Godlewski
& Raviart (1996).

At this point, it remains to provide a consistent numerical approximation of the
subface flux and this will be done by means of an approximate Riemann solver.

3.2.2 Subface flux approximation

Let f be the generic subface attached to cell ¢ and vertex p, characterized by its unit
outward normal n,.;. We assume that the subface flux F,.; attached to the subcell f
depends respectively on the adjacent cell averaged values U, Uy, r), where d(c, f) is the
neighbor of cell ¢ such that f C (w.Nwy), on the unit normal n,.; and also on a vectorial
parameter v, € R? related to the nodal velocity p. This leads us to write

FPCf = FpCf(UC7 Ud(c,f)a Nyer, Vp)' (325)

Contrary to the classical face-based Finite Volume discretization, the foregoing subface
flux expression exhibits a dependency on the nodal vectorial parameter v,, which is
unknown for the moment. Such dependency has been already employed for designing flux
approximation dedicated to the cell-centered discretization of Lagrangian hydrodynamics
in Maire (2009) and also more recently, in-spired by the latter works, in the framework
of cell-centered Eulerian hydrodynamics Shen et al. (2014). In both cases, the parameter
vector, v, corresponds to a nodal approximation of the velocity field. For Lagrangian
hydrodynamics discretization, the nodal velocity approximation is required to move the
computational grid, whereas for Eulerian hydrodynamics its need is less obvious. The
fundamental role of this nodal vector parameter z will be described later on in 3.4.
Bearing this in mind, the subface flux numerical approximation is constructed via the

75



76 Chapter 3 : Multidimensional Godunov-type Finite Volume scheme: Theory

introduction of an approximate Riemann solver, which is nothing but the approximate
solution of the one-dimensional Riemann problem defined in the n,.; direction

U | O[Fx,, (V)
ot OTn,. s

U, 0) - {

:0’

(RP) U, if 2y, <0,

Ud(gf) if T, > 0.

Here, 2y, ; = X Ny is the coordinate in the unit normal direction, Fy, _(U) = F(U)ny.f
is the projection of the tensor flux onto the unit normal direction. The resulting one-
dimensional approximate Riemann solver depends on the states on both sides of the

n,.

interface, the self-similar variable £ = Tf and a nodal vector parameter. With these

arguments, the Riemann solver writes
Woer = Wier (Ue, Uge, ), Bpe, €, V). (3.2.6)

For all U; (left state), U, (right state), n (unit normal), £ (self-similar variable) and v,
(vector parameter), we assume that the Riemann solver satisfies the following classical
properties

e W,.;(U,U,,n,¢ v, =U for = large enough;
e W,.;,(U,U,,n,§ v,) = U, for  large enough;
. »er(U,U,n, € v,) =U.

We also make the assumption that the approximate Riemann solver is symmetric with
respect to the interface, that is

Woer (Ue, Uae £y, Dpes € Vp) = Woar(Ude,p), Uey e, =€, vp). (3.2.7)

Finally, we express the subface flux F,.; in terms of the approximate Riemann solver
W,.s as follows

0
F,.; = F(U )0, — /m (We (U, Udtepys ey €. v) — UL d. (3.2.8)

The subface flux approximation is obtained by integrating the conservation law of (RP)
over the space-time domain [—Auz;, 0] x [0, At] where Az; and At are respectively space
and time increments and the formula could be found in Harten et al. (1983).

Remark 3.2.1. This choice to define the subface flux from the approximate Riemann
solver is original and crucial. We note in passing that the aforementioned works em-
ploying subface fluz-based discretization do not rely on such a definition. Here, the sub-
face flux (3.2.8) might be viewed as a left-sided flux and there is absolutely no reason
why Fpep = Fpar, where Fog is the subface flux attached to subface [ viewed from cell
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3.2 A generic Godunov-type Finite Volume scheme s

Figure 3.2: Interface between cell w,. and cell wy.

d = d(c, f), refer to figure 3.2. Indeed, in general we should have F,ep # Foap this im-
plies that the Finite Volume scheme (3.2.9) characterized by subface flur (3.2.8) is not
conservative in the classical sense. We shall present in section 3.2.6 a novel framework
to study the conservativity of this subface-based Finite Volume method.

3.2.3 Preservation of the definition domain

The notion of invariant domain is classical in the context of hyperbolic systems of con-
servation laws, refer for instance to Bouchut (2004). A domain is invariant if for any
initial condition U° belonging to the domain, the solution of the hyperbolic system un-
der consideration remains in the domain for all time ¢ > 0. The most practical situation
corresponds to the case for which the invariant domain is convex. For instance, in the
case of Lagrangian gas dynamics U = (7,v,e)’, where 7 is the specific volume, v is
the velocity vector and e the total energy, and the definition domain (admissible set)
D = {U such that 7 > 0 and e — $v? > 0} is convex. In what follows, we assume that
the definition domain D of F(U), ¥(U) and Q(U) is convex and we shall study under
which condition our Finite Volume discretization preserves the definition domain.

The studied Finite Volume scheme (3.2.4) writes under the form

At
urtt - U+

e Z Lpes [chy‘ - F(UDHPCJ‘} =0, (3.2.9)
Wel beP(c) feSF(pe)
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78 Chapter 3 : Multidimensional Godunov-type Finite Volume scheme: Theory

where we have made use of the geometric identity

S > Ly =0, (3.2.10)

pEP(c) fFESF(pc)

to make appear the fluctuations related to each subface.

Assuming that the approximate Riemann solver is D-preserving, that is, if Ul € D
then W,,.r(£) € D for all £ € R, we shall determine the time step condition ensuring that
the foregoing Finite Volume scheme is itself D-preserving, that is, U™ € D. To this
end, we introduce fmm > 0 such that

Wpcf (5) = Uy

c)

min
Jor &< =E0%

This allows us to develop the subface flux expression as follows

— 0

FPCf :F<U?)npfif - / in (Wmf(é) - U?) d¢ = F<U?)np6f + gmm o Wpcf(g) dg.
“Spef Pcf

Substituting the subface flux into the foregoing Finite Volume scheme yields

Uit =0 > > e l EEJP c / min Woer(€) df}

‘wc peP(c) fFESF(pc) pcf

Now, collecting the terms in factor of U? we arrive at

] 0
Uz+1=( ‘ |z > ey f) 2 T e[, Wisl©)
Wel pep(e) fesF(pe)

pEP ) fESF(pe) —Spef
(3.2.11)
Assuming that U?” € D and W,.;(£) € D then U € D provided that the time step

satisfies the condition
|WC|

Z Z Ipes zl;élj? '

pEP(c) fFESTF (pc)

At (3.2.12)

In this case, we observe that U"™! is nothing but a convex combination of U? and the
intermediate states of the subface-based approximate Riemann solvers. Introducing

|WC|

Z Z pcfgmm )

pEP(c) fFESF(pc)

At, =

and assuming that the Riemann solver preserves the domain of definition, we claim that
the Finite Volume scheme is D-preserving under the global time-step condition

At < min At.. (3.2.13)
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3.2 A generic Godunov-type Finite Volume scheme 79

3.2.4 Entropy inequality

Here, we derive the entropy flux approximation attached to our Finite Volume scheme.
Assuming that U? € D, W,(£) € D and At satisfies the time step condition (3.2.12),

then by virtue of (3.2.11), U?™! appears to be a convex combination of U" and
1

ZI?I;IJ{l gzwf

thanks to the convexity of the entropy, X! = S(U?t) satisfies

Wer(€) d€, which thus belongs to D. Under the foregoing assumptions and

S0 ey ;;1;) DI (3.2.14)

Zn—l—l (
|WC’ pEP(c) FESF(pc)
1

S5 b (g [ Wisl).

peP(c) FESF(pc) —&Goef

‘wc pcf pcf

By virtue of Jensen inequality

(g [, Wnr©046) < s [ S(Woast9)

pCf pcf pCf pcf

Substituting the foregoing result into (3.2.14), we arrive at

n+l
Ec

S Y ey [ (S(Wie() - 5 de (3.2.15)

¥ <
|""C pEP(c) FESF(pe)

Here, we have used the fact that if £ < §mm then W,.¢(¢) = UZ. Finally, utilizing the
geometric identity (3.2.10) we get

S Y QU -y =0,

peP(c) fESF(pc)

Introducing the foregoing expression into (3.2.15) leads to

0
S -S4 L S S ey |QUUD) mpey — [ (S(Wier()) — E(UL) €| <00
’ ‘ pEP(c) fFESF (pc) -
(3.2.16)
This is formally the discrete counterpart of the continuous entropy inequality (3.1.2). The
comparison between the foregoing inequality and (3.1.2) incites us to define the subface
entropy flux

Qper = QUUY) - ey — /_ OOO (B(Wher (§)) — (7)) de. (3.2.17)
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With this notation, we rewrite inequality (3.2.16) under the compact form

Sptt -+ Yo Y Qe <0. (3.2.18)

|Wc| peP(c) FESF(pe)

Remark 3.2.2. At this stage nothing can be said regarding the entropy stability of the
Finite Volume scheme under consideration. This crucial point shall be investigated in
section 3.2.7.

3.2.5 Summary about the subface-based Finite Volume scheme

We have designed a subface-based Finite Volume scheme for which the subface flux F,;
is defined from the approximate Riemann solver W ;. Under an explicit time step condi-
tion this Finite Volume scheme is D-preserving and satisfies a formal entropy inequality.
We summarize hereafter the main characteristics of this Finite Volume scheme.

e The generic Finite Volume scheme reads

UZLJrl - U? |w ’ Z Z ZPCfFPCf =0,
peP(c) fFESF(pc)

where the subface flux expression in terms of the approximate Riemann solver W,
writes

_ 0
Fey = F(UDnper = [ (Wier(§) = U2) de.
o The time step condition to ensure that the FV scheme is D-preserving reads
|oe |

Z Z lpes 53:1;1 .

pEP(c) FESF(pc)

At < At. =

o The formal entropy inequality attached to the FV scheme under the foregoing time
step condition reads

ZZJrl - E? |w | Z Z PCf@pcf <0

pEP(c) fFESF(pc)

where the corner entropy flux writes
_ 0
Qpe = QUU) 1y — [ (S(Wier(€)) = S(UY))

Now, it remains to investigate not only the conservation property of the subface-based
Finite Volume scheme but also its entropy stability.
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3.2.6 Conservation property

This section aims at determining under which conditions the studied subface-based Finite
Volume scheme is conservative. Assuming that the computational domain is the whole
space R?, the subface-based Finite Volume scheme,

’WC‘(U?H - Uy) + At Z Z lpCfFPCf =0,
peP(c) fFESF(pc)

is conservative if and only if

ORI S N D O D SR L

¢ peP(c) fFESF(pc)

Now, exchanging the summation over the cells with the summation over the nodes, the
right-sided condition turns into

Z Z Z ZPCfFPCf =0,

P ceC(p) fESF(pc)
where C(p) is the set of cells sharing the point p.

We claim that a sufficient condition to ensure the conservativity of the subface-based
Finite Volume scheme writes

Y Y lefFpp=0. (3.2.19)

ceC(p) feESF(pc)

This means that the summation over the cells ¢ sharing point p of the fluxes attached to
the subfaces impinging at p is equal to zero, refer to figure 3.3(a), where the subface fluxes
have been displayed by means of blue patches on both sides of each subface emanating
from point p. Indeed our numerical method is provably positivity preserving under the
explicit CFL condition (3.2.13). Noticing that the sum over the cells ¢ sharing p of the
fluxes attached to the subfaces impinging at p is rigorously equal to the sum over the
left-sided and the right-sided fluxes attached to the subfaces impinging at p leads to
reformulate the sufficient condition (3.2.19) into

=l =T
Y Li(F,+F,)=0. (3.2.20)
fesx(p)

Here, SF(p) denotes the set of subfaces impinging at point p. For f € SF(p), l,5 is the
length of subface f and n,s is its unit normal pointing towards the right state. In the

foregoing equation, F;f (resp. F ) denotes respectively the left-sided (resp. right-sided)
flux attached to the subface f, refer to figure 3.3(b). By virtue of (3.2.5), with an obvious
notation adaptation, the left and right-sided fluxes expressions in terms of the left state
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(a) Cell-based notation. (b) Face-based notation.

Figure 3.3: Fragment of the computational grid in the vicinity of point p.

Uy, right state U, s and the unit normal n,; and vector nodal parameter v, read

=l =l =T =7
pr = pr(Ulf,Urf, n,s, Vp), and pr = pr(Urf, Ulf, —Ilpf,Vp).

Substituting this into the conservation condition (3.2.20) leads to

=l =r
Z lpf {pr(Ulf, Urf, n,r, Vp) + pr(Urf, Ulf, —N,f, Vp)} = 0. (3.2.21)
fESF(p)

Thanks to (3.2.8) and with an obvious notation adaptation, we express the subface fluxes
in (3.2.21) in terms of the approximate Riemann solver

—1 0
F (Ui, Upp,myp,vy) = F(Uyp)ny,, — [m(wpf(Ulfv U,f,&,vp) — Upy) dé,

0
F,;(Upp, Upp, =15, v,) = F(U, ) (—1yp) — /Oo(wpf<Urf7Ulfa§>Vp) —U,f)d¢.

Substituting these expressions of the subface fluxes into the nodal conservation condition
(3.2.21) and by virtue of the symmetry assumption of the approximate Riemann solver
(3.2.7), i.e., W (Upp, U,p, &, vy) = W (U, p, Uy, =€, v,) we arrive at the node based
condition:

0 0
> lpfl/ (Wor (Ui, Upp, €, vp) — Uyyp) d5+/0 (Wyr(Uiy, Uy, €, vp) — Uyp) d€
FESF(p) e

(3.2.22)

+ (F(U,;) — F(Uy)) npf] = 0.

The Finite Volume scheme under consideration is conservative provided that the foregoing
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3.2 A generic Godunov-type Finite Volume scheme 83

node-based condition is fulfilled for each node.

Remark 3.2.3. The node-based condition (3.2.21) is not only a sufficient condition for
the Finite Volume scheme to be conservative but also a mecessary one. This shall be
shown in a forthcoming work that constructs a unique half-flux attached to each half-face
impinging at node p. The construction of this unique half-flux per half-edge is performed
employing the methodology introduced in Abgrall (2018) to demonstrate that the residual
distribution schemes possess a flux formulation and thus are locally conservative.

3.2.7 Entropy stability

We aim at exhibiting conditions which ensure that the total entropy over the whole space
R? is non increasing that is

> lwel (227 = 27) <. (3.2.23)

Knowing that the local in-cell inequality (3.2.18) holds true, i.e.,

EZLH — X+ Z Z lPCf@IJCf <0,

|°"C| pEP(c) FESF(pe)

implies that the global entropy inequality (3.2.23) holds true provided that

22 X pcf@pcfZQ

¢ peP(c) fESF(p

where @pcf denotes the subface entropy flux attached to the subface f of corner pc.
Similarly to the study of the Finite Volume scheme conservation in section 3.2.6, we
exchange the summation over the cells with the summation over the nodes in the foregoing

inequality to arrive at
22 X @ 20,
P ceC(p) fESF(p)

where C(p) is the set of cells sharing the point p. Therefore, a sufficient condition to ensure
that the Finite Volume scheme satisfies the global entropy inequality (3.2.23) writes

Yo D lperQpey 20 (3.2.24)

ceC(p) fFESF(p)

Once more, observing that the sum over the cells ¢ sharing p of the entropy fluxes attached
to the subfaces impinging at p is rigorously equal to the sum over the left-sided and the
right-sided entropy fluxes attached to the subfaces impinging at p leads to reformulate
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sufficient condition (3.2.24) into

S by (@ + @) 20, (3.2.25)

feSF(p)

where SF(p) is the set of subfaces impinging at point p. Developing the expression of the
left-sided and the right-sided subface entropy fluxes into the sufficient condition (3.2.25)
yields

—l =T
> by [ @ (Uip, Ungpomyy, v) + Qs (Usy, Uy, —myp, vi) | > 0. (3.2.26)
JESF(p)

Substituting the expression of the subface entropy flux (3.2.17) in terms of the approxi-
mate Riemann solver into the nodal entropy condition (3.2.26) and by virtue of the sym-
metry assumption of the approximate Riemann solver (3.2.7), i.e., Wy, (U, U, f, &, vp) =
W, (U, s, Ujp, =€, v,) we arrive at

> zpf[ [ W) =S et [T EWorleov) - Sp)de (3221)
fESF(p) o0 0

+(Q(U,f) — Q(Uyy)) - myp| <0.

3.3 Fundamental relation between Lagrangian and
Eulerian frameworks

This section provides a general and systematic framework for constructing simple ap-
proximate Riemann solvers for one-dimensional hyperbolic systems of conservation laws
written under Eulerian form. The underlying methodology stems from the transforma-
tion relating the Lagrangian and the Eulerian representations of conservation laws which
is further applied to the Lagrangian Riemann solvers to deduce their Eulerian counter-
parts. This manner of proceeding ensures the direct transfer of the properties (conser-
vation, positivity and entropy control) satisfied by the Lagrangian solver to its Eulerian
counterpart. This transformation has been initially introduced in Gallice (2000, 2003) for
designing conservative, positive and entropic simple approximate Riemann solvers, and,
recently reused for the gas dynamics equations in Chan et al. (2021). It is worth noticing
that this approach has been extended not only to the magnetohydrodynamics equations
written under Powell’s form but also to hyperbolic systems with source terms leading to
well-balanced numerical discretizations, refer to Gallice (2002a).
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3.3 Fundamental relation between Lagrangian and Eulerian frameworks 85

3.3.1 Omne-dimensional Lagrange-to-Euler mapping

This section studies the one-dimensional Riemann problem located at the subface inter-
face which is required to construct the numerical flux approximation by means of the
generic expression (3.2.8). Let us consider the subface characterized by the unit outward
n, the corresponding Riemann problem reads

oU  0F,(U)

By + D 0, where F,,(U) (U)n,
B U, if Tn < 0,

U2, 0) - { U, if a2, >0.

Here, z,, = x - n denotes the space variable in the direction normal to the interface. This
Riemann problem is also equipped with the the entropy inequality

(RPg)

8% 90.
o= < 3.1
ot e <0 (3.3.1)

where (0, = Q - n denotes the entropy flux.

From now on, we focus on systems of conservation laws describing physical phenomena
in the domain of continuum mechanics, for instance gas dynamics, shallow water equa-
tions, MagnetoHdydroDynamics (MHD), hyperelasticity... The interested reader might
refer for instance to Kulikowskii et al. (2001) wherein several systems of conservation
laws originated from continuum mechanics are described and studied. In this framework,
we assume that the first component of the general system of conservation laws (3.1.1) is
the mass conservation equation

ap B
5tV () =0, (3.3.2)

where p > 0 is the mass density and v the material velocity. Thus, the first component
of the Riemann problem (RPg) reads

dp

where v, = v - n is the projection of the material velocity onto the unit normal n.

We construct the Lagrangian counterpart of (RPg) introducing the Lagrange-to-Euler
mapping m — ,(m, t) such that

1
dr, = —dm + v,dt,
P

is an exact differential and m denotes the Lagrangian mass coordinate. By construction

0%n 1 0Tn o
%(m,t) = ;, and E(m,t) = Un,
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and since dz, is an exact differential the following compatibility condition holds true

or  Ovg
] (3.3.4)

where 7 = % is the specific volume. This is nothing but the Lagrangian mass/volume

equation. Let us point out that we utilize the same notation for the Lagrangian and the
Eulerian time. Moreover, the same physical quantity might be indifferently expressed
either in terms of the Lagrangian coordinates (m,t) or in terms of the Eulerian ones
(2n,t) knowing that x,, = xy(m,t). This amounts to write formally

U(m,t) = U(xn(m,t),t).

Taking the time derivative of the foregoing identity holding m fixed, i.e., the Lagrangian
time derivative, and applying the chain rule leads to

%Y., t)’ il ot
at ’ m - 8t ’ Tn naxn n’ t'
Therefore, the following identity holds true
0 ou d(v,U)
—(rU)(m, t)| = —(m,t e
pTOm. 0| = Zo(m. )]+ = )|

Substituting the Eulerian time derivative thanks to (RPg) in the foregoing equation
leads to

oru) 0

5 + am(Fn vaU) = 0. (3.3.5)
This system is the Lagrangian counterpart of (RPg). However, one notices that its first
component is trivial, we thus replace it by (3.3.4). Finally, to complete the definition
of the Lagrange-to-Euler mapping let us introduce the expressions of the Lagrangian

variable and flux in terms of their Eulerian counterparts

V = 7(U — pe,) + Te;, where e; = (1,0,...,0)",
G, =F, —v,U —v,e;.

The foregoing formulas define the Lagrange-to-Euler transformation which allows us to
deduce the Lagrangian Riemann problem

OV 0G,(V)
o T om — 0
(RPe) V(en.0) Vit m<o,
Tn; TNV, i m>0,

which is the Lagrangian counterpart of (RPs). Here, V.= V(m,t) and G,, are respec-
tively the vector of conservative variables and the flux vector written under Lagrangian
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3.3 Fundamental relation between Lagrangian and Eulerian frameworks 87

representation. The foregoing Lagrangian Riemann problem is also equipped with the
Lagrangian entropy inequality

90 9 (3.3.6)

where the Lagrangian entropy and entropy flux pair are written in terms of their Eulerian
counterparts 0 = 7% and ¢, = Qn — VnX

Let Wg(U;,U,,{g), where {g = =, denotes the Eulerian Riemann solver which
consists of an approximate solution to (RPg). Similarly, we define W (V;, V,..£;), where
§r = 77, the Lagrangian Riemann solver which also consists of an approximate solution
to (RPr). We assume that the Eulerian approximate Riemann solver fulfills the basic
requirements

e Wg(U, U, &) = U, for —£g large enough,
e Wg(U, U, &) = U, for {g large enough,
« Wi(U,Ug)=U

We prescribe similar assumptions for the Lagrangian Riemann solver.

3.3.2 Consistency of approximate Riemann solvers

Here, we recall the fundamental notion of consistency that has been initially introduced
in the seminal works of Harten & Lax (1981); Harten et al. (1983). Integrating the con-
servation law (RP)g over [—Auzy, 0] x [0, At] and replacing U(zy, t) by its approximation
Wg(U,, U, &p) leads to

/OMI (WE(UZ,Um zt) Uz> dz, + /At 2(U(07,1)) — Fn(Ul)) dt = 0.

At
This incites us to define the left-sided flux F = A7 / t)) as follows

Tn

_ 1 0
F,=FalU) - [ (WE(UI,UT, ) - Ul) dz,.

Now, making the change of variable {g = Z—; in the foregoing integral and noticing that

for —¢g large enough Wg(U;, U, () = U, we rewrite the left-sided flux employing the
compact formula

. 0
F. = Fa(U) - /_ (We(U,U,, &) — Uy) dé. (3.3.7)
Similarly, the right-sided flux writes

“+o00

F, =F,.(U,) + | (We(U, U 6p) - U,) d. (3.3.8)

n
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88 Chapter 3 : Multidimensional Godunov-type Finite Volume scheme: Theory

Subtracting (3.3.7) to (3.3.8) yields
F,-F, = (3.3.9)

[ (We(U, U, £0) ~ U s + [ (Wa(UL U, &) — U dgi + Fa(U,) - Fa(U))

—00

The approximate Riemann solver, Wg, is consistent with the integral form of the Rie-
mann problem, (RPg), if and only if the left and right-sided fluxes are equal that is

[ We(UL Uy )~ U deet [ (WU U 60) - U)des (33.10)
4F.(U,) — Fa(U) = 0.

Then, the approximate Riemann solver induces a Finite Volume Godunov-type scheme
which is conservative by construction.

Similarly to what has been done for the flux, we also introduce the left-sided and the
right-sided entropy fluxes

0r =Qu(U) — [ [(Ws(U, U, &) — S(U)] de, (3:3.11a)
Ty =Qu(U) + [ [S(W5 (UL, U, £)) - S(U,)] dé. (3.3.11b)

Then, the approximate Riemann solver, Wg, is consistent with the integral form of the
entropy inequality (3.3.1) if and only if Q) — @, < 0. Namely, substituting (3.3.11a)
and (3.3.11b) into the foregoing difference yields the inequality

/_OOO E(Wg(U,U,,&p)) — X(Uy)] dée + /O+OO [E(Wg(U;, U, ¢e)) — X(U,)] dée
(3.3.12)
+ Qn<U7~) - Qn(Ul) S 0.

If this inequality holds true, the Riemann solver induces an entropic Finite Volume
scheme. Obviously, similar definitions might be introduced for the Lagrangian Riemann
solver W (V,, V.., &) and we omit it for the sake of conciseness.

3.3.3 Lagrangian simple Riemann solvers

3.3.3.a Definition of the simple Lagrangian Riemann solver

In this section, we focus on a particular class of approximate Riemann solvers initially
introduced in Gallice (2002a, 2003) and named simple Riemann solvers. The Lagrangian
Riemann solver W (V;,V,,£), where {f = ", represents an approximate solution of
the Lagrangian Riemann problem (RPp). It is a simple Riemann solver if and only if it
consists of m 4 1 constant states Vi, k = 1...m + 1 separated by m discontinuities of
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3.3 Fundamental relation between Lagrangian and Eulerian frameworks 89

slopes \g, k =1,...,m in the (m,t) plane. More precisely,

Vo=V, if <),
m
WL(VZ,VT,7): VvV, if /\k_lg%</\k,k:2,...,m,
Vo =V, if Ay <2

Here, the A\, for £k = 1,...,m are the Lagrangian wave speeds in ascending order in

the (m,t) plane and thus homogeneous to %'. As its name suggests, the simple solver

represents the simplest form of approximate Riemann solver.
3.3.3.b Consistency of the simple Lagrangian solver

Similarly to what has been presented in section 3.3.2 the general expression of the left
and right-sided Lagrangian fluxes write

QQ\

n =Gn(V)) —/0 (Wr(V,, V... &) — V) dy, (3.3.13a)
—Gn( +/ (WL(V,V,, &) — V,)dép. (3.3.13b)

Replacing W, by its expression in the foregoing formulas leads to the explicit expressions
of the left and right-sided fluxes in terms of the intermediate states and the wave speeds

G, = Z (Vi1 — Vi), (3.3.14a)
G =G Z (Vi1 — Vi), (3.3.14b)
where for any real, z, we denote by ™) = 1(|z|+z) and =) = L(|z|— ) respectively its

positive and negative part. We claim that the simple Lagranglan Riemann solver W, is
consistent with the integral form of the conservation law (RPy) if and only if G, = G,..
Indeed subtracting (3.3.14a) to (3.3.14b) this amounts to write

- i Ae(Vierr = Vi) + Ga (V) = Ga(Vi) = 0. (3.3.15)

k=1

Therefore, the numerical flux at the interface writes

_ 1 m
G, = 5 [Gn(V1) + Gal Z M| (Vg1 — V).

[\D\H

As such, we have recovered the classical expression of the numerical flux decomposed into
a centered part plus a viscous part, refer for instance to Toro (1999).
It remains to investigate the consistency of the simple Lagrangian Riemann solver
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90 Chapter 3 : Multidimensional Godunov-type Finite Volume scheme: Theory

with the integral form of the Lagrangian entropy inequality (3.3.6). First, we compute the
expression of the left and the right-sided Lagrangian entropy fluxes defined respectively
by

Ta =aa(VD) ~ [ [o(WL(Vi,V,60)) — o(VD)] ez,

—0o0

T =V + [ (Wi, V€)= o(V2)] dés.

Replacing W, by its expression in terms of the intermediate states and the waves speeds
yields

T =aa(V)) = SN (041 — o),

k=1

)‘I(c+)(ak+1 — Ok),

NE

@I =(n (VT) -

k=1

where o), = (V). We recall that the Riemann solver W, is consistent with the entropy
inequality (3.3.6) if and only if gt —g,, < 0. Substituting the foregoing explicit expressions
of the left and right-sided entropy fluxes in the aforementioned inequality, we thus claim
that the simple Lagrangian Riemann solver W is consistent with the entropy inequality
if and only if

=Y Me(0rs1 — o) + (V) — qu(Vy) <0. (3.3.16)
k=1

Remark 3.3.1. It is worth pointing out that very often the Lagrangian systems of con-
servation laws governing physical phenomena in the domain of continuum mechanics,
e.qg., gas dynamics, MHD, hyperelasticity, are characterized by a zero entropy flux, i.e.,
qn = 0. This remarkable property which has been characterized in Després (2001) consid-
erably simplifies the study of Lagrangian simple approrimate Riemann solvers from the
point of view of entropy stability.

3.3.4 Construction of the simple Eulerian Riemann solver from
its Lagrangian counterpart

Now, we construct the simple Eulerian Riemann solver W from the simple Lagrangian
Riemann one W, employing the Lagrange-to-Euler transformation introduced in sec-
tion 3.3.1. This methodology has been initially introduced in Gallice (2002a, 2003) to
deduce the Eulerian Riemann solver from its Lagrangian counterpart. Following Gallice
(2002a) we suppose that the Riemann solver W, satisfies the assumptions

J (Hl) >\k<7—k+1 — Tk> —+ Unk+1 — Unk = 0, for k = 1, oo,

e (Hy) >0, fork=1,...,m.
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3.3 Fundamental relation between Lagrangian and Eulerian frameworks 91

Hypothesis (H;) is nothing but the weak form of the volume/mass conservation equation
(3.3.4) written across each discontinuity of speed Ay for k = 1,... m. By virtue of (H;)
forany k=1,...,m

Unk + ATk = Ungr1 + AeTro1-

This in turn allows to define the Eulerian wave speeds
Ak = Un,k + /\ka = Un,k+1 -+ )\ka+1, fork=1...m. (3317)

Now, observing that Agi1 — Ak = Vn g1 + Mt 1Tkl — Ungt1 — MeThtl = Thot1 (Abp1 — Ak)
and by virtue of (Hs), we deduce that the ordering of the Eulerian wave speeds is similar
to that of the Lagrangian ones. Bearing this in mind, the Fulerian simple approxi-
mate Riemann solver Wg(U;, U,,&g), where (g = o, is deduced from its Lagrangian
counterpart W (V;, V,.,{r), where {; = 2, employing the Euler-to-Lagrange transfor-
mation which maps the Lagrangian vector of variables V onto its Eulerian counterpart
U(V) = p(V — 1e;) + pe;. Applying this transformation to the intermediate states of

W, yields

U, =U, =U(V) if & <A,
WE(UI,UT,fE) =<¢U;, = U(Vk) if A1 < fE <A, for k= 2,...,m,
Um+1 =U, = U(VT) if Am < SE

Here, the Eulerian wave speeds are deduced from the Lagrangian ones by means of

(3.3.17). Thanks to (H;), one can easily demonstrate that the weak form of the Eu-
lerian mass conservation (3.3.3) holds true, that is

—Ne(Prt1 — Pk) + Prs1Vnks1 — Prtngk =0, fork=1---m. (3.3.18)

This is nothing but the Eulerian version of (Hj).

3.3.5 Fundamental property relating the Eulerian and the La-
grangian fluxes

We finish this section by presenting the fundamental property of the simple Riemann
solvers which allows to show that the difference between the left and the right-sided
Eulerian fluxes is rigorously equal to the difference between the left and the right-sided
Lagrangian ones provided that the underlying Fulerian and Lagrangian Riemann solvers
are deduced one from the other by means of the Lagrange-to-Euler transformation. Sub-
stituting the expression of the simple Eulerian Riemann solver into (3.3.9) then the dif-
ference of the fluxes becomes

Fp, —F, = =Y A(Upys — Up) + Fu(U,) — Fu(U)). (3.3.19)
k=1
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92 Chapter 3 : Multidimensional Godunov-type Finite Volume scheme: Theory

Now, substituting the expression of the Eulerian wave speeds (3.3.17) as functions of
the Lagrangian ones and invoking the definition of the Eulerian intermediate states and
fluxes allows to form their Lagrangian counterparts by means of the Lagrange-to-Euler
transformation

F, —F, == > MUt — 7UL) + Gy — Gy + (Vnyr — vng)e

k=1
= Z Me(Vig1 = Vi) + Gy — Gy + Z p\k(Tkﬂ — Tk) + Unjt+1 — Unj | €1
k=1 k=1

=0 thanks to (Hi)

=— Z Me(Vis1 = Vi) + Gy — Gy

k=1

Finally, we arrive at the fundamental formula

— S A(Upst = Up) £ Fa(U,) = Fa(U) = = 3" Ae(Viess — Vi) + Ga(V) — Ga(V)).

k=1
(3.3.20)
This amounts to write that
F,-F, =G, -G, (3.3.21)

This result is a consequence of the construction of the Eulerian simple solver from the
Lagrangian one utilizing the Lagrange-to-Euler mapping and (H;) assumption and is the
fundamental formula that will be used in the following section together with the purely
Lagrangian node-based conservation condition. We point out that formula (3.3.20) has
been already introduced in Gallice (2002a, 2003) to demonstrate the equivalence of the
Lagrangian and Eulerian Riemann solvers regarding the consistency properties provided
that assumption (H;) holds true. Following the same methodology, we compute the
difference between the Eulerian left and right-sided entropy fluxes by subtracting (3.3.11a)
to (3.3.11b) for the simple Eulerian Riemann solver Wg

QT = =3 MBS — 50 + Qu(U,) — Qu(U).

k=1

Recalling that Eulerian wave speed satisfies Ay = A7 + Un i = \eTht1 + Unpy1, and, the
Eulerian entropy and entropy flux are expressed in terms of their Lagrangian counterparts
by ¥ = po and Qy = ¢n + povy, yields

— i Ak(2k+1_2k)+Qn<UT)_Qn<UZ) = — i )\k(akﬂ—ak)—i-qn(vr)—qn(VZ). (3322)

This amounts to write Q, — Q. = 7 — q5.
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3.4 Revisiting the node-based conservation condi-
tion and entropy condition in the case of approx-
imate Riemann solvers

The conservation and entropy properties of the generic Finite Volume scheme (3.2.4)
developed in section 3.2.5 rely respectively on the node-based conservation condition
(3.2.22) and the node-based entropy condition (3.2.27). We have shown that these node-
based conditions are sufficient to ensure that the aforementioned Finite Volume scheme
is conservative and satisfies an entropy inequality under the time step condition (3.2.12).
Let us recall that for a generic node p these node-based conditions are written in terms
of the left and right-sided subface fluxes, an ; and F;f for the conservation condition and

also in terms of the left and right-sided subface entropy fluxes @; s and @; s for the entropy
condition, refer respectively to sections 3.2.6 and 3.2.7. The aforementioned left and right
sided subface fluxes and subface entropy fluxes are attached to subface f impinging at p,
and defined through the approximate Riemann solver, W, refer to (3.2.8) and (3.2.17).

3.4.1 Expression of the node-based conditions for a simple Rie-
mann solver

Here, we shall further develop these node-based conservation and entropy conditions in the
particular cases for which W, is a simple approximate Riemann solver. Consequently,
W, consists of m + 1 constant states Uy, for £ = 1...m + 1 separated by m waves of
speeds A, for k=1...m

U1 = Ulf if §< Al,
Wpf(UlvaTfanpf7€an) = Uk if Ak—l < 5 S Ak) k= 27"'7ma
U, =U,p it A, <&
Here, the approximate Riemann solver is attached to the subface f whose unit normal

n,; points towards the cell characterized by the right state U, ;. The self-similar variable

reads ¢ = =225 In what follows, for the sake of simplicity, we shorten the notation of

the Riemann solver into W, ¢(U; ¢, U,¢, §).
Before proceeding any further, let us introduce the following identity which shall be
useful and holds true for any real valued function f

W, (U, Ur ) = 10 et [ LWy (Ui, Uiy, €)) = £(U,)] dE =
(3.4.1)

- i Ay [f(Uk-l-l) - f(Uk)] .
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94 Chapter 3 : Multidimensional Godunov-type Finite Volume scheme: Theory

Its straightforward application to the node-based conservation condition (3.2.22) turns it
into

> lpf{—[limwkﬂ—uk)] +[F<Urf>—F<UZf>]npf}=o, (3.4.2)

fESF(p)

)

Similarly, by virtue of identity (3.4.1) the node-based entropy condition (3.2.27) becomes

> by {— Li Ak (E(Ug1) — E(Uk))l +[Q(U,y) — Q(Uyy)] - npf} <0. (3.4.3)

JESF(p)

Lr

3.4.2 Lagrangian equivalence of the node-based conditions

So far we have written the expressions of the node-based conservation and entropy con-
ditions obtained for a simple Eulerian Riemann solver. These expressions might be fur-
ther simplified employing the fundamental property attached to simple Eulerian and La-
grangian Riemann solvers put in relation through the Lagrange-to-Euler mapping and the
(H;) hypothesis, refer to section 3.3.3. To this end, let us introduce, Wﬁ;gr(Vlf, V1. €L),
the Lagrangian counterpart of the Eulerian simple solver W, ¢(U;¢, U, f,£). The La-
grangian simple Riemann solver writes

Vl = Vlf if fL < )\1,
Wﬁ}zgr(vlf7vrf7€L): Vk if Ak,l SfL <)\k7 ]{;:2’.._7m7

Vm+1 = V'rf if )\m < £L-
Here, the Lagrangian self-similar variable is defined by §; = ** where m is the mass
Lagrangian coordinate defined from the Eulerian coordinate z, ,. The Lagrangian in-
termediate states Vi are connected to the Eulerian intermediate states through the
Lagrange-to-Euler mapping and the Lagrangian wave speeds A, are related to their Eule-
rian counterpart thanks to (H;) hypothesis. Now, with an obvious notation adaptation,
the fundamental relations (3.3.20) for the flux and the entropy flux (3.3.22) turn into

Y A(Up1 = Up) + Fryp — Foy == > Me(Vierr — Vi) + Gy — Gy,
k=1 k=1

— Z Ap(Xpi1 — 2k) + Qny — Qni = — Z Me(Okt1 — k) + Gnr — Guu-
k=1 k=1

Finally, utilizing these identities, the node-based Eulerian conservation and entropy condi-
tions for the Finite Volume scheme boil down to a Lagrangian expression. More precisely,
the Eulerian node-based conservation condition (3.4.2) is equivalent to the Lagrangian

94



3.5 Chapter summary 95

one

> {— Li Ak (Vs — Vk)}

+ Gy — anf,l} — 0. (3.4.4)
fESF(p)

l,r

Similarly the Eulerian node-based entropy condition (3.4.3) is equivalent to the La-
grangian one

> { [Z Ak (0(Vieyr) —U(Vk:))]

+ (V) —a(Vy)] -npf} <0. (34.5)
feSF(p)

lr

The interest of the above formulations is their simplicity as they are expressed only in
terms of Lagrangian fluxes and unknowns. Particularly, for fluid dynamics systems having
a zero entropy flux Lagrangian formulation, refer to remark 3.3.1, the entropy condition
boils down to the node-based condition

> 0. (3.4.6)

l,r

> [Z A (0(Virs) — o(V))

fESF

These Lagrangian formulations of the node-based conservation and entropy conditions
shall be investigated further in the next chapter presenting the application of this original
framework to the gas dynamics system.

3.5 Chapter summary

In this chapter, a general multidimensional Godunov-type Finite Volume scheme for sys-
tems of conservation laws on unstructured grids is constructed. This scheme is developed
in terms of subface flux, F~, and its approximation is accomplished calling upon simple
approximate Riemann solver, entropy stability, conservation and preservation of domain
of definition with an appropriate time step condition.

Following the seminal work of Gallice (2003) and similarly to the previous chapter, we
built an approximate Riemann solver in the Lagrangian framework in the first place. This
strategy is pertinent since the discretization based on subcells have already been devel-
oped in Lagrangian frameworks, such as the works of Maire (2009, 2011); Loubere et al.
(2010). The consistency of the simple Lagrangian solver allows us to recover the classical
expression of the Lagrangian numerical flux. The Lagrangian solver will then serve its
purpose as a building block to build the Eulerian counterpart. The key ingredients are

1. the Lagrange-to-Euler mapping, that allows to express the Lagrangian variable and
flux vectors in terms of the Eulerian ones, and vice versa;

2. hypothesis (H;) and (Hs), that allows to relate the discontinuity velocities in both
the Lagrangian and Eulerian framework;

3. the fundamental relation that demonstrates the equivalence of the Lagrangian and
Eulerian numerical fluxes, such that F* — F~ = G" — G~
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The conservation condition of this subface-based scheme differs from classical scheme
since the fluxes on a face is not unique. Therefore, a node-based sufficient condition
is imposed on each node to ensure conservation of the scheme. This condition requires
that the sum of all the subface flux around a node to sum to zero, i.e. (F*—F~ =0),
in order to retrieve the conservativity and entropy condition of the scheme. This node-
based condition provides a vectorial relation that allows to determine the nodal parameter
v, that is an unknown in the Riemann solver and the numerical fluxes. The node-based
conservation condition also implies that the stencil onto which the scheme operates covers
all cells in contact with the current one leading to a genuinely multidimensional scheme,
hence the name multi-point scheme. Classically, the notion of conservation is obtained
via a two-point flux, that is based upon a fundamental one-dimensional nature.

Now that the theoretical framework of this novel method is presented, in the following
chapter, we will implement this scheme on the gas dynamics equations for a concrete
demonstration.
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This chapter will be a continuity of the previous theoretical one. For a thorough
demonstration, the subface-based Finite Volume method presented in chapter 3 is ap-
plied to the gas dynamics equation, firstly in two-dimensional, followed by the three-
dimensional case.

The node-based conservation condition that takes into account the states and ge-
ometry of the cells surrounding a node then boils down to the Lagrangian nodal solver
in Maire (2009) that allows to compute the nodal velocity. An additional term that
involves this nodal velocity appears in the expression of the numerical flux. The appli-
cation of this formalism to the case of gas dynamics provides a multidimensional Finite
Volume scheme which is positive and entropic under an explicit condition on the time
step. An associated Finite Volume simulation code has been built in multi-dimensions
for unstructured meshes. Parallelization has been accomplished using the MPI library
embedded in PETSc. A large set of 2D/3D numerical experiments show that the pro-
posed solver is less sensitive to spurious instabilities such as the infamous carbuncle,
compared to the classical one. To further improve accuracy, the current scheme has been
extended to second-order in time and space. Lastly, an implicit time-stepping scheme is
also implemented mainly to study steady flows.

Therefore, the aim of this chapter is to:

o Incorporate this original subface-based Finite Volume scheme to the gas dynamics
equations in two- and three-dimensional;

o Develop an implicit time integration scheme for steady flows;

» Validate the numerical scheme on demanding test cases.
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4.1 Application to two-dimensional gas dynamics
equations

In this section, we aim at describing the main building blocks of the original Finite
Volume scheme mentioned in Chapter 3 for discretizing the gas dynamics system onto
unstructured general grids.

4.1.1 Governing equations

The gas dynamics system of conservation laws expresses the conservation of mass, mo-
mentum and total energy and is written under Eulerian representation as follows

ou

— + V. .F(U) =0.

ot (U)
Here, U = U(x,t), where x € RY, is the vector of conservative variables. This vector
writes U = (p, pv, pe)t € RI*2 where p is the mass density, v the velocity vector and e
the specific total energy. The physical flux is described by the (d + 2)x¢ tensor

pv!
FU)=| pvev+pls |,
pevt + pv'

where p denotes the thermodynamic pressure. The specific internal energy is given by
E=e— %VQ. Let n be the specific physical entropy, and 7 = % the specific volume, we make
the fundamental assumption that (7,7) +— &(7,7n) is strictly convex which is equivalent
to assume that (7,¢) — n(7,¢) is strictly concave, refer to Godlewski & Raviart (1996).
We work with the particular entropy, entropy flux pair (X, Q) = (—pn, —pvn) and thus
the gas dynamics system of conservation laws is equipped with the entropy inequality

aaptn + V- (pnv) > 0. (4.1.1)

The thermodynamic closure of this system of conservation laws is ensured by means of
the complete equation of state

Oe Oe
p(rm) ==, 0(rmn) = o (4.1.2)

We make the classical assumption that the absolute temperature is strictly positive:
¢ > 0. By virtue of (4.1.2), writing the differential of £(7,7n) leads to the fundamental
Gibbs relation

0dn =pdr+ de. (4.1.3)
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The convexity of the specific internal energy with respect to the specific volume allows
us to define the isentropic sound speed

a2_ @_325

2 9r oY (4.14)

4.1.2 Description of the one-dimensional Eulerian and La-
grangian systems of conservation laws

Let n be the unit normal to a generic interface along which we shall define Eulerian
and Lagrangian one-dimensional problems in the normal direction and their associated
Riemann solvers and finally construct the numerical approximation of the subfluxes of
our Finite Volume scheme. In what follows, we shall restrict our developments to the
bidimensional space, i.e., d = 2. In this framework, t is the unit vector such that (t,n) is
a direct orthonormal basis attached to the generic interface. The normal and tangential
components of the velocity write respectively v, = v -n and vy = v - t, and, obviously,
v = vyn + vt. The vector of conservative variables and the flux projected onto the
normal direction n write

P fn

U= ||, F,=Fn=]| P'P
Pt PUnVt
pe PUn€ + PUn

Therefore, the one-dimensional Eulerian system associated to the gas dynamics system
in the n direction, where x, = x - n, reads

U OF,(U)
_|_ - -~ 7

o T o O

This system is hyperbolic and admits the four following eigenvalues v, — a, v, with
multiplicity 2 and v, + a, and is equipped with the entropy inequality

opn 0
> (). A
Y + e (pnvn) >0 (4.1.5)

Employing the Lagrange-to-Euler mapping introduced in section 3.3.1 we can derive
the corresponding one-dimensional Lagrangian system

OV 9G,(V)

ot =0, (4.1.6)

where m is the Lagrangian mass coordinate related to the Eulerian coordinate x,. The
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Lagrangian vector of conservative variables and the Lagrangian flux write

T —Up

v=|"] G.=|"7
Vg 0
€ PUn

The Lagrangian system is also hyperbolic and admits the four eigenvalues —2, 0 with
multiplicity 2 and 2. The selection of physically admissible weak solutions is ensured
supplementing this system of conservation laws by the entropy inequality

on

— > 0. 1.
5 20 (4.1.7)

4.1.3 Lagrangian simple Riemann solver

We consider the Lagrangian simple approximate Riemann solver corresponding to the
foregoing one-dimensional Lagrangian gas dynamics system. This approximate Riemann
solver structure mimics the continuous structure of the one-dimensional Lagrangian sys-
tem of conservation laws. It is naturally composed of four states V;, Vi, Vi and V,
separated respectively by discontinuities of speeds —X;, 0 and A, in the (m,t) plane.
Here, \; and )\, are positive real parameters which shall be constrained to ensure the
positivity and entropy stability properties of the Riemann solver following the method-
ology introduced initially in Gallice (2002a, 2003) and revised recently in Chan et al.
(2021). The states components write Vg = (75, Uns, Uts, €5)" and the intermediate states
components Vi = (77,0} ,,vf,, es)" for s = I,r. Assuming (H;) hypothesis is satisfied
yields

N(f—m7) — (v

n,l

Un,l)
0(7" = 77) — (Unr — Una)
vr

— (T = 7)) — (Vnr — n, )

This implies vy . = vy, and we denote vy the common value of the velocity, i.e., v =
vy, = vn;. This shows that (H;) ensures the continuity of kinematic velocity through
the contact waves which is a rather satisfying physical behavior. Finally, the foregoing

system boils down to

0,
0,
0.

(7 = 7) = (v, — vng) =0, (4.1.8a)
)‘7"(7—: - Tr) + U; — Ungy = 0. (418b)

Now, following Chan et al. (2021) we complete the Lagrangian Riemann solver charac-
terization introducing the intermediate fluxes for s = [, r

Gn,s == (_@n,S’pr O’ (pvn)s)t'
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These intermediate fluxes are nothing but the left and right-sided fluxes defined respec-
tively by (3.3.14a) and (3.3.14b). Therefore Gn; = G, and Gy, = G,. satisfy the system

NV =V)+Gpy— Gy =0, (4.1.9a)

“A(V, = V) + Guy — Gy = 0, (4.1.9b)

where Gy, s = Gn(V;) for s = [,r. Combining the first components of (4.1.9a), (4.1.9b)
with (4.1.8a), (4.1.8b) leads to Un; = v} = Un,. On the other hand, we make the
structural assumption that the intermediate total energy flux writes under the form

(pvn), = Py, for s =1,r. (4.1.10)

Gathering these results, we arrive at the following expressions of the intermediate states
and fluxes

* *
Ts ~Up
" _
’U R
Vi=| |, and Gy = Ps , fors=1,r.
(g ’ 0
* = *
68 svn

(Hy) hypothesis and the structural assumption (4.1.10) for the total energy flux allow
us to reduce the number of scalar unknowns to 9, which must satisfy 8 scalar equations
corresponding to the vectorial equations (4.1.9a) and (4.1.9b), that is

N —m) — (v —vny) =0, (T = 7)) + 05 — Uy =0,

)\U;—Un + D, — :O, Arv;_vn,r_ir_ r :()7
() i ; D)+ —m (S)) ( " ) — (B, — pr)

)‘l(vt,l —vgy) = 0, )\T<Ut,r —vg,) = 0,

Aief —er) + pg — pivng = 0, Ar(ey —er) = (P05 — Prvn,) =0

We observe that the tangential velocity is conserved through the left and right disconti-
nuities, i.e., vy o = vy s for s = [, r since A; > 0. It is worth noticing that, the intermediate
normal velocity v} might be viewed as a parameter in terms of which the 8 remaining
unknowns might be expressed.

4.1.3.a Positivity preserving and entropy control of the Lagrangian Riemann
solver

We briefly describe how to ensure that the foregoing simple Lagrangian Riemann solver
ensures not only the positivity of the intermediate specific volume, i.e., 77 > 0, and
internal energy, i.e., €5 > 0, but also the intermediate entropy control, i.e., % —ns > 0,
for s = [,r. For a more detailed presentation of this topic the interested reader might
refer to Chan et al. (2021). First, eliminating the normal velocity increment v} — vy

between the mass/volume equation and the momentum equation of (Ss) yields for s =1, r
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Py —Ds = —AL(77 — 7). (4.1.11)

Further, dot-multiplying the momentum equation of (S;) by 5(v +vn,s), and subtracting
it to the total energy equation provides us the internal energy equation for s =1, r

€:_€S+p5;ps@_%) —0, (4.1.12)

since e} = e} — 3(v},)? — 5(vf,)? for s = I,r and v}, = vy,. Finally, substituting (4.1.11)

into (4.1.12) leads to the expression of the post-discontinuity internal energy for s = [, r
€ =y — po(TF — 7o) + (1 — 7). (4.1.13)

This equation is fundamental since it allows a straightforward derivation of a positivity
condition for those specific internal energies. It also facilitates the study of the entropy
production related to the simple approximate Riemann solver. Equation (4.1.13) shows
that the specific internal energy €% is a convex quadratic function with respect to 77 — 75,
and thus it is always greater than its minimum value

p?

*
€. > Eg — .
__ ~Ss 2)\3

Therefore, the specific internal energy €% is positive provided that the wave speed A,
satisfies the condition

Ds
As > )
T W/2¢,
This condition has been already proposed in Vilar et al. (2016). Moreover, noticing that
for a convex equation of state, i.e., 7 — p(7,n) strictly convex, there holds i—; > %,
see Menikoff & B.J.Plohr (1989), the foregoing positivity condition turns into
Qs
As > —, fors=1r. (4.1.14)

Ts

The positivity conditions of the specific volumes are readily obtained written under the
form ) .
N > _M, and \, > Un 7 Unr

Tl Tr
It appears that these conditions are parameterized by the normal velocity v;. We are
then able to gather the positivity conditions of specific internal energy and specific volume

into the global conditions

A} > max (al, —Un_vn’l) , and )\, > max <ar7 vn—vm) . (4.1.15)
T

T T Ty
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4.1 Application to two-dimensional gas dynamics equations 103

Finally, we address the entropy control of the Lagrangian approximate Riemann solver.
Decomposing the specific internal energy variation €% — ¢, across the discontinuities into
an isentropic process followed by an isochoric one, we are able to express the entropy
production in terms of the specific volume variation 77 — 7,. The study of this entropy
production term from Chan et al. (2021) shows that specific entropy increases across the
discontinuity, i.e., nf —ns > 0 provided that the wave speed satisfies the condition

/\g Z CL2 (?27 778)
T

for all 74 € (75, 7)), fors=1,r. (4.1.16)

s

We note that this condition has been also derived in the framework of relaxation scheme
utilizing a relatively cumbersome approach, refer to Bouchut (2004).

4.1.3.b Consistency of the Lagrangian Riemann solver with its underlying
conservation law

Let us investigate the consistency of the simple Lagrangian Riemann solver with the

one-dimensional conservation law (4.1.6), refer to section 3.3.3.b. To this end, we sum

relations (4.1.9a) and (4.1.9b) characterizing the intermediate fluxes Gn;, Gn, and we

get

Gu,r— Gu =NV =V) = \(V, = V) + Gy, — Gy, (4.1.17)

On the other hand, utilizing the expression of the components of G, and G,,; we arrive
at

0

— — 1

Gny = Gny =0, =1 | (4.1.18)

Un
Now, we address the consistency of the simple Lagrangian Riemann solver with its un-
derlying conservation law by studying the solutions of Gy, — Gn; = 0. To this end, we

compute the difference p, — P, summing the second equations of (S;) and (S,)

_ _ )\lvnl + Arvn T (pr - pl)
- =N+ AN)un — : — — . 4.1.19
yZ b ( l+ ) {/Un [ )\l i >\r >\r i )\l ( )
This equation incites us to introduce the normal velocity
o )\lvn,l + )\rvn,r N (pr‘ - pl) (4 1 20)

Un N A Mt

which is nothing but the normal velocity of the classical Godunov acoustic solver, refer
for instance to Toro (1999). Bearing this in mind, we claim that

o If v = Uy, then the simple Lagrangian Riemann solver is consistent with its un-
derlying conservation law. Thus, the simple Lagrangian Riemann solver induces a
classical conservative Godunov-type Finite Volume scheme.
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o If v} # Uy, then the simple Lagrangian Riemann solver is not consistent with its
underlying conservation law and thus does not induce a conservative Godunov-type
Finite Volume scheme.

In what follows, we investigate further the second case for which in general v} # 7, and
we shall demonstrate how to retrieve a global conservation property for the Finite Volume
scheme by means of the node-based conservation conditions introduced in section 3.4.

4.1.4 The nodal solver

4.1.4.a Expression of the node-based conservation condition

We have seen in section 3.4, that the global conservation of the Finite Volume scheme
is ensured provided that the Lagrangian node-based condition (3.4.4) is satisfied. This
condition reads

Z lpf {_ li Ak (Vk:+1 - Vk)

+ anfﬂ" o anfvl} =0.
feSF(p)

lr

We are going to develop it in the case of gas dynamics using the properties of the simple
Lagrangian Riemann solver constructed previously. First, we express the generic term
between curly brackets at the left-hand side of the foregoing conservation condition with
an obvious notation adaptation

- Z )\k (VkJrl - Vk)] + anf,r - anf,l = )\I(V; - Vl) - )\T(VT' - V:) + Gn,r - Gn,l7
k=1 lr

(4.1.21)
Here, the left and the right states correspond respectively to the cells ¢ and d since the
unit normal n,,¢ is pointing from cell ¢ towards cell d. The right-hand side of the foregoing
equation coincides precisely with the right-hand side of (4.1.17) which has been derived for
studying the consistency of the simple Lagrangian solver with its underlying conservation
laws. Thus, by virtue of (4.1.17) and (4.1.18), equation (4.1.21) turns successively into

- Z )‘k (Vk+1 - Vk) + anf,r - anf,l :én,r - én,l
k=1 Lr

0 0

L 1 _ _ 1

=P, — D) ol ™ (prf _plf) 0

(% (%

*
n pf

We observe that the last line has been written using once more an obvious notation
adaptation. Namely, p,, and p;; denote the left and the right-sided interfacial pressures

attached to subface f. Finally, we arrive at the conclusion that our Finite Volume scheme
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is conservative provided that the following node-based condition is satisfied

0
- 1

S by —mp)| o | =0 (4.1.22)
feSF(p) o
nyf

Realizing that the second and third components of the foregoing vector correspond to
n,s, then condition (4.1.22) implies

> lo(Bry — Pip)npy = 0. (4.1.23)
fESF(p)

We observe that v;p PRt still an unknown parameter attached to each subface impinging
at node p. Thus, the number of unknown parameters at node p is much greater than the
number of equations given by the conservation condition (4.1.22). Therefore, to close this
system of equations, we assume that the parameter U;pf is the projection of the unknown
nodal vector v, onto the unit normal n,, that is

Un,, = Vp Dy (4.1.24)
This fundamental assumption drastically reduces the number of unknowns to the vectorial
unknown v,,, which can be interpreted as an approximation of the nodal velocity. With
this assumption the conservation condition (4.1.23) is equivalent to the conservation
condition (4.1.22). Thanks to (4.1.19) and (4.1.20) we are able to express the interface
pressures difference into the node-based conservation which becomes

Z lpf()‘lf + )‘Tf)(vp Ny — Wnpf)npf =0,
feSF(p)

where Ty, ¢ is obtained from (4.1.20) with obvious notation adaptation

AiUngpt + ArgUn, e Drp — iy
)\lf+/\rf )\lf_{—)\rf'

@npf =

Finally, the node-based conservation condition (4.1.23) boils down to the system

Yo b+ M) @mpp)vy = 3 (i + Aig) O, Dy (4.1.25)
fesF(p) fesF(p)

This system always admits a unique solution which provides an approximation of the
nodal velocity v,,. It is thus called a nodal solver. We point out that the foregoing system
has been already obtained when constructing a cell-centered Finite Volume discretization
of multidimensional Lagrangian hydrodynamics, refer to Maire (2009). It has been also
retrieved in Shen et al. (2014) for designing a Finite Volume scheme for Eulerian gas
dynamics. It has thus the same properties, for instance the one-dimensional planar or
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106 Chapter 4 : Multidimensional Godunov-type Finite Volume scheme: Applications

radial flows that are aligned with Cartesian or polar grids are preserved.

4.1.4.b Expression of the node-based entropy condition

Gathering the foregoing results, we are now in position to express what has become the
nodal-based entropy condition (3.4.6). With the present simple Lagrangian Riemann
solver the left-hand side of (3.4.6) writes

D by ZAk (Vig) —o(Vi))| = X Ly N —m) + (0 = n0)],,

fESF(p) Lr  feSF(p)

Here, we have use ¢ = —n, where 7 is the physical concave entropy. Consequently the
node-based entropy condition for our Finite Volume scheme turns into

S b O —m) + MO =), > 0, (4.1.26)
feSF(p)

which is satisfied provided that the simple Lagrangian Riemann solver is entropy stable,
refer to condition (4.1.16). This inequality might be satisfied relatively simply by utilizing
a classically tuning of the wave speeds of the Riemann solver similarly to what has been
undertaken in the one-dimensional framework, refer to Chan et al. (2021).

4.1.5 Corresponding Eulerian simple Riemann solver

Relying on hypothesis (H;) we can deduce the Eulerian wave speeds A;, Ag and A, from
their Lagrangian counterparts setting

Al :Un,l — )\ﬂ'l = U; — )\lTl*,
A() :U:l,
A =05 + N7 = Uny + AT

It is clear that the Eulerian wave speeds are ordered, i.e. A; < Ag < A, provided that the
Lagrangian approximate Riemann solver is positivity preserving, ¢.e., 7 > 0. This holds
true granted that the Lagrangian wave speeds satisfy (4.1.15). Bearing this in mind,
we are able to deduce the Eulerian approximate Riemann solver from its Lagrangian
counterpart as follows

U, if <A,

WE<U1,U,.,%): Ur = U(Vy) %f Ay < <A,
Ur=U(Vy) if Ag< <A,

U, if A, <

Here, V — U(V) is the Lagrange-to-Euler mapping introduced in section 3.3 which
allows us to define straightforwardly the intermediate states of the simple Eulerian solver
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from its Lagrangian counterpart. Consequently, the Fulerian intermediate states read
Ul = (p5, pivs, pivi s, phes)t knowing that pf = (77)~" for s = [,7. We observe that the
Eulerian approximate Riemann solver is also parameterized by the normal star-velocity.
More importantly, by construction, the Eulerian approximate Riemann solver has the
same properties as its Lagrangian counterpart, i.e., it preserves the positivity of mass
density, specific energy and ensures entropy increase under specific conditions on the
Lagrangian wave speeds, refer to (4.1.16).

4.1.6 Summary and algorithm of the Eulerian multidimensional
Finite Volume scheme

We recall that the multidimensional Finite Volume scheme writes

n+1 n inl
Ut - U+ | Z > lperFper =0,
pEP(c) fESF(pe)

where F,.; is the left-sided flux with respect to the subface f and the unit outward normal
n,.r. The left-sided flux (3.3.7) for a simple Eulerian Riemann solver is obtained by

chf = F;pcf = ancf [Z A Uk+1 — Uk)‘| . (4127)
c,d

On the other hand, the right-sided flux writes

szcf =Fy,,(U [Z A Uk+1 - Uk)] - (4.1.28)
c,d

Taking the arithmetic average of the left and the right-sides fluxes allows us to define the
averaged flux on the subface f

= 1 1 | &
Fu,.; = 5 [Faye (Ue) + Fa,, (Ua)] - 3 lz Akl(Uppr — Uk)] . (4.1.29)
k=1 cd

)

This would be the numerical flux for a classical face-based Finite Volume method.

Now, recalling that the difference between the right and left-sided Eulerian flux co-
incides with the difference between the right and the left-sided Lagrangian fluxes leads
to

F:lrpcf — F;pcf :CIM — C;pc,u thanks to (3.3.21)
0
1

=Dd(e,) — Pe(a,s)) 0

Vp " Npef
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Finally, combining the foregoing equation with (4.1.29) we arrive at

— 1 1 &
ey =5 [Py (U0) + P, (U)] = lz AR (Upss — Uk)] (4.1.30)
k=1 c,d
0
1 _ 1
—5Aetan) + Adcep) Vo My = Tn| |
Vp * Dpcy

This explicit expression of the numerical flux shows that in the case v, - ny; = Un,,,
we retrieve the classical conservative face-based Finite Volume scheme. Moreover, the
foregoing expression shall be useful to construct the time implicit discretization.

The algorithm starts from the data of U"=° at initial time index n = 0 for all cell
index ¢ and from the data for the boundary conditions. We execute the following steps
successively until tgn. = t"*! is reached:

— In. Data U} for all cell ¢, fixed mesh w.

1. Nodal solver: Compute nodal velocity v, for all vertices.

a.

b
b.
c

FEvaluate the initial nodal velocity vy,.

. Bvaluate A; and A, with (4.1.15)).

FEvaluate the right-hand side and matriz then solve the system (4.1.25).

. Iterate in the fized-point loop to obtain the nodal velocity v,. Note that

the fixed-point iteration is due to the non-linearity in the nodal solver in
order to ensure positivity of the specific volume.

3. Riemann problem: Compute the subface fluxes F,.; for any subface.

a.
b.

d.

Evaluate the intermediate wave speed Ay = v, - .

Evaluate A; and A, with (4.1.15) such as Aj = vy — N7 = v — N7} and
Ay =y + AT =05 — AT

FEvaluate the intermediate states. using the Lagrangian Riemann solver in
section 4.1.3.

Compute the subface fluzes Fep with (4.1.30).

4. Compute the final face flux.
5. Evaluate At.
6. Update U using (3.2.4).

~ Out. Data U™ for all cell c.

4.1.7 Extension to second-order of accuracy

The numerical schemes are extended to a nominal second-order of accuracy by means
of monotonic piecewise-linear limited polynomial reconstruction and Runge-Kutta time-

discretization.
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Time discretization We employ the classical second-order explicit Runge-Kutta
scheme (RK2) with two stages, see Gottlieb & Shu (1998). Let us rewrite equation (3.2.4)
under the following operator form to introduce some notations:

U™t = U" + At F(U™, ). (4.1.31)
The RK2 method then rewrites as
ougn = AtF(U" "),
oun At
sunti/2 AtF U™ + g A+ 2) : (4.1.32)
Un+1 = Ur+ 5Un+1/2.

Space discretization We rely on the classical cell-centered piece-wise linear polyno-
mial reconstruction technique, see Diot (2002) whose coefficients are computed with a
least-square procedure and further associated to a limiting function (slope limiter). The
limited reconstruction within each cell ¢ is made for each primitive variable (p, u,v, P):

W, (2) = W, + ¢V VW, - (x — x.), (4.1.33)

OW OW
ox’ Oy
dient in cell ¢, ¥ the limiting function and x, = (., y.)! the cell centroid. To estimate
the components of the gradient, we start by writing the second-order Taylor expansion
of w in cell ¢ :

t
where W, is the known cell average value, VW, = < > is the estimated gra-

oW
~ Wc + W(CL’ — .ZUC>

oW
+ == = ve)-

W(:E — Ty Y — yc) ay

(4.1.34)
We will choose the partial derivatives in the expansion to minimize the reconstruction
error on smooth solutions in a least-square sense over a large enough set of neighbor
cells, called the reconstruction stencil. The considered neighbors are the ones sharing at
least one vertex with cell ¢, assume we order them with subscript £ = 1,..., K. The
set of neighbor cells is denoted by KC(c). The resulting least squares problem yields an
over-determined system with a rectangular K x 2 matrix £:

109
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E@l — Z¢) E@l Ye) W, - W, ]
i<xk - IC) i(yk - yc) VW, = | W, — W, |, (4.1.35)
Br Br :
1 1 L Wy — W, |

I 67K<IK — Zc) Bf(yK —Ye) ] ooy
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B is a weight based on the distance between neighbor cell k and ¢: 8, = |x), — z.|°, with
6 = 2. To solve (4.1.35) we use a QR factorization method to obtain the pseudo-inverse
of matrix £, giving the gradient approximation.

Slope limiter The limiting function implemented is the one introduced by Venkatakr-
ishnan (1995) which is a smooth alternative to the Barth & Jespersen (1989) . The goal
is to prevent the formation of local extrema. The scheme consists of finding a value
0< QSXV < 1 in each control-volume that limits the gradient of the second-order recon-
struction of the solution. The maximum allowable value of ¢y, for each neighbor cells
k € K(c) and for one component w of W is expressed as

w (AL 4 +2A A,
F AL 4 2A7 + AAL H 22

(4.1.36)

where 2 = (K/.)? with the adjustable parameter K = 2 and the characteristics length
for the control volume I, = 2y/|w.|/m and A_ = w, — w;. For the case A_ > 0, A, =
w

yields ¢¥ = minkelc(c)(gbz‘jk).

X — w,, with w™ = maxgei() (W, we), and for the case where A_ < 0, A, =
w™ — w,, with w
In the following section, the schemes will be named as such:

min

C
h W = mingex(e) (W, we). Lastly, the limiter in each control volume

o Eul-0 multi-point scheme: 1st order subface-based scheme;
e Eul-1 multi-point scheme: 2nd order subface-based scheme;
e Eul-0 two-point scheme: 1st order classical face-based scheme;

e Eul-1 two-point scheme: 2nd order classical face-based scheme;

4.1.8 Two-dimensional numerical validation

In this section, we run an extensive numerical test case campaign to demonstrate the
performance of both the first-order explicit two-point and multi-point schemes. These
test cases are ran on various types of grids that can be made of triangular, quadrangular
and polygonal cells. The C'F'L number is set to 0.5 for all cases. For all the test cases
the triangular meshes are obtained employing the open source mesh generator Gmsh,
refer to Geuzaine & Remacle (2009), the structured quadrangular meshes are directly
computed by the Finite Volume code and the polygonal grids result from of an in-house
mesher based on Voronoi tessellation Loubere et al. (2010).

Modified sod shock tube We start with the modified Sod shock tube as a sanity
check. This test case is similar to the one presented in the chapter for the one-dimensional
scheme. The simulation is done on a domain of Q = [0,1] x [0,1] on N = 100 x 100
quadrilateral cells and the interface located at = 0.3. The initial set up reads

(p7 u,v,p)l = (1707757071> ) (p7uuvap)r = (01257070701) ) tfinal =0.2.
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4.1 Application to two-dimensional gas dynamics equations 111

A piston boundary condition is imposed on the left with uv* = u; = 0.75, u* = 0 is imposed
on the right and outflow conditions on the top and bottom, and we run the simulation
with the first-order numerical scheme. This test case once again ensures that the sonic
glitch in the rarefaction wave is absent. Figure 4.1 is a comparison of both two-point
(red cross) and multi-point schemes (blue circle) with the Roe solver with and without
entropy fix (purple diamond and green square respectively). The results show that the
sonic glitch is correctly captured by both two-point and multi-point scheme.
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Figure 4.1: Modified Sod shock tube — Comparison of numerical solution of both two-point (red cross)
and multi-point schemes (blue circle) on N = 100 x 100 quadrilateral cells with the Roe Riemann solver
with (purple diamond) and without entropy fix(gree square).

Radial Sod shock tube We then run a second sanity check on the cylindrical Sod
shock tube problem in order to assess the ability of the scheme to capture simple but
non-aligned cylindrical waves without deforming them nor producing spurious oscilla-
tions. The initial conditions for velocity component are u,v = 0 everywhere, while
density and pressure are (pg,pn) = (1, 1) for the central region r = y/2? + y? < 0.5 and
(pr,pr) = (0.125,0.1) elsewhere. The computational domain is set to = [0;1] x [0; 1]
with symmetry boundary conditions on z = 0 and y = 0, and outflow boundary condi-
tions otherwise. The final time is set to tg,y = 0.2 with a CFL = 0.5. This flow can
be computed also as a one-dimensional Riemann problem in the radial coordinate (see
Toro (1999)) and our reference solution is computed using a MUSCL TVD scheme with
25000 quadrilateral cells. We run this test case on both two-point and multi-point solver.
Figure 4.2 shows the scatter plot of the numerical density and internal energy of both the
solver on 40000 quadrilateral cells. Figures (a) and (b) are comparison of the first-order
two-point solver and the first-order multi-point solver with the reference solution and
figures (c¢) and (d) are comparison of the second-order two-point solver and the second-
order multi-point solver with the reference solution. The scatter plots demonstrate the
efficiency of the scheme to handle cylindrical flow without any loss of symmetry. The
same simulation is then done on 41404 triangular cells and the comparison of the nu-
merical density for the different schemes are illustrated in figure 4.3, such that figure (a)
is the Eul-0 two-point and multi-point scheme whereas figure (b) is the results of Eul-1
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112 Chapter 4 : Multidimensional Godunov-type Finite Volume scheme: Applications

two-point and multi-point scheme. The L! and L? errors for the density p at final time
t; = 0.2 are given in table 4.1 for all the computations — First (Eul-0) and second (Eul-
1) order for both two-point and multi-point scheme on 40000 quadrilateral and 41404
triangular cells. The errors are of the same order.

We also make use of this test case to compare the efficiency of both two-point and multi-
point schemes in first and second order. To do so, the scheme is decomposed to few main
blocks, and we analyze the CPU time taken in each step. Table 4.2 is the analysis for
the two-point scheme, showing the total CPU time, number of iterations, and the CPU-
decomposition for different steps, starting from the initialization, time step computation,
second-order reconstruction with its limiter, numerical flux and the march equation. The
efficiency of the scheme is then given by calculating the time taken for each iteration
and each degree of liberty, such as eff[u/iter/cell] = CPUtime/(Niter X Ngof) x 1.0E06.

Similar analysis is done for the multi-point scheme as shown in table 4.3, this time
involving an extra block for the computation of the nodal velocity.
2D cylindrical explosion problem - L' and L? error for p
Two-point scheme Multi-point scheme
L' error L? error L' error L? error
S | quad | 1.937E — 01 | 2.544F — 01 | 1.954F — 01 | 2.567E — 01
S tri | 2.261E — 01 | 2.628E — 01 | 2.270E — 01 | 2.614E — 01
T | quad | 1.669F — 01 | 1.824E — 01 | 1.678FE — 01 | 1.849F — 01
S tri | 7.673E — 03 | 1.366E — 02 | 1.504E — 02 | 2.297E — 02

Table 4.1: 2D cylindrical explosion problem — L' and L? norm errors on the density p at t; = 0.2 —
FEul-0 and Eul-1 two-point scheme on 40000 quadrilateral and 41404 triangular cells and Eul-0 and Eul-1
multi-point scheme on 40000 quadrilateral and 41404 triangular cells.

Two-point scheme

CPU Time per iteration]s] (CPU decomposition [%]) .
Order ti[rsrlle N. Iter | Init. Time P1 Liniter | Residual it []fllﬁféf/ncgl}lf]
step recon. States RS
DR REEEEREE
R EERERERGE

Table 4.2: 2D cylindrical explosion problem — CPU time decomposition for the first order (Eul-0) and
second order (Eul-1) two-point scheme with 40000 quadrilateral cells.

Slip line preservation This is a quick test case to validate the preservation of slip
line at y = 0 for both two-point and multi-point schemes. The simulation is done on a
domain of Q = [0, 1] x [-0.5,0.5] on 100 x 100 quadrilateral cells and the interface located
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Figure 4.2: 2D cylindrical explosion problem — Comparison of numerical solution on 40000 quadrilateral
cells with the reference solution (black line)— (a) Numerical density of Eul-0 Two-point solver (red square)
and Eul-0 Multi-point solver (blue circle) — (b) Numerical internal energy of Eul-0 Two-point solver (red
square) and Eul-0 Multi-point solver (blue circle) — (¢) Numerical density of Eul-1 Two-point solver (red
square) and Eul-1 Multi-point solver (blue circle) — (d) Numerical internal-energy of Eul-1 Two-point
solver (red square) and Eul-1 Multi-point solver (blue circle).

at y = 0. The initial set up reads

(p,u,v,p); = (1,—-1,0,10) , for @ =10,1] x [-0.5,0] ,
(p,u,v,p); = (10,1,0,10) , for Q =[0,1] x [0,0.5]
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Figure 4.3: 2D cylindrical explosion problem — Comparison of numerical solution on 41404 triangular
cells with the reference solution (black line)— (a) Numerical density of Eul-0 Two-point solver (red square)
and Eul-0 Multi-point solver (blue circle) — (b) Numerical internal energy of Eul-1 Two-point solver (red
square) and Eul-1 Multi-point solver (blue circle).

Multi-point scheme

Time per iteration[s] (CPU decomposition [%)])

CPU .
. N. ‘ Nodal solver Residual e
Order time Time P1 [ms/iter/
5] Iter Nodal Limiter yrtl cell]
step States Dukowicz X recon. States RS
velocity
1.765s 0.066s 0.023s 0.066s 0.043s  0.021s 0.002s
1 176.51s 829 - - 5.14
. (1%) (26%) (11%) (31%) (20%) (10%) (1%)
3.913s 0.107s 0.027s 0.148s 0.088s 0.019s 0.046s 0.019s 0.005s 11184

2 391.28s 845 (1%)  (23%) (6%) (32%) (19%) (4%) (10%) (4%) (1%)

Table 4.3: 2D cylindrical explosion problem —CPU time decomposition for the first order (Eul-0) and
second order (Eul-1) multi-point scheme with 40000 quadrilateral cells.

A wall boundary condition is imposed on y = —0.5 and y = 0.5 and a periodic boundary
condition on x = 0 and x = 1 is imposed. We compare the results of the two-point and
multi-point scheme with the numerical solution of the HLL solver since the HLL solver
is known to not take into account the contact discontinuities. Figure 4.4(a) shows the
density and 4.4(b) the velocity at y = 0. The results show that the slip line is correctly
preserved for both two-point and multi-point scheme contrary to the one of the HLL

solver.

Isentropic vortex in motion The isentropic vortex problem from Shu (1997) tests the
accuracy of numerical methods since an exact, smooth and analytic solution exists. The
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Figure 4.4: Slip line preservation — Comparison of numerical solution for density and velocity at y = 0
-axis on 100 x 100 quadrilateral cells compared with the exact solution (black line) and the Lo error for
the 1%* and 2"? order schemes for both two-point and multi-point scheme.

computational domain is set to Q = [-5,5] x [—5,5]. The ambient flow is characterized
by poo = 1.0, s = 1.0, vo = 1.0, woe = 1.0 and py, = 1.0, with a normalized ambient
temperature 7% = 1.0. At the initial time ¢ = 0, onto this ambient flow is superimposed
a vortex centered at (0,0) with the following state: u = us + du, v = vy + v, T* =
T + 0T*, where the increments are given by

1 — 2 1 — 2 —1)52
§u:—y’2€TeXp< 2T>, 5v:x’2iexp< 2T>, 5T*:—Wexp(l—r2),

with 7 = /22 + y?. The so-called strength of the vortex is set to 8 = 5.0 and the initial
density is given by p = ps (T*/ Tjo)ﬁ Periodic boundary conditions are prescribed. At
final time ¢t = 5, = 1 the vortex is back to its original position and the final solution
matches the initial one. Because the solution is smooth, it should be simulated with
optimal high accuracy, in other words the limiting/stabilization procedure employed in
the scheme should not have any effect. We run the isentropic vortex test case with first
order (Eul-0) and second order extension (Eul-1) for both two-point scheme and multi-
point scheme on quadrilateral cells going from 25 x 25, 50 x 50, 100 x 100, 200 x 200 and
400 x 400. The density at t i, = 10 is given in figure 4.5. The results of the convergence
analysis for both two-point scheme and multi-point scheme and are displayed in table 4.4
and shows that the expected rate of convergence is reached. The lower precision of the
multi-point scheme observed is due to the numerical dissipation of the numerical scheme.

Odd-even decoupling The odd-even decoupling problem is a difficult simulation for
certain numerical schemes. Quirk (1994) proposed this so-called odd-even decoupling test,
where one simulates the propagation of a planar shock but on a perturbed Cartesian mesh
for which only the center line is slightly shifted. The computational domain is defined by
2 =0,800] x [0,20] with a Cartesian uniform structured mesh with Az = Ay = 1, with
I = 800 cells in z-direction, J = 20 in y-direction. A cell is then labelled with ¢, j indices
as usual for Cartesian mesh. The center-line, at y = 10, coincides with the jy labeled line
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2D Isentropic Vortex in motion - Rate of convergence
Two-point scheme Multi-point scheme
N L? error L? order L? error L? order
25 x 25 | 3.2265F — 03 - 2.3836F — 03 -
< | 950 x50 | 1.5660E — 03 1.04 1.1269F — 03 1.08
=1 100 x 100 | 7.8289F — 04 1.00 5.5048 E — 04 1.03
1200 x 200 | 3.9078E — 04 1.00 27316 — 04 1.01
400 x 400 | 1.9656F — 04 0.99 1.3518FE — 04 1.01
25 x 25 | 1.2312E — 05 - 3.2875FE — 05 -
—~ | 90 x50 |2.9202E — 06 2.07 1.9563F — 06 1.79
2| 100 x 100 | 6.9651F — 07 2.07 2.8055F — 06 1.75
=1200 x 200 | 1.7560E — 07 1.98 7.7364EF — 07 1.86
400 x 400 | 4.2756 E — 08 2.04 2.0124F — 07 1.95

Table 4.4: Isentropic vortex in motion — L? norm errors on density p between the numerical solution
and the exact solution of the isentropic vortex in motion problem at tf;,4; = 10 on quadrilateral cells.

Density p
.2 Frror
9
N

10~k

—— Two-point solver - EUL-0 |
—=— Two-point solver - EUL-1

—e— Multi-poi
—+— Multi-point. solver - RUL

1077

: X
T 10" Tx 107

Mesh spacing Az

(b) Ly error.

Position

(a) Density cut through x-axis.

Figure 4.5: Isentropic vortex in motion — Numerical solution for density cut through the x-axis on
100 x 100 quadrilateral cells compared with the exact solution (black line) and the Lo error for the 15¢
and 2% order schemes for both two-point and multi-point scheme.

of mesh with j, = 10. The perturbation of amplitude 10~° is alternating as follows for
line 7jo:
Tijo <— Ti

Vi — g+ (= 1) 1075, (4.1.37)

The shock wave is traveling from left to right with a Mach number of Ma = 6, the initial
domain is filled with a diatomic gas with (p°,u° 0% p° v) = (1,0,0,1,1.4). The left side
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inflow values are determined using the Rankine-Hugoniot relations:

Us = Maﬁ?
 (y+1)Me?
Poo = vy—1)Ma?+2’
2(Ma? —1)
Usy =

O D)Ma?
2yMa* — (v — 1)

(v+1)

Poo

Y

The left Boundary Condition (BC) corresponds to inflow boundary, top and bottom
are wall-type BCs while the right one is left open. Obviously the exact solution is a
vertical Ma = 6 shock wave traveling at speed ug. The instability reveals itself through
symmetry perturbation of the shock wave as it travels along the duct. A sensible measure
of this perturbation, see Rodionov (2017), consists in computing the deviation gy of the
numerical solution:

. 1
€0 = H%E}qui,j —pil),  with  p; = 7 > pij (4.1.38)
I, ‘:1

The density color maps at the stopping time are displayed in figure 4.6 respectively for
the two-point (left) and the multi-point (right) schemes. The density contours have
been plotted using 20 isolines in the range [1.4,7.3]. The development of the odd-even
instability is clear for the two-point scheme whereas it seems to be absent for the multi-
point scheme. In figure 4.7 one displays the plot of ¢4 as a function of the distance
traveled by the shock wave, X(t) = ust, for the two-point scheme (red curve) and the
multi-point one (blue curve). The presence of the instability can be quantified with the
plot of 9. We observe a fast increase up to g > 1 = Az for the two-point scheme, while
the multi-point scheme value remains consistently at the order 107* < Az.

I

Density Density
1.4e+00 2 25 3 35 4 45 5 55 6 65 7 7.5e+00 14e+00 2 25 3 35 4 45 5 55 6 65 7 7.5e+00

20

(a) Two-point scheme. (b) Multi-point scheme

Figure 4.6: Odd-even decoupling — Density contour of odd-even decoupling test case.

A more demanding version of the odd-even decoupling problem has been proposed
by Rodionov (2017) by changing the seed of the instability. Here, we simulate the prop-
agation of the same shock wave. However a small perturbation of the form

JATZ'OJ' = xio,j + 10_4(2Cj — 1)
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Figure 4.7: Odd-even decoupling — Comparison of solution deviation.

is introduced in the transverse grid line iy = 10, where ¢; € [0, 1] are random numbers.
The y size of the domain is increased so that J = 50 and one maintains Az = Ay = 1.
The upper and lower BCs are periodic ones. The results are displayed as previously
for the odd-even decoupling case. The instability is much more pronounced with higher
frequency for the two-point scheme. Contrarily the multi-point scheme does not present
such an amplification of the initial perturbations, see figure 4.8. This is also observed on
the g curves, refer to figure 4.9.
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(a) Two-point scheme. (b) Multi-point scheme.

Figure 4.8: Modified odd-even decoupling — Density contour of modified odd-even decoupling test
case.

Hypersonic flow over half cylinder The hypersonic flow over a half cylinder test
case is a well-documented test case to challenge numerical methods. In particular for
this flow some schemes may develop the infamous carbuncle phenomena when classical
face-based Finite Volume upwind schemes are employed. Instead of having a smooth
bow shock profile upstream of the half cylinder, the carbuncle failing features a pair of
oblique shock ahead of the stagnation region, compromising the overall flow predictions
around the cylinder, refer for instance to Peery & Imlay (1988); Gaitonde (1992); Pandolfi
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Figure 4.9: Modified odd-even decoupling — Comparison of the solution deviations &g.

& D’Ambrosio (2001) just to cite few references. Here, following Rodionov (2017), we
simulate an inviscid flow at Mach Ma = 20 around a half cylinder blunt body subject
to a incoming hypersonic flow characterized by (po,uo, vo,po,v) = (1, Ma,/7,0,1,1.4).
The steady-state resulting flow is simulated by means of an explicit time marching pro-
cedure, that is, the simulation ends when the residual is 6 orders of magnitude smaller
than its initial value. The computational domain covers a large enough domain which
contains half of a cylinder centered at the origin with a radius R = 1, and a left incoming
hypersonic flow. At the cylinder surface a wall-type boundary condition is considered,
while bottom/upper boundary conditions are free outflow and inflow condition at the
left boundary. Three types grid are tested to assess the robustness of our unstructured
Finite Volume multi-point scheme: a triangular grid is composed of 5671 unstructured
triangles, a quadrangular one made of 5000 structured quadrangles, and, a polygonal grid
with 5632 unstructured polygons.

Firstly, this test case is ran with the two-point scheme over the triangular grid, and,
as can be observed in figure 4.10(a) the carbuncle instability clearly develops. On the
contrary, such instability does not develop with the multi-point scheme over the triangu-
lar, quadrangular and polygonal grids, refer respectively to figures 4.10(b), 4.11(a) and
4.11(b). A quantitative comparison of these numerical results can be achieved by plot-

ting the pressure coefficient, C), = f;)p;’z , at the wall with respect to the angular position.
2 0

The numerical C), is then compared to the approximate analytical value coming from the
Newtonian theory, see Anderson (2006). The pressure coefficient, C,,, computed by the
multi-point scheme matches the Newtonian theory for angles below 40°, while the two-
point scheme results are polluted by the carbuncle effect, refer to figure 4.12(a). A rather
good convergence is observed for the multi-point scheme in figure 4.12(b) for successively
refined structured grids made of 25 x 50, 50 x 100 and 100 x 200 quadrangular cells.
We pursue our numerical study comparing both two-point and multi-point schemes
over the same polygonal grid for the half cylinder test case. It is worth mentioning
that the polygonal grid results from a Voronoi tessellation. For this particular grid, a
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(a)Triangular grid, two-point scheme. (b) Triangular grid, multi-point scheme.

Figure 4.10: Hypersonic flow over half cylinder — Density maps over triangular grids for both
two-point and multi-point schemes with 20 isolines over the interval [1,6.2].

generic polygonal cell has exactly the same number of face-based or vertex-based neigh-
bors. This implies, that the two-point Finite Volume scheme and the multi-point Finite
Volume scheme share the very same stencil. The density map obtained with both schemes
(top/bottom panels: two/multi-point schemes) over the polygonal grid under consider-
ation is displayed in figure 4.13. 20 isolines ranging from p = 1 to p = 6.2 are plotted.
Although the two-point scheme does not exhibit large spurious spike as the one observed
in figure 4.14(a) , the isolines exhibit emerging instabilities behind the shock, see also the
3D view in figure 4.14. This test case demonstrates that the multi-point solver does not
generate any carbuncle-like instability on any type of grid. As such one has to be careful
when praising the low-dissipation property of a solver such as the two-point one.

Sedov blast wave problem The Sedov test case is a point explosion problem for which
an exact solution can be derived, refer to Sedov (1959). In the case of two-dimensional pla-
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Figure 4.11: Hypersonic flow over half cylinder — Density maps over quadrangular and polygonal grids
for both multi-point scheme with 20 isolines over the interval [1,6.2].
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Figure 4.12: Hypersonic flow over half cylinder — Various plots of the pressure coefficient C), at the
wall with respect to the angular position employing the foregoing grids.

nar geometry, the problem consists of a cylindrical explosion generating a diverging shock
wave. The computational domain 2 = [—1.2,1.2] x [-1.2,1.2] is initially filled with a per-
fect gas at rest characterized by the initial conditions (p°,u°, %, p% ) = (1,0,0,107%, ).
The point explosion is initiated by an energy deposition in the vicinity of the origin, 7.e.,
the pressure in the cells in contact with the origin is set to the value 0.397056. Reflective
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Figure 4.13: Hypersonic flow over half cylinder — Comparison between density map on polygonal grid:
two-point scheme (left) and multi-point scheme (right).

(a) Two-point scheme (b) Multi-point scheme.

Figure 4.14: Hypersonic flow over half cylinder — 3D extruded views for the density field obtained
with both two-point and multi-point schemes over the same polygonal grid.

boundary conditions are applied on all boundaries. With this particular setup taken from
Kamm & Timmes (2007), the cylindrical shock wave radius is rgpoek = V22 +y? = 1 at
the final time tg,, = 1 with a peak density p™** = Lﬂ = 6. The exact density as a
function of radius is plotted using a continuous black line in figure 4.16.

Similarly to what has been done for the previous test cases, we compared the numeri-
cal solutions obtained by the two-point and multi-point schemes on 400 x 400 uniform
quadrangles in figure 4.15(a) and in figure 4.15(b) respectively. Then, the scattered plot
of density with respect to the radius of each cell center is displayed in figures 4.16(a)
and 4.16(b) for both schemes versus the analytical solution. These results exhibit the
occurrence of a spurious effect along the x and y axes for the two-point scheme. Notice

that the full 27 Sedov problem is actually run so that the boundary conditions cannot
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4.1 Application to two-dimensional gas dynamics equations 123

be blamed. The scattered plots also confirm the loss of cylindrical symmetry for the
two-point scheme. Contrarily, the multi-point scheme does not present such parasitical
effect, and, as such preserves the cylindrical symmetry, while being slightly more dissi-
pative. These observations have already been done in Rodionov (2017) for instance. In
order to confirm such a good behavior, the multi-point scheme is used on the following
successively refined quadrangular grids: 100 x 100, 200 x 200 and 400 x 400. The result-
ing scattered plots are displayed in figure 4.16(c), where we observe a convergence of the
solution without spurious effects.
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(a) Two-point scheme (b) Multi-point scheme.

Figure 4.15: Sedov blast wave problem — Density contour at tg,, = 1 on a 400 x 400 grid.
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Figure 4.16: Sedov blast wave problem — Scattered plots for density.

Noh implosion problem The problem designed by Noh (1987) is a well known test
case used to validate numerical schemes in the regime of infinite strength shock wave.
The initial computational domain is defined by a quarter of a circle of radius of r = 1.
A perfect gas with v = 5/3 is initially assigned with a uniform density p° = 1 and a
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unit radial inward pointing velocity, hence the velocity components are initialized with
vO(x,y) = (—x/r, —y/r) where r = /22 + 32 denotes the radius and |v°] = 1. The initial
pressure is p° = 1079 everywhere. A diverging cylindrical shock wave is generated at the
origin. The state behind the shock wave is constant, whereas the state in front is not
anymore due to the cylindrical converging flow. Thus, the exact solution at time ¢t > 0

writes
2
v+1 1 (y+1)? .
— 0, —pp———— f < Ts,
(IOO<’}/_1> ) 72/)0 7_1 , T r
t 2
<p0 (1 — ()) , VO, 10_6> , it r>r,.
r

1
Here, the radius of the shock wave is r4(t) = vst with vs = 5(7 — 1)|v°|. With this setup

and the final time tg,, = 0.6, we arrive at r, = 0.2 and a post-shock state characterized

(p, v, p)™(t) = (4.1.39)

16
by the values p™* = 16, v¥* = 0 and p™* = 3 Symmetry BCs are prescribed on the axis

x =0 and y = 0, whereas at the outer radius, the exact space/time dependent velocity is
imposed employing the analytical solution (4.1.39). A radial/polar grid made of N x N
quadrangles is constructed such that Ar = 1/N and A = 7/(4N) are constants. Let
us notice that the cells in contact with the origin are triangles which are considered as
degenerated quadrangles. We present the numerical density (colors and isolines) for a
N = 200 x 200 polar grid at the final time tg,, = 0.6 for the two-point and the multi-
point schemes in figures 4.17 and 4.17(b) respectively. The two-point scheme produces
strong post-shock instabilities. We have verified that those instabilities are not generated
by inappropriate boundary conditions. Contrarily the multi-point scheme presents a
smooth symmetrical solution. Consistently with the results of Sedov problem, we present
the scattered plot of the density with respect to the radius of the cell center for both
schemes in figure 4.18(a). Again we observe that the multi-point scheme handles such
cylindrical flow without any loss of symmetry. Finally, a grid convergence analysis for the
multi-point scheme is performed using the sequence of grids characterized by 502, 1002
and 200% polar cells. The results for the density are plotted in figure 4.18(b). We point
out that the multi-point scheme indeed converges towards the exact solution. Note that
the undershoot close to the origin corresponds to the so called wall-heating effect, refer
to Menikoff (1994); Rider (2000).

Forward-facing step Next we run the forward facing step problem proposed by Wood-
ward & Colella (1984). This test case is a Mach 3 wind tunnel with a step. The compu-
tational domain is given by = [0,3] x [0,1] [0.6,3] x [0,0.2] with the following initial
conditions

p=7v v= (30" p=1, ~=T7/5

The final time is t4,, = 4 and reflective boundary conditions are applied on the upper
and lower boundaries of the domain, whereas inflow and outflow boundary conditions are
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Figure 4.17: Noh implosion problem on polar grids — Density maps for a 200 x 200 quadrilateral polar
grid.
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Figure 4.18: Noh implosion problem — Scattered plots of the density.

applied at the left entry and the right exit respectively. The solution presents several
shock waves further interacting with the wall boundaries. Once again we use this test
case to compare both the two-point and multi-point schemes on meshes constituted of
quadrangles.

In figures 4.19(a) and 4.19(b), (resp. figures 4.19(a) and 4.19(b)) we present the results
for the two-point schemes (resp. multi-point schemes) employing a structured grid made
of N = 334043 quadrilateral cells. The density gradient (numerical Schlieren) and density
contours (colors and iso-contours) are both illustrated. The general shape and position
of the multiple shocks appear correctly captured by the two schemes. However, we also
observe in details that the two-point scheme develops some spurious phenomena along
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126 Chapter 4 : Multidimensional Godunov-type Finite Volume scheme: Applications

the flat step up to the reflection Y-shaped region, and, along the primary bow shock,
especially close to the y = 0 axe. The numerical Schlieren plot enhances these behaviors.
On the contrary the multi-point scheme in figures 4.19(c) and 4.19(d) does not present
this pathological behavior.
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(a) Two-point scheme: Schlieren plot. (b)Two-point scheme: Density map.
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(¢) Multi-point scheme: Schlieren plot. (d) Multi-point scheme: Density map.

Figure 4.19: Forward-facing step — Numerical results of both two-point (top) and multi=-point
schemes (bottom) on structured grid composed of N = 334043 quadrilateral cells.

4.2 Application to three-dimensional gas dynamics
equations

As a sequel of the study for the multidimensional Godunov-type scheme, we apply the
scheme on the three-dimensional gas dynamics equations. This is a straightforward ex-
tension of the two-dimensional one by defining d = 3 and instead of computing along the
length of an edge, the discretization is now based on a surface of a face.

4.2.1 Governing equations and notations

The spatial domain consists of non-overlapping unstructured cells and w, denotes a generic
polyhedral cell. These cells can be hexahedrals, tetrahedrals, prisms or pyramids, such
as illustrated in figure 4.20. We introduce the set F(c) as the list of faces of cell ¢ and
the set SF(pc) the list of faces of cell ¢ impinging at point p. The former set is linked to
the latter by F(c) = Upep)SF(pc). Here, we consider a mesh composed of polyhedral
cells and the term polyhedral cells signify a volume enclosed by an arbitrary number
of faces, each determined by an arbitrary number of vertices. For instance, a face with
four or more vertices can be non-coplanar, thus the face is not a plane and the unit
outward normal is difficult to be defined. The polyhedral cell is therefore decomposed
into elementary subcells. To do so, for a given polyhedral cell ¢, we consider the vertex
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4.2 Application to three-dimensional gas dynamics equations 127

p € P(c) that belongs to the face f € F(c) and the edge e, and a subcell is constructed
by connecting p, the centroid of cell ¢, midpoints of each surface related to point p and
the midpoint of edge e. The set of subfaces attached to the corner pc are the set of faces
of subcell wy,. impinging at point p and the cell volume is defined by |we| = > cp(c) [Wpel-
The surface area and the unit outward normal of the subface f are denoted as A,.; and
n,.s respectively. Here, we assume that the faces are coplanar.

(a) Hexahedron. (b) Tetrahedron. (c) Prism.

Figure 4.20: Geometrical entities attached to a cell w. (top) and its subface fluxes partition of a face
f of cell w, (bottom).

The three-dimensional gas dynamics equation under the Eulerian representation reads

%Ij +V -F(U) = 0. (4.2.1)

This system now has three components in velocity and the vector of conservative variables
and flux projected on the normal direction n write

p gvn
U= || F,=Fn=| "7 [ (4.2.2)
PVt PUnVy
pe PUn€ + P

with the velocity expressed as v = vyn + vy, where v, = v - n. Therefore, the one-
dimensional system associated to this three-dimensional gas dynamics system (4.2.1) in
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128 Chapter 4 : Multidimensional Godunov-type Finite Volume scheme: Applications

the normal direction where x, = x - n reads

87U + aFn —
ot 0r,

0. (4.2.3)

With these notations, we build a three-dimensional subface-based Finite Volume
scheme. A numerical simulation code associated to this scheme is then developed. Due
to the huge amount of data, an efficient parallel numerical method is required. In the fol-
lowing section, we present the summary of the three-dimensional Godunov-type scheme
before introducing a few important libraries from the open-source PETSc data manage-
ment tool to build the three-dimensional code.

4.2.2 Summary of the three-dimensional Eulerian Godunov-
type scheme

Following 4.1.6, we recall that the three-dimensional extension of the previous scheme
with obvious notation adaptation writes

At

|wc,

Ut —ur +

Z Z APCf chf =0,

peP(c) fFESF(pc)

with F,.; the left flux with respect to the subface f and the unit outward normal n,.;.
Note that the left and the right states correspond respectively to the cells ¢ and d since
the unit normal n,.; is pointing from cell ¢ towards cell d. The left flux for a simple
Eulerian Riemann solver yields

1 1| &
F.., =5 Fu,., (Ue) + Fa,, (Ug)] - 5 lz AR (Usr — U,f)] (4.2.4)
k=1 c,d
0
1 _ 1
—5 @ + Men) [V per =T ]| g

Vp * Npef
This explicit expression of the numerical flux shows that in the case vj, - ny.y = Up,,, we
retrieve the classical conservative face-based Finite Volume scheme.

The approximation of the vectorial nodal velocity parameter v, is retrieved by the
node-based conservation condition of the numerical scheme as mentioned in section 3.2.6.
The condition reads

Z Apf {_ [i Ak (Vk+1 - Vk)

+ anf,T — anf,l} =0, (4.2.5)
feSF(p)

l,r
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4.2 Application to three-dimensional gas dynamics equations 129

and in the case of Lagrangian gas dynamics, the term in the braces yields

— 1> N (Vs = V)| +Gayr — Goyyu = NV = V) = A (Ve = Vi) + Gy — Gy,
k=1 Lr
(4.2.6)
Replacing the components of the Lagrangian variables in the above equation and algebraic
manipulations, we arrive at the conclusion that the Finite Volume scheme is conservative
provided that the following node-based condition is satisfied

0
_ _ 1
Z Apf(prf - Plf) 0
fESF(p)

—0, (4.2.7)

U;pf
with P, ¢, Py the right and left intermediate pressure respectively. We assume that the
parameter vr*lpf is the projection of the unknown nodal vector v, onto the unit normal
n,, that is

VE =V, Dy (4.2.8)

Ny f
With this fundamental assumption, the vectorial v,, is now an unknown that can be
interpreted as an approximation of the nodal velocity. The node-based conservation can
be express in terms of the expression of the interface pressure and yields

Z Apr( Mg+ Arp) (v - 1 — Unpf)npf =0,
feSF(p)

with
Uy, = AtfUnyp i + ArpUnyr— Pry = Diy
ef Aif 4+ Ay )\lf_f')\rf.

Finally, the node-based conservation condition (4.1.23) boils down to the Lagrangian
nodal solver which is a linear system

Yo Aprip A @mpp)vy = D0 App(Nig + Nig)Tn, Dy (4.2.9)
feSF(p) feSF(p)

This system always admits a unique solution which provides an approximation of the
nodal velocity v,.

4.2.3 Parallel implementation: PETSc

For the application of the 3D numerical schemes, the computational power needed to solve
any problem is considerably larger than two-dimensional cases. This is due to the high
memory consumption and long computational time. These problems can be somewhat
overcome with the parallelization of the numerical scheme by splitting the global problem
into smaller local ones that will run on different processors. The implementation of the
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130 Chapter 4 : Multidimensional Godunov-type Finite Volume scheme: Applications

parallelization includes handling the distribution of the memory and the communication
among processors to solve the global problem. In this present work, we make use of the
Portable, Extensible Toolkit for Scientific Computation (PETSc) library (refer to Balay
et al. (2021b,a, 1997)). This section focuses on the interaction between our application
and the supporting libraries from PETSc to provide the infrastructure for an efficient
data management.

4.2.3.a PETSc library

PETSc is a suite of data structures and routines that provide frames to develop applica-
tion codes on both serial and parallel computations. It can be used in application codes
written in many languages, and in our case, it is written in Fortran. PETSc library is or-
ganized hierarchically, allowing users to employ the appropriate level of abstraction for a
particular problem. Figure 4.21(a) shows the available numerical libraries in PETSc taken
from Balay et al. (2021a) and Figure 4.21(b) shows the libraries used in our application
code.

Application Codes ‘ [ Higher-Level Libraries ‘ [ . I

PETSc
TS (Time Steppers) DM (Domain Management) ‘ Application code ‘
Backward Rosenbrock- Distributed | Plex (Un-
Euler\ | R ‘ BDF ‘ ssp ARK\MEX\ " l sy | suoetured) s
PETSc
SNES (Nonlinear Solvers) TAO (Optimizati
Negton Linel Neaton Tt | Fas ’ NGMRES NASMI ASPIN \ Newon | proenoert K .
TS (Time Steppers) DM (Domain Management)
KSP (Krylov Subspace Methods)
GMRES | Richardson I €G | CGS | Bi-CGStab ‘ TFQMR | MINRES | GCR | Chebyshev [Pipelined CG| - Euler H RK SSP Plex (Unstructured) | Distributed Array
PC (Preconditioners)
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Standard ’ CUDA ’ ViennaCL ’ ‘ Block | Strid ‘ BLAS/LAPACK ‘ ‘ MPI
BLAS/LAPACK | Pl | |
(a) (b)

Figure 4.21: (a) Organization of numerical libraries available in PETSc Balay et al. (2021a), (b) PETSc
numerical libraries used in our application code.

The object-oriented style of PETSc is managed through handles to opaque data struc-
tures which are created, accessed and destroyed by calling appropriate library routines.
The variety of components allows to manipulate a particular family of objects and pro-
vide functionality required for many parallel solutions. For instance, the Vec component
provides the vector operations required for setting up and solving large-scale linear and
nonlinear problems, including easy-to-use parallel scatter and gather operations, as well
as special purpose code for handling ghost points for regular data structures; the TS
component consists of code for the time evolution of solutions of PDEs and also provides
pseudo-transient continuation techniques for computing steady-state solutions.

In what follows, we present the different PETSc objects and libraries implemented
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4.2 Application to three-dimensional gas dynamics equations 131

to handle unstructured mesh, time integration, Finite Volume discretization and parallel
computing.

Unstructured mesh with PETSc DMPlex Data management, DM in short is the
abstract PETSc object that manages an abstract grid object and its interactions with
algebraic solvers such as vectors, matrices and solvers. "Plex" is a subclass of DM in
PETSc that encapsulates an unstructured mesh, see Lange et al. (2015). The DMPlex
object allows to:

o handle unstructured grids using the generic DM interface;
o handle interface with the PETSc FV trial discretization objects;
« provide parallel redistribution for load balancing.

The main advantage of DMPlex in representing topology is that all the different entities
and connectivity of a mesh, including cells, faces, edges and vertices, are handled exactly
the same way. All pieces of the mesh are treated as points. A mesh is built by relating
points to other points. For example, an edge is defined by being covered by two vertices,
and a triangle face can be defined by being covered by three edges, or even by three
vertices. In order to make use of this object, the mesh pieces have to be numbered
consecutively. The PETSc convention in 3D is to number first the cells, second the faces,
third the edges and lastly the vertices.

Vertices 18 19 20 21 22 Depth 0
Edges Depth 1
Depth 2

Faces

Cells Depth 3

Figure 4.22: The Hasse diagram for two tetrahedra in a 3D mesh Knepley (1997).

DMPlex’s internal representation of mesh topology provides an abstraction layer that
decouples the mesh from the underlying file format, allowing support for multiple mesh
file formats to be added generically. In this present work, the input meshes read by
DMPlex are in the Gmsh format. As for the output, DMPlex provides routines that
generate solution output in HDF5 and vtk formats compatible with Paraview.

PETSc time integrator The Time Integrator object in PETSc, TS in short, manage
all time-steppers for solving time-dependent PDEs by providing Ordinary Differential
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132 Chapter 4 : Multidimensional Godunov-type Finite Volume scheme: Applications

Equations (ODE) integrators. The TSSetType library allows to set up the actual time-
stepping integrator required. The time-stepping methods that we are interested are :

1. TSEULER for the Euler forward method ;
2. TSSSPRKS2 for the second-order Runge-Kutta method.

The TSSetDM then allows to connect the time and space discretization.

Finite Volume with PETScFV The PETScFV is a PETSc object that manages the
Finite Volume discretization. We start by creating an empty PETScFV object, followed
by setting the type of object using PetscFVSetType. The type that we used is obviously
the fvm type for the Finite Volume method.

Parallel simulation The parallel message-passing communication in PETSc is done
through the standard Message-passing Interface (MPI), providing low-level routines to
exchange data primitives between processors. The main advantages are that, we can call
MPI directly if needed and the same code can be used for both sequential and parallel
runs. The DMPlex library provides parallel data gathering through automated parallel
distribution of the DMPlex and the pre-allocation of parallel matrix and vector data
structured. Mesh partitioning is provided via internal interfaces to several partitioner
libraries, 7.e Metis and data migration is based on PETSc’s internal Star Forest commu-
nication abstraction (PetscSF). PETSc built-in communicators, namely MPI_COMM are
objects allowing to define process group and synchronization channel.

4.2.4 Three-dimensional numerical validation

In this section, we run a set of representative test cases to demonstrate the performance
of the three-dimensional extension. These test cases are ran on various types of grids that
can be made of tetrahedral, hexahedral and prism cells. The C'F L number is set to 0.5
for all cases. Similarly to the two-dimensional cases, we make use of Gmsh to generate
three-dimensional meshes.

3D spherical Sod shock tube Here, we consider a spherical explosion problem in
3D. This test case allows to assess the ability of the schemes to capture simple but non-
aligned spherical waves without producing spurious oscillations. The computational setup
represents a spherical extension of the classical Sod problem with a domain (x,y,2) € [0 :
1.2] with a discontinuity at r = /2% + y2 + 22 = 0.5, and separating the initial states:

(pa Vap)l = (17()’ 1) ) (pa Vap)r = (012570701) s Ufinal = 0.2,

with symmetry boundary conditions on z = 0 and y = 0, and outflow boundary conditions
otherwise. The numerical densities are compared with a reference solution represented
with the black line in figure 4.23. Figure (a) shows the comparison between the two-
point and multi-point solvers on N = 128% hexahedral cells where the numerical density
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4.2 Application to three-dimensional gas dynamics equations 133

of two-point solver is represented with red square and multi-point one with blue circles.
Figure (b) shows the grid convergence for the multi-point solver with 323 cells represented
with green diamonds, 643 cells with red squares and 1282 cells with blue circle. Lastly, in
figure (c) we compare the numerical density obtained from both solvers at second-order
and once again the numerical density of two-point solver are represented with red squares
and multi-point are with blue circles

1
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(a) Scheme comparison. (b) Grid convergence. (¢) Second-order scheme.

Figure 4.23: Spherical Sod shock tube —Comparison of numerical density with reference solution
(black line) at ¢finq = 0.2

Sedov blast wave problem The Sedov problem Sedov (1959) is a spherical symmetric
explosion. The domain is given by (x,y, z) € [0 : 1.2]? initially filled with perfect gas at
rest such as (p°, u® 0%, p®,~v) = (1,0,0,1.107%,1.4). A total energy of Ejq; = 0.851072 is
concentrated at the cells touching the origin. Symmetry boundary conditions are applied
on all boundaries. This configuration corresponds to spherical symmetric explosion at
which the shock front reaches r = /22 + y? + 22 =1 at t;,q = 1 with a density peak of
p = 6. Figure 4.24 illustrates the numerical density for the Sedov blast wave problem with
1283 hexahedral cells with (a) is the result of the two-point scheme and (b) the results of
the multi-point scheme. In figure 4.25(a) is a scatter plot of both the numerical schemes
where we once again observe a nonsymmetrical solution from the two-point solver. Figure
4.25(b) illustrates the mesh convergence of the multi-point scheme on 323,643 and 1283
cells. Finally, figure 4.25(c) compares the solution of the first and second order multi-
point scheme where we observe an improvement in capturing the numerical density with
the second order scheme.

Hypersonic flow over a sphere The computational domain for a hypersonic flow over
a sphere consists of an inner sphere of radius R = 0.5 at which no-slip wall boundary
conditions are applied and, an outer sphere of radius R = 1, at the left of which a
uniform flow of Ma = 20 is imposed. The right side of the domain is a outflow boundary
condition. We run the test case on 410000 hexahedral elements and refined at the wall

133



134 Chapter 4 : Multidimensional Godunov-type Finite Volume scheme: Applications
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(a) Two-point scheme. (b) Multi-point scheme.

Figure 4.24: Sedov blast wave problem — Numerical density at ¢fina = 1.0.
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Figure 4.25: Sedov blast wave problem — Comparison of numerical density with the exact solution
(black line) at ¢finq = 1.0.

to better capture the solution, as illustrated in 4.26(a). The comparison of the numerical
density for both the two-point and multi-point solver is illustrated in figure 4.26(b) where
the top half (resp. bottom half) represents the solution of the two-point solver (resp.
multi-point solver). A cut through the numerical solution in the place z = 0 is drawn
figure 4.27(a), and we compare the numerical density between both solvers. The two-
point scheme shows a jump in density though the shock whereas the multi-point scheme
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4.2 Application to three-dimensional gas dynamics equations 135

shows a symmetrical revolution of density. Figure 4.27(b) then presents a comparison of
the pressure coefficient along the wall of the sphere computed with both schemes with the
modified Newtonian Law represented with the black line. Other than a slight oscillation
of pressure coefficient around the stagnation point for the two-point, the solutions are
coherent with the modified Newtonian law for angles below 60°.
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Figure 4.26: Hypersonic flow over a sphere —(a) Mesh of computational domain — (b) Comparison
of the numerical density for the two-point (top half) and multi-point scheme (bottom half).
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Figure 4.27: Hypersonic flow over a sphere — Comparison plot of numerical solution between two-point
and multi-point schemes — (a) Density plot along x-axis — (b) Comparison of pressure coefficient along
the wall of the sphere compared with the modified Newtonian Law (black line).

Blunt cone-flare We run the blunt cone-flare test case from Savino & Paterna (2005).
The free stream conditions correspond to the exit nozzle conditions of the H3 wind
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136 Chapter 4 : Multidimensional Godunov-type Finite Volume scheme: Applications

tunnel at Von Karman Institute (VKI) Dieudonne et al. (1999), such as Ma = 6,1, =
67.07K, poo = 673.67Pa. Figure 4.28(a) illustrates the geometry extracted from Savino
& Paterna (2005) and figure 4.28(b) shows the computational mesh made of hexahedra
of the domain. In order to validate the 3D scheme in the first place, we compare the
numerical solution with a computed 2D axisymmetric solution. The 2D axisymmetric
solution is obtained from a quick additional extension implemented in the simulation
code with a classical 2D axisymmetric scheme, refer to the appendix 1.2. Figure 4.29(a)
compares the density profile over the blunted cone flare of the 3D multi-point scheme on
the top half and the 2D axisymmetric solution on the bottom half. In figure 4.29(b), the
pressure on the surface of the cone flare object is extracted and we compare once again
the numerical results using the 3D multi-point scheme with 2D axisymmetric solution
represented with the red circles at ¢y = 3. The 3D scheme shows good coherence
with the axisymmetric solution. Lastly, the pressure (log scale) and Mach number profile
computed using the 3D multi-point scheme is illustrated in figure 4.30. We observe good
coherence for both the pressure and Mach profile compared to the results from Savino &
Paterna (2005).

7.5

153.11

(a) Geometry. (b) Domain mesh.

Figure 4.28: Blunted cone flare — Computational domain.

Manoeuvrable Re-entry Vehicle (MaRV) The Manoeuvrable Re-entry Vehicle
(MaRV) is a type of ballistic missile capable of altering its trajectory aerodynamically
after boost, typically after re-entry. Moreover, it may be capable of significant glide
phases and maneuvers, usually at hypersonic speeds. Here, we run this test case using
the geometries for the MaRV from Petsopoulos & Regan (1996). The free stream condi-
tions of this computation fixed at Ma = 5,T,, = 223.15K at an altitude of 10km where
P, = 26500Pa, ps, = 0.4 and a,, = 300m/s. Figure 4.31(a) shows the geometry of the
MaRV object and figure 4.31(b) the mesh of the computational domain consists of 24
million tetrahedral cells. With this configuration, we ran the simulation with 3 different
angles of incidence of 0°,5° and 10° respectively and the numerical density profile along
the object (yz-plane) and behind the object (xy-plane) are illustrated in figure 4.32.

We then run a simulation with the N = 31 million cells where the mesh are being
refined at the back of MaRV such as illustrated in figure 4.33(a). We run the computation
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Figure 4.29: Blunted cone flare — (a) Comparison of density profile between the 3D multi-point scheme
(top half) and 2D axisymmetric scheme (bottom half. — (b) Comparison of the pressure along the wall
of the blunted cone-flare computed with the 3D multi-point scheme and 2D axisymmetric solution (red
circle).
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Figure 4.30: Blunted cone flare — Profiles of numerical pressure and the Mach number computed with
the 3D multi-point scheme.

with an angle of incidence of 10° to observe the vorticity generated by the forebody of
the object, see figure 4.33(b).

Atmospheric Reentry Demonstrator (ARD) The Atmospheric reentry demon-
strator (ARD) is a test vehicle towards developing space transportation vehicles that can
return to Earth to carry payloads or even human. Validation of theoretical aerodynamics
prediction is one of its main objectives. This demonstrator is a 3-axis stabilized automatic
capsule and has an axisymmetric shape composed of a spherical capsule followed by a tore
and a conical surface. Here, we obtained the geometry from Annaloro et al. (2017). The
free stream conditions used for the computations are of Ma = 24,T,, = 224.5K at an al-
titude of 65.83km where P, = 10.23Pa, po = 1.586 E10~%kg/m? and u,, = 7212.43m/s.

We run a computation with the Eul-1 multi-point scheme with an angle of incidence
of 20° and no side slip angle on N = 6.8 millions cells. Figure 4.34(b) illustrates the
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Figure 4.31: MaRV — Computational domain and geometry.

numerical pressure profile of the object. In figure 4.35(b), we present the pressure coef-
ficient, C), distribution on the ARD. The result shows good coherence with the solution
presented by Annaloro et al. (2017). We then compare the pressure coefficient with the
flight data from Walpot (2002) along the symmetry plane (y = 0m) of the ARD and the
results are presented in figure 4.35(b).

Pre-X The Pre-X hypersonic vehicle was developed in order to test thermal protec-
tion systems (TPS) for reusable launch vehicles, and, at the same time gather aero-
thermodynamic data in the hypersonic regime to improve process of in flight measuring.
Here, we once again obtained the geometry from Annaloro et al. (2017). The free stream
conditions used for the computations are of Ma = 25,T,, = 207K at an altitude of
73.6km where P, = 3.11Pa, p, = 5.5546.10°kg/m? and u,, = 7205m/s.

We run a computation with the Eul-1 multi-point scheme with the perfect gas EOS
and an angle of incidence of 40° and no side slip angle on N = 6.4 millions cells, the
mesh of the domain is illustrated in figure 4.36. Figure 4.37(a) illustrates the numerical
pressure profile on the flow around the object. In figure 4.37(b), the pressure coefficient
C, distribution on the Pre-X of illustrated. We observe similar C), distribution as the
one in Figure 15 by Annaloro et al. (2017). We then compare the pressure coefficient
with the CFD computation from MISTRAL, a high-fidelity code (see Annaloro et al.
(2017)). The comparison is done along two different plans y = Om and y = 0.3m. The
results show good coherence as presented in figure 4.38 in general. The slight difference
between the numerical solutions is due to the fact that the MISTRAL code is ran on the
Navier-Stokes equations.
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Figure 4.32: MaRV — Numerical density profile at the yz-plane (left) and xy-plane (right) — (a-b) 0°
angle of incidence, (c-d) 5° angle of incidence and (e-f) 10° angle of incidence.

4.3 Implicit time-stepping scheme

In this section, the implicit method, also known as the backward Euler method is proposed
with the aim of studying steady inviscid flows employing a time-marching procedure, see
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Figure 4.33: MaRV — Refined mesh and the streamline around MaRV.

520.0

200.0

100.0

— 500

— 20.0
- 10.0

5.0

2.0

- 1.0
0.7

(a) Geometry and domain mesh. (b) Numerical pressure.

Figure 4.34: ARD — Geometry of the object from Annaloro et al. (2017) and the numerical pressure
profile with the Eul-1 multi-point scheme.

Yee et al. (1982). Recalling the equation of the subface-based discretization
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Figure 4.35: ARD — Pressure coefficient distribution and the comparison with flight data (black
squares) Annaloro et al. (2017).

Figure 4.36: Pre-X — Domain mesh.

we start by defining the non-linear function of the residual of cell ¢ such as

R(U)= 3 S LeFor. (4.3.1)
pEP(c) FESF(pc)

with R, = R.(U,, Uy f), vp) € RT2 We also introduce
§U,. = Uttt —ur, (4.3.2)

where §U, € R%*? is the unknown and with this, we have U?*! = U” 4 §U,. The simple
backward Euler time implicit scheme applied to equation (3.2.4) and using this notation

yields

6U, — %RC(U"“) =0. (4.3.3)
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Figure 4.37: Pre-X — Numerical pressure profile and the pressure coefficient distribution on Pre-X.
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Figure 4.38: Pre-X — Comparison of pressure coefficient on Pre-X between the multi-point scheme
and MISTRAL code.

This is an implicit non-linear system at time t"*!. For clarity in the following section,
we re-write the subface-based discretization equation in the following form

|we|

At

6U. = —R.(U™). (4.3.4)

We have to find an expression of the residual on the right-hand side, R, at time t"*!. A
solution of this time-implicit problem is to formulate a Newton method for solving the
non-linear problem from ¢" to t"*!'. Let us define ¢ as the Newton or nonlinear iteration
counter index, such that

Uit = U? + 607, (4.3.5)
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and, for ¢ = 0, we set U? = U". The traditional Newton’s method can be written as:

|we|

A (U7 4607 — U") = —R (UM, (4.3.6)

The solution of (4.3.6) requires the evaluation of the residual at the new iteration, that
is, R.(U?™). Since U4t is not known, the solution cannot be found directly. However,
the residual R.(U?™!) can be linearized at the current iteration with a truncated Taylor
expansion, giving

R.(U™) ~ R, (UY) + 9R. oUY, (4.3.7)
OU. |4

R.
with —— € R%*2 x R%*2 the Jacobian of the numerical flux. Substituting the lineariza-
tion (4.3.7) into (4.3.6), we obtain the following implicit scheme:
|wel

] $UL = — 15 (UL - U2) + Ro(UY). (4.3.8)

|we| 1 OR.(UY)
At ou,

In practice, the Newton method is known to converge quadratically and generally requires
a small number of nonlinear iterations. However, each nonlinear iteration requires to solve
a large matrix system which is a process that can be prohibitively expensive- n.b. the
matrix is a sparse matrix with real coefficients. In order to solve (4.3.8) for steady state,
we want to find dU — 0. This can be achieved by considering the first iteration of the
Newton algorithm which leads to the classical linearized implicit scheme:

lwe]  OR.(U™)
oU, = —R.(U"). 4.3.9
ol O ) (139)
The term in square brackets on the left-hand side of equation (4.3.8) is referred to as the
implicit operator. The implicit operator constitutes a large, sparse and non-symmetric
block matrix with dimensions equal to the total number of cells. The matrix consists

of the flux Jacobian 8—UC evaluated at t", augmented by a diagonal term %Hd' The

C
solution of this system (4.3.9) requires the inversion of the implicit operator. This can
be done using iterative methods that will be presented in section 4.3.2. In the following,
we discuss the matrix form of the implicit operator.

4.3.1 Form of the matrix operator

Referring to (4.3.7), the linearization of the residual R"*! can be written in the form
0

RITARI Y Y o5 (LpesFper) 0UL + O(AF?), (4.3.10)
pEP(c) fFESF(pc)

143
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with f € SF(pc) the subface f attached to the corner pc of the control volume w,. The
flux Jacobian has to be conceived as an operator which acts on the update 0U. With the
development from equation (4.3.10), equation (4.3.9) now can be written as:

M
( + E) oU = —R.(U"), (4.3.11)
At

where M is the diagonal block-matrix containing the volumes of the cells defined by
M, = |w.|L, E is the block-matrix containing the Jacobians of the numerical flux computed
at t" and R" is the global block-vector containing the residuals.

In practice, we look for an approximate version of the Jacobian matrix to solve (4.3.11)
to steady state. A simple way to approximate the Jacobian of the residuals is to use the
simple formulation of the flux proposed by Rusanov (see e.g Toro (1999)) independently
of the actual Riemann solver used in the numerical scheme. Recalling the definition of
the Rusanov flux:

A
2

— 1
FRusanov = i(Fl + Fr) + (Ul - Ur), (4312)

where |A| is the absolute value of the largest eigenvalue of the linearised problem at the
interface between the left and right states. The same strategy is implemented for the
multi-point scheme. We then use a truncated Taylor expansion to write

OF™

Fn+1:Fn
c c+ 8U .

§U. + O(A?). (4.3.13)

where F7*! represents the physical flux in cell ¢ at time t"*', F? represents the physical

flux at time t" and is the exact Jacobian of the Euler equations estimated at U,

C

such that for a perfect gas EOS:

i 0 nt 0
e q2
‘3}; _ | G=Dgn-gn ven+l-ymeviel (r-Lnl (431
C ,}/_1
<( 5 )qQ—H> n Hn' — (1 —~)v'q, Yn

where ¢* = u? +v% v = [u,v]", H is the enthalpy, I the 2 x 2 identity matrix and here
n = n,.;. The implicit flux writes

1 ([ OF OF
Fn+1 — Fn _ _ R
(U, Uy) (U, Uy)+ 5 <5U C(5UC + 90

Ac,d
5Ud> + ’;(5UC —5Uy). (4.3.15)
d
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(a) 2D unstructured grid. (b) Example of a system matrix for an unstructured mesh.
Figure 4.39: Ilustration of the implicit operator on unstructured mesh.
The expression of the diagonal block at cell ¢, E”., writes
1 OF
El== 3 lg (w‘ + yA;fUI) : (4.3.16)
2 deCy(c) c
and the extra diagonal blocks for the line ¢ for all d € C¢(c) writes
1 OF
= lea | 20| — AL . 4.3.17
= gt 5| —1as) (43.17)

An illustration of an unstructured grid is sketched in figure 4.39(a). For instance, the
stencil for cell number 6 includes the cells 5,7, and 10. An example of the block sys-
tem matrix for this unstructured grid is displayed on figure 4.39(b) where nonzero block
matrices are displayed as filled rectangle The appearance of the system matrix for un-
structured grids has no regular pattern since the grid cells are in general numbered in an
arbitrary order and only the main diagonal is always present.

4.3.2 Iterative method and preconditioning

There are many methods in linear algebra literature for solving non-symmetric sparse
systems. Let us re-write the implicit scheme (4.3.8) as

JoU = —R, (4.3.18)
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where J represents the non-symmetric block structured system matrix. A particularly
suitable class of iterative techniques for the solution of large linear equations systems of
this form are called the Krylov subspace methods. In this present work, we implement
the generalized minimal residual (GMRES) Krylov subspace technique to solve the sparse
non-symmetric linear system. The GMRES method minimizes the norm of the global
residual, that is

IJAU + R|| (4.3.19)

over a set of m orthonormal vectors which span the Krylov subspace IC,,,. Here, we make
use of the KSP object from PETSc library. The KSP object provides efficient access to
all of PETSc’s linear system solvers, including the GMRES solver.

The efficiency of the iterative method depends strongly on a good preconditioner,
allowing to accelerate the iterative process. Here, we implement the incomplete lower
upper factorization (ILU) pre-conditioner with a convergence tolerance of 107%. We once
again make use of the KSP object from PETSc to compute the pre-conditioner.

4.3.3 CFL ramping

A CFL ramping technique is used to help the scheme to converge to the steady state.
The CFL ramping formula is given as

k k
CFL = min (1, k) CFL; + <1 — min (1, k)) CFL,, (4.3.20)
t t
where k is the iteration number, k; the target iteration number, C'F L the starting CFL
which is usually taken around 0.5 and C'F'L; the target CFL number given by the user.
Therefore, the scheme starts with a small C'F'L to let the iteration process mimic an
explicit integration.

Remark 4.3.1. The implicit time-marching scheme described here is implemented for
both two-point and multi-point schemes. Since the approzimation of the Jacobian for
the residuals is linearised using the simple Rusanov flux, the system matriz of the multi-
point scheme is therefore considered to be ‘face-based’ and only the explicit term on the
right-hand side of the multi-point scheme takes into account the nodal velocity vectorial
parameter. Future work for the implicit multi-point scheme will involve a more consistent
linearisation of the Jacobian using the vector of nodal velocity.

4.3.4 Numerical validation

Hypersonic flow over a half cylinder test case We simulate an inviscid flow at
Mach 20 around a half cylinder blunt body subject to an incoming hypersonic flow char-
acterized by (po, uo,vo, po,7) = (1, May/7,0,1,1.4). The steady state resulting flow is
simulated with both the two-point and multi-point implicit time integrating procedure.
The simulation ends when the residual (4.3.19) is smaller than 10~'2. The computational
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4.3 Implicit time-stepping scheme 147

domain covers a large enough domain which contains half of a cylinder centered at the
origin with a radius » = 0.5, and a left incoming hypersonic flow. The cylinder surface
is a wall boundary condition, the bottom/upper boundary conditions are free outflow
and the left boundary is an inflow condition. We run this test case on 5000 structured
quadrangles and 5671 unstructured triangles.

Figure 4.40(a) illustrates the numerical density of both two-point (left) and multi-
point (right) implicit schemes with CFL, = 10 and k;, = 10 using the CFL ramping
method on 5000 quadrangles. We observe post-shock oscillation on the left side, suggest-
ing that the carbuncle instability is developesd with the two-point scheme. This can be
further proven by comparing the density computed at the stagnation point. The exact
density at the stagnation point can be calculated analytically with the Rankine-Hugoniot
relation for supersonic steady flow over a blunt body and gives p** = 6.4378 (refer to ap-
pendix 1.3). The numerical density at the stagnation point computed with the two-point
scheme is of p!o~Po"t = .67, which exceeds the analytical solution due to the carbuncle
instability, and the numerical density at stagnation point of the multi-point scheme gives
pmuttizpoint — 5 56. The convergence of the L2 residual is displayed in figure 4.40(b).
The two-point scheme does not converge due to the shock instability no matter the C'F'L
used. As for the multi-point scheme, we observe a faster convergence for CFL = 10.

Similarly to the previous study, figure 4.41(a) illustrates the numerical density of
both two-point (left) and multi-point (right) implicit schemes with CFL = 10 this time
on H671 triangles. We observe once again the carbuncle instability with the two-point
scheme which is also proved in figure 4.41(b) where the L2 convergence of the of two-point
scheme does not converge due to this instability. The residual converges appropriately
for the multi-point scheme, and the residual converges at a faster rate with CF L = 10 as
expected. The numerical density at the stagnation point computed with the two-point
scheme on triangular mesh is of p"°=Po"mt = 7 31 which once again exceeds the analytical
density, and the numerical density at stagnation point of the multi-point scheme gives
pmulti—point — 5.01.

Supersonic jet test case This test case is a one-dimensional Riemann problem
in a two-dimensional domain. The computational domain is € [0,1] x [0,1] with
200 x 200 Cartesian mesh. The left boundary is an inflow condition split into two
parts:  (p,u,v,p, Ma,¥)w, = (0.25,4,0,0.25,3.38,1.4), and (p,u,v,p, Ma,¥)pottom =
(1,2.4,0,0.5,2.87,1.4). The remaining boundaries are treated as supersonic outlets.
Figure 4.42 is the numerical density of the two-point (a) and multi-point (b) scheme
with CFL = 10. We then compare the numerical solutions at the outlet z = 1 to
the analytical solution obtained with and exact Riemann solver and a reference solu-
tion from Nishikawa & Kitamura (2008) in 4.43(a). Lastly, figure 4.43(b) illustrates the
L2 residual convergence in terms of the number of iteration taken in the log scale for
CFL =1,10,100 & 1000 with the multi-point scheme.

Oblique shock test case This test case presents an oblique shock along a wedge
where the analytical solution can be calculated. The computational domain is €2 €
[0,0.21] %[0, 0.1] and the wedge has an angle of § = 10° starting from x = 0.05. and a Mach
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Figure 4.40: Mach 20 flow over half cylinder — Density iso-line of both two-point and multi-point
implicit schemes on 5000 quadrangle cells at CFL = 10 and residual convergence.
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Figure 4.41: Mach 20 flow over half cylinder — Density iso-line of both two-point and multi-point
implicit schemes on 5671 triangle cells at CFL = 10 and residual convergence.

149



150

Chapter 4 : Multidimensional Godunov-type Finite Volume scheme: Applications

1.0e+00
|: 0.9
— 038
—0.7
— 0.6

— 0.5
04

2.5e-01

(a) Two-point scheme.

Density

1.0e+00
I:O.Q
—038
—07
— 06
— 0.5

t

04

2.5e-01

(b) Multi-point scheme.

Figure 4.42: Supersonic jet test case — Comparison of numerical density of both implicit two-point

and mu

Iti-point scheme at CFL = 10.

0.8

Exact solution

Reference solution - Nihsikawa et al.
Implicit two-point scheme

Implicit multi-point scheme

Density p
[aw]
>

0.4

0.2

1
0.5
Position x

I
0.25

(a) Numerical density.

log(L2 residual)

Density

NS
1071_ ~,...\.:.\ \~~\_ '\
TN T ————

Nt !

ol \ |l
1

107 1
I

ol I
1

Y

107° 1
Y

10711 ]:
— CFL =1 l:

o —mori=1w I
1077F —ev cFL =100 !:
..... CFL = 10@ !

0" 0" I 107
log(iter)

(b) Residual convergence.

Figure 4.43: Supersonic jet test case — Comparison of numerical density with analytical and reference

solution and residual convergence with different CF L.

5 inflow. The initial condition of this test case is (pg, uo, vo, po,v) = (1.4, Ma,0,1,1.4)
and we run the test case on 50 x 50 Cartesian mesh. The steady state resulting flow is
simulated with both the two-point and multi-point implicit time marching procedure and
the simulation ends when the residual is smaller than 107!2. Figure 4.44 illustrates the
numerical density of the implicit two-point (a) and multi-point (b) schemes respectively.
The numerical density and pressure is then compared with theoretical values as shown in
figure 4.45 where profile of the solution at the outlet x = 0.2 is plotted. We also compare
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Figure 4.44: Oblique shock test case — Comparison numerical density of two-point and multi-point
implicit scheme at CFL = 10.

the convergence of the L2 residual in terms of the number of iterations for both schemes
at CFL=1and CFL = 10.

Blunt cone-flare test case The blunt cone-flare test case from Savino & Paterna
(2005) has the dimension and computational mesh as illustrated in figure 4.28 with fig-
ure 4.28(a) presenting the geometry of the object and figure 4.28(b) the N = 61494 trian-
gular mesh on the computational domain. The free stream condition is a Ma = 6 inviscid
flow and the initial condition of the test case is (po, uo, vo,po,v) = (1, Ma,/7,0,1,1.4).
We will be using a symmetry boundary condition on the bottom of the axis. We run
this test case using the multi-point implicit scheme using C'FL = 10,100 and 1000. The
numerical density and pressure are illustrated in figure 4.47 whereas the comparison of
the residual convergence is shown in figure 4.48.

ARD and Pre-X Last but not least, we run the implicit time discretization scheme
on both the ARD and Pre-X test case that were previously described in 4.2.4. Here,
the simulation is ran on a two-dimensional slice of the object with the objective of as-
sessing the capacity of the two-dimensional time implicit scheme. Therefore, at this
stage, we will not be analyzing the flow, nor the pressure coefficient of the object. The
free stream conditions remain unchanged for both test cases. The computation is ran
on N = 320000 cells for ARD and N = 320000 cells for Pre-X, both using the multi-
point scheme with C'F'L = 10000. The numerical pressure profiles are illustrated in
figures 4.49(a) and 4.50(a) respectively. Figures 4.49(b) and 4.50(b) show the conver-
gence of the L2 residual at C'F'L = 10000.
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Figure 4.45: Oblique shock test case — Comparison of two-point and multi-point scheme implicit
scheme at CFL = 10.
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Figure 4.46: Oblique shock test case — Comparison of two-point and multi-point scheme implicit
scheme at CFL = 10.

4.4 Chapter summary

In the previous chapter, the theoretical framework of a generic multidimensional
Godunov-type Finite Volume scheme for systems of conservation laws on unstructured
grids is presented. This novel scheme is subface-based, requiring subface fluxes by call-
ing upon simple approximate Riemann solvers and a node-based sufficient condition to
ensure conservativity of the scheme.

To present a thorough demonstration of this numerical scheme, an application to the
system of gas dynamics has been thoroughly depicted in this chapter, starting off with the
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Figure 4.47: Blunted cone-flare test case — Numerical results of multi-point scheme at CFL = 1000
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residual convergence of ARD computed with
the implicit multi-point scheme at C'F L = 10000.
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—— Multi-point scheme - CFL = 10000

log(L2 residual)
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bbb | e ——— iter

(a) Numerical pressure. (b) Residual convergence.

Figure 4.50: Pre-X — Numerical pressure profile and the residual convergence of Pre-X computed with
the implicit multi-point scheme at CF'L = 10000.

two-dimensional case. A Lagrangian approximate Riemann solver is first established for
the Lagrangian gas dynamics equations projected onto the normal direction n. Explicit
conditions on the discontinuity velocities are derived to ensure positivity of specific volume
and internal energy and entropy control. The conservation condition applied onto the
two-dimensional gas dynamics equations then boils down to the Lagrangian nodal solver,
allowing us to approximate the vectorial parameter for the nodal velocity v,,.

We then use these elements as the building block to design the corresponding Eulerian
simple Riemann solver. Once again, with the Lagrange-to-Euler mapping, hypothesis
(Hy) and (Hs) and the fundamental relation, the Eulerian solver is obtained, and by
construction the associated Eulerian scheme is multi-point, conservative, entropic, and
positive under a well-defined CFL condition. Moreover, the wave-speeds of the Riemann
solver are appropriately ordered by construction. A summary on the scheme with its
associated subface-based flux is presented. An extension to the second-order of accuracy is
also achieved using classical piecewise linear reconstruction associated with a slope limiter
for the space discretization and the Runge-Kutta method for the time discretization.

This novel subface-based scheme is named the multi-point scheme and the classical
one as two-point scheme. A set of test cases have been simulated with the aim of assessing
its robustness by comparing the results of both two-point and multi-point schemes. A
few sanity checks were done such as the modified Sod shock tube which was compared
with the Roe solver with and without entropy fix, and the cylindrical Sod shock tube
with a comparison of CPU time for both two-point and multi-point schemes on first and
second order. Then, the classical isentropic vortex is done in order to run a convergence
analysis for the first and second order accuracy. A series of test cases mainly from Quirk
(1994)’s catalog was also implemented. The aim here is to exhibit the characteristic of the
multi-point scheme where it is insensitive to numerical instabilities while comparing to
the two-point scheme. These test cases include the odd-even decoupling and its modified
version, hypersonic flow over a half cylinder, the Sedov blast wave problem, the Noh
implosion and the forward-facing step test case.

A straightforward extension to the three-dimensional gas dynamics equations is
then accomplished. Before presenting the numerical results, we introduced the three-
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dimensional geometrical entities used, a summary of the three-dimensional subface-based
scheme and also a few important PETSc libraries that were used for the 3D code data
management, especially for the MPI implementation. A second-order extension is also
accomplished to improve accuracy. The numerical validation for the 3D gas dynamics
include a sanity check with the 3D spherical Sod shock tube, the Sedov blast wave and the
hypersonic flow over a sphere where once again we compare with the two-point scheme,
the blunted cone-flare where we compare the 3D solution with the 2D axisymmetric one,
and lastly 3D re-entry vehicles such as the MaRV, ARD and Pre-X. These test cases were
compared with reference solutions from experimental results or code results and show
good coherence.

A final extension involving the implicit time-stepping discretization was included in
this study. The objective of the implicit scheme is to study steady inviscid flows. The
theoretical framework for this scheme is first presented, followed by the presentation of
the iterative method and preconditioning used to solve the non-symmetric sparse sys-
tem. A two-dimensional sequential simulation code for the implicit time discretization
is developed and series of classical test cases were implemented to compare the residual
convergence with different CFL for both two-point and multi-point schemes.
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A Godunov-type Finite Volume scheme
for the shallow water equations

Contents
5.1 Governing equations and notations . . . . ... ... ... .. 158
5.2 One-dimensional well-balanced Godunov-type scheme . .. .. 160
5.3 Two-dimensional well-balanced Godunov-type scheme . . . . . 171
5.4 Chapter summary . . . . . ¢ v v v v v o v v v v o s o o e e e e e 190

In this chapter, we will be implementing the Godunov-type Finite Volume scheme
presented in chapter 2 and chapter 3 on a system of conservation laws with source term,
namely the shallow water equations. Shallow water flows are typical for flows where the
vertical dimension is much smaller than the typical horizontal one, such in ocean, rivers,
lakes, close to coasts for example. The challenge here is to take into account the source
term in the equation, at the same time preserving the well-balanced nature of the system.

Similarly to the work accomplished for the gas dynamics model in the previous chap-
ters, this chapter is once again inspired by the work of Gallice (2002b) where we first
introduce the simple Riemann solver in the one-dimensional Lagrangian system of coor-
dinates, this time taking into account the source term in the definition of the jump terms.
Conservation laws with source terms often have steady states in which the flux gradients
are nonzero but exactly balanced by the source terms. This Lagrangian Riemann solver
is then used as a building block to construct the Eulerian simple Riemann solver using
the Lagrange-to-Euler relation. This relation between Lagrangian and Eulerian system
of coordinates allows for a clear definition of ordered Eulerian wave speeds, positivity
preservation under a well-defined CFL like condition and an embedded well-balanced
property treatment. Moreover, special care has to be taken to ensure that steady state
solutions are maintained.

Similarly to the one-dimensional case, we then incorporate the subface-based nu-
merical scheme (refer Chapter 3) to the two-dimensional shallow water equations. The
multi-point scheme involves a nodal solver that allows to take into account all cell states
surrounding a given node. Therefore, the aim of this section is to:

o Recall the shallow water equations in both Lagrangian and Eulerian representation;
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o Constructing a well-balanced Godunov-type Finite Volume scheme that is
positivity-preserving;

o Incorporating the Finite Volume scheme on the one-dimensional and two-
dimensional shallow water equations;

« Validate the numerical scheme on demanding test cases.

5.1 Governing equations and notations

One considers the free surface flow of water in a channel by assuming that the water is
incompressible, non-viscous, non-heat conducting, without bottom friction and subject to
gravitational forces. The horizontal plan is given by coordinate x and y. The body force
vector is denoted by g = (0, —g) where g is the gravitational acceleration that will be
assumed constant in this work. The two-dimensional computational domain is denoted
by D. The bathymetry of the channel B(z,y), is assumed fixed in time but may be
irregular, and the water depth is denoted by h(z,y,t), see figure 5.1. Lastly, the velocity
vector of the fluid is referred to as u = (u, v).

X =(x,y)_ u =(u,v) h(x,y,t)

Figure 5.1: Illustration of the shallow water context.

The shallow water equations (see Leveque (1998)), are balanced laws and are rep-
resented by the following non-linear system of Partial Differential Equations (PDEs):

oU
—, TV F(U)=8(U), (5.1.1)

where, U = U(x, 1), for x = (z,y) € R? and ¢ > 0, is the vector of conservative variables
which takes values in R? and F = F(U) is the flux tensor in R? x R?, while S(U) in R3
is the source term involving the bathymetry. Let e,, e, be the vectors of the Cartesian
basis of R?, then F = Fe, € R* and G = Fe, € R?® the components of the tensor flux.
Its divergence then writes

V- F(U) = ;;_F(U) + (,fyG(U), (5.1.2)
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so that system (5.1.1) rewrites in the more classical form

0 0 0
= —F —G = 1.
GtU + B (U) + 8yG S(U), (5.1.3)

where the vector or conservative variables U, the flux vectors F(U) and G(U), and the
source term vector S(U) are explicitly given by

h hu
U=| hu |, FU=| h?+p |,
hv huv
hv 0
G(U) = huv ., S(U)=| —gho,B |. (5.1.4)
hv? + p —ghd, B

The variable p can be seen as the pressure and in the case of shallow water equations
1
it takes the simple form: p = p(h) = §gh2. If the source term is identically null,

S(U) = 0, then system (5.1.3) becomes a hyperbolic system of conservation laws of
which the eigenvalues are: A= = u — a and AT = u + a, where a = \/gh plays the role
of the sound speed. Moreover, we can also interpret the homogeneous version of system
(5.1.3) as the isentropic Euler system if p = h and a polytropic pressure law p(p) = Kp?
is considered, with K = 1 and v = 2. With such analogy we define the internal energy

d 1
e = e(h) with £ = % and the energy as £ = ¢+ §|u\2 such that the entropy inequality
is given by
a(hE)+a(hE+ )+a(hE+ ) < —gh(ud, B + v0,B) (5.1.5)
= —(u u) + —(v v) < —gh(ud, v . 1.
ot or PO 5, pv)="—9 y

We remark that in the case of a regular bathymetry, 9,8 = 0 and 9,8 = 0, the foregoing
equation is equivalent to

0 9] 0
— — — < 1.
5 (hEp) + 3x<UhEB + pu) + 3y (vhEp + pv) <0, (5.1.6)

where Ep = F+ B. The exact solutions of system (5.1.3) are usually not known, generally
tremendously complicated in particular due to the presence of irregularities such as shock
waves, rarefaction corners or contact discontinuities. The set of admissible solutions of
system (5.1.3) is characterized by the positivity of the water depth h:

A={U, s t.h>0}. (5.1.7)

Numerical methods that are able to maintain numerical solutions within A are referred
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to as being positivity preserving. Moreover, there exist large sets of stationary solutions
for the shallow water equations when the bottom bathymetry is non zero. Of particular
importance, are the so-called Lake at Rest solutions defined by:

V(z,y) €D, Vt >0, wu(z,y,t)=0, h(z,y,t)+ B(z,y) = constant. (5.1.8)

Lake at rest solutions are important solutions that should be captured and maintained
exactly when resorting to numerical methods. In such case, the numerical method is
said to be well-balanced (WB) (refer to Gallice (2002b); Bouchut (2004); Gallardo et al.
(2007)). In this work, we only consider wet situations where A > 0, and, we postpone the
issue of dealing with wet/dry transition area for future developments.

5.2 One-dimensional well-balanced Godunov-type
scheme

In this section, we will be tackling the one-dimensional shallow water equations by build-
ing a simple Lagrangian Riemann solver in the first place. After ensuring the properties
of the Lagrangian solver, we then derive the Eulerian counterpart. The associated first
order Finite Volume numerical scheme ensures well-balance and positivity preservation
properties. A second-order accurate extension is then proposed based on Runge-Kutta
time discretization and piece wise-linear limited reconstructions.

5.2.1 Governing equations

The one-dimensional shallow water equations in the Eulerian description are given by the
following system:

o . 0
5,0+ 5-F(U) =S(U). (5:2.1)

Here, U = U(z, t), F(U) = F(U(xz,t)) and S(U) = S(U(x, t)) are respectively the vector

of conservative variables, flux vector and source term, more precisely,

U:<hhu>’ F(U):<hu2u+p>’ S(U) = ( —gi?azB)

The entropy inequality is given by

0 0
&(hE) + %(uhE +pu) < —gh(ud,B). (5.2.2)
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On the other hand, the one-dimensional shallow water equations in the Lagrangian coor-
dinates can be written in a simpler form

0 0
5V T 5 -G(V)=P(V), (5.2.3)

where m is the mass variable defined as dm = h dx, and

V:<1Zh>7 G(V):@”), P(V):<_gh%m3),

and for which the entropy inequality becomes

0 0

—FE+ —(pu) < —ghuo,,B. 5.2.4
Lt 5 -u) < —g (5.2.4)
Now that we introduced the one-dimensional shallow water equations in Eulerian and
Lagrangian representation, we proceed to establishing a simple approximate Lagrangian
Riemann solver.

5.2.2 Simple approximate Riemann solver for Lagrangian shal-
low water

Once again inspired by the seminal works of Gallice (2002a), we start by designing an
approximate Riemann solver for shallow water equations written under the Lagrangian
representation. Considering a Godunov-type scheme for the Lagrangian system (5.2.3),
the associated simple approximate Riemann solver with wave speeds —\;, 0 and A\, > 0
is given by

v, it D<),
t m
wiar (v v Pl A< <o,
cor (v, v, ™) = 5.2.5
<l t> V;ifo%g)\ (5.2.5)
Vv, if %zxr.

Here A and A\, are parameters that are strictly positive. The intermediate states write
= (1/h%,u}) for s = [, r. Following the work of Gallice (2002a), the consistency of the
approxnnate Riemann solver, is ensured provided that the following equation is satisfied,

N(VE = V) + M\ (V, — V*) = [G] — [mP], (5.2.6)

where [G] = G, — Gy is the variable jump and [mP] the jump of the source term.
Replacing each component in (5.2.6) yields

5y (hl _ hl> Y (h _ h1> — (e —w), (5.2.7)

r
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=N —w) + A (u —uf) = (pr —p) + gh[B], (5.2.8)

where h[B] = [m]ho,, B and h0,, B is an arbitrary approximation of hd,, B that we shall
determine later. Analogically to the gas dynamics equation and for the sake of simplicity,
we represent [p] = [p] + h[B] where [p] is the total pressure jump and equation (5.2.8)
becomes

=N (u] — ) + A (u, —ur) = [p]. (5.2.9)

Now, assuming that the hypothesis (H;) is satisfied, we can proceed to write

o1 1
Uy — Alh? = Uuj; — )\ZE’ (5210)
u = uy, (5.2.11)
D W W (5.2.12)
s Th: - T rhr L.
We can define v = wuwfj = wu: thanks to (5.2.11), and with equa-
tions (5.2.7), (5.2.8), (5.2.10), (5.2.12), the intermediate states yield
* 1 TAT
ut = I (/\lul + A\, — [[p]]) , (5.2.13)
1 1 1 —
— = (T = M —w)), 5.2.14
e aOvt A (1= (e =) (5:214)
1 1 1 —
Sl My, — ) . 5.2.15
TS v wi (AR (5:219)

From the previous equations, it is clear that the positivity is ensured provided that \;
and A, are large enough because the denominator is quadratic in A and can be made as
small as necessary to compensate the sum of the jumps in pressure, velocity and source
term. Moreover, for sufficiently large wave speeds, the solver is also entropic in the sense
that

(pruy — prug) + w*gh[B] < N (Ef — E) + N\ (EX — E,) . (5.2.16)

We are now in position to determine explicit conditions on the wave speeds to ensure
positivity preserving properties.
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5.2.2.a Positivity-preserving and entropy consistent approximate of the La-
grangian Riemann solver

Substituting (5.2.13) into (5.2.10-5.2.11), hj and h} can be written in a convex combina-
tion of the wave speeds,

Al m Ar [v]
hf = h; — hi + —
! AZ+AT<’ a2) T )
Ar [»] A [u]
hy = h, — h, ,
S < ()\T)2> T\,
with [p] = [p] + gh[B]. The positivity of the water height holds true provided that the
terms between parentheses are positive. Therefore, similar condition the conditions on ),

and A, as mentioned in 2.2.4.b is recovered and allows to ensure the positivity of A and
L, such that

A, = max <hlal, \/erhl, —ﬂu]]hl) , A, = max (hrar, \/—erhT, —[[u]]hr> . (5.2.18)

1
Where, for x € R, (z), denotes the positive part of z, i.e., (x)y = §($ + |z|). In order

(5.2.17)

to ensure the well-balanced property of the scheme, the lake at rest solution has to be
maintained and must satisfy the following solution :

w=u,=0, h + B, =h,+ B, = constant > 0.

Note that the Riemann solver produces u* = 0 if and only if

ghlB] = —(pr — 1), (5.2.19)
_ o 11 11 - —
which further implies that il and it Moreover, if we assure that h[B] =
l l r r

h(B, — By), h can be defined as such

[p] .
=1 Tf] if [l #0 (5.2.20)
hi=h, if [B]=0

We are now in position to express the numerical flux in terms of the states of the Riemann
solver

* 1 * /\l * )‘7“
G = §(Gz +G;) - E(Vl - Vi) - o

This concludes the design of our positivity preserving and well-balanced Lagrangian Rie-
mann solver and the entropy stability will be studied in future work. This solver will be
used next as a building block for the Eulerian counter-part.

(V, — V7). (5.2.21)
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5.2.3 Simple approximate Riemann solver for Eulerian shallow
water

The extension of the Eulerian Riemann solver is obtained by means of a Lagrangian to
Eulerian mapping, see Gallice (2003) and Chan et al. (2021). Here, the approximate
Riemann solver associated to a Godunov-type scheme for the Eulerian system (5.2.1) is
given by

U, if % < Ay,
m Ur if —A < <A,
W <U1,Ur,> = ‘ r t (5.2.22)
13 U: if A(] < ? S Ar,
U, if % > A,

Here, —A;, Ag, A, are the Eulerian wave speeds and the intermediate states write U} =
(hx, htuf) for s = ,r. The Eulerian Riemann solver is simply deduced from the La-

grangian one by considering
e =UVi,), (5.2.23)

and the Eulerian wave speeds are obtained using the Lagrange-Euler relation from Gallice
(2003),Chan et al. (2021),

1
Al:ul_)\lia AOZU*y AT:ur+/\r

1
iy 2.24
hy hy (5:2.24)

Remark that the properties of the Eulerian Riemann solver are inherited from the La-
grangian one. Namely, the solver is positive under the explicit control of the Lagrangian
wave speeds. Moreover, the Eulerian wave speeds are ordered by construction, thanks to

T
the positivity of h: —A; < Ag = u* < A,. The interface flux F* at n = (0 expressed in

terms of the wave speeds and intermediate states yields

_ [l
2

1 A A,
L L R (VR (AN L)

2

5.2.4 Well-balanced Godunov-type scheme

Let us consider a one-dimensional mesh of the computational domain Q = [Zmin, Tmax]
made of N > 0 cells w; = [®;_1/2, Tit1/2], of size Az = x;41/2 — x;_1/2. Built upon the
Eulerian Riemann solver, the one-dimensional well-balanced first-order Finite Volume
numerical scheme simply writes

At
Uittt = Uy - Ar [Ui+1/2 - Ui—l/Q] — AtS(U;)", (5.2.26)
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here S(U)” is an averaged value of the source term that we shall compute later. The

generic numerical flux is given by

n n ‘AZ,H%‘ .

|U’1(+%|

F* .=
2

i+3

(U, .Uy 1)+|AT7+%I(U' -U% 1)
r+3 T3 92 N
(5.2.27)
The Eulerian wave speeds A;, are determined for each interface thanks to (5.2.24), and
they are derived naturally from the Lagrangian ones (5.2.18).
It remains to determine the discretization of the source terms along with a CFL condition
ensuring the positivity preservation and the well-balance property. Recall that the well-
balanced property is fulfilled if v; = u, = 0 and h; + B; = h, + B, = constant, then
uf = ur =0, hf = h; and h = h,. Substituting these intermediate states into (5.2.27),
the well-balance property for the momentum component means

N | —

1

D) (p?+1 - p?—1) - /w gh" ()0, B(z)dz = 0, (5.2.28)

n+1

i

because u]' = 0. We are looking for a well-balanced solution, that is u
the pressure by its expression in terms of A yields

= (. Replacing

1/1 noy2 1 n o\2\ h?+1 +hi' h?ﬂ —hi'y
—5 <29(hi+1) - ig(hz’—l) ) =—g ( B B ) (5-2-29)

therefore the source term can be approximated as follows

— | gh™(x)0,B(x)dx = —gh; | 0,B(z)dz = —gﬁi(BiH/g — Bi_12). (5.2.30)

1 — 1
If we set Biti/o = 5(31‘11 + B;) and h; = §(hf+1 + A" |), then in the case of a lake at

rest solution, equation (5.2.28) is fulfilled. Indeed we have B; = constant — h; for all cell,
Biy1 — Bi _h?+1 —hi',

therefore (Bi+1/2 — Bi—l/?) = f = 9
A well-balanced discretization of the source term gives
A h B 1 — B;_
—/ gh" ()0, B(z)dx = —g ( ZH; 2_1> ( 1 5 1> . (5.2.31)

5.2.5 Time step control

The time step is controlled by a classical CFL condition based on the computed Eulerian
wave speeds from (5.2.24) that depend on the Lagrangian ones (5.2.18) as

A
At < min (w;ci') . (5.2.32)
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Further work will require a more established CFL condition such as the work done for
the gas dynamics equation. This indicates one needs to express a convex combination
in terms of the state variables and at the same time taking into account the source
term. This way, the positivity of the Lagrangian and Eulerian intermediate states should
guaranteed.

5.2.6 Second order extension

The second order temporal extension of the previously described Eulerian scheme is
achieved by a classical predictor-corrector (P/C) scheme. The space discretization is
brought to second order by means of piecewise linear reconstruction (P;) with Minmod
or Van Leer slope limiter, that is a classical MUSCL-type scheme. Each inter-facial value
is replaced by its piecewise linear limited reconstruction at intermediate half-time step.
In our approach we reconstruct the variables h to ensure the positivity of the water
height thanks to the use of a slope limiter, and the constant = h 4+ B. The reconstructed
bathymetry is deduced by subtraction of h + B and h, hence the reconstruction of B is
piecewise linear per cell and 0, B is then constant per cell. Note that this choice ensures
both, positivity preserving of the reconstructed states and the well-balanced character
of the scheme as the reconstruction operator exactly preserves the lake at rest solutions.
Concerning the source term (5.2.31), h being reconstructed, we can compute the recon-
structed value of h;;;/, as the average values of the two reconstructions from cell 7 and

h; hi
i+ 1 (likewise for h;_1/2), then / gh"(x)0,B(z)dz ~ ¢(0,B) +1/2 —g 2 " Other for-

mula are possible.

Such extensions via MUSCL and P/C are genuinely classical, thus we omit detailed de-
scription here and proceed to classical 1D shallow water test cases to assess the properties
of the scheme.

5.2.7 One-dimensional numerical validation

In this section we present several classical test cases to assess the properties of the 1D
scheme based on the approximate Riemann solver developed in section 5.2.3. The main
purpose is to observe the well-balanced property of the numerical scheme and the positiv-
ity preservation of the specific volume. The CFL is set to 0.9, N = 100 unless otherwise
stated, and the gravity constant g = 9.81. We may use the shorthand notation ¢ = hu.

Accuracy test We consider the test proposed in Xing & Shu (2005) to measure the
accuracy of the numerical scheme. The computational domain is L. = 1 with periodic
boundary conditions. The bottom function B and the initial conditions are:

B(z) = sin®(7x), h(z) = 5+ <C™) ¢(z) = hu(z) = sin(cos(27z)).

The exact solution is unknown explicitly for this case. A reference solution is computed
using the second order scheme with N = 10000. The simulation runs up to ¢ = 0.1 since
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shocks develop later in time for this test case. Table 5.1 presents the L? errors of the
water height h and the associated orders of accuracy. We observe a plain first order and
an almost second one.

Number of cells (N) Py scheme [P, scheme
L? error L? order L? error L? order
50 1.79 x 102 — 3.12 x 1072 —
100 8.97 x 1073 0.99 1.09 x 10~ 1.5
200 4.49 x 1073 0.99 3.89 x 1073 1.51
400 2.26 x 1073 0.99 1.35 x 1073 1.53
800 1.16 x 1073 | 097 | 458 x107* | 1.56
1600 5.96 x 1074 0.97 1.48 x 1074 1.63

Table 5.1: Accuracy test. L2 errors and L? orders for variable h for both first-order Py and second
order Py schemes.

Flows over a bump This series of test case from Goutal & Maurel (1997) allows to
challenge the numerical scheme against well-balanced solutions of flows over a bump. The
domain is 2 = [0 : 25] of length L = 25 m and the bathymetry is defined by

B(z) = max(0,0.2 — 0.05(x — 10)?). (5.2.33)

Different flow regimes are initialized following the initial conditions and boundary condi-
tions given in table 5.2.

Still water over a bump The still water test case, also known as lake at rest, is a
classical test case to validate the well-balanced property of a scheme. Figure 5.2 represents
the numerical solution of the free surface at t = 50 s against the exact solution. The
scheme obviously preserves the stationary solution and the L! error obtained for the water
height h is of the order of machine precision, 5.55 x 10717, as expected.

Subcritical and supercritical flows over a bump A subcritical flow is determined
when the velocity of the flow is smaller than the acoustic wave velocity, meaning that the

Flow regime Initial conditions Boundary conditions
h+ B (m) | hu (m?/s) | (hu)sy, (m?/S) | how (m)
Still water 0.5 0 - -
Subcritical flow 2 0 4.42 2
Supercritical flow 2 0 2505.67 2 (hin)
Transcritical flow 0.66 0 1.53 0.66
Transcritical flow (shock) 0.33 0 0.18 0.33

Table 5.2: Initial and boundary conditions for the 1D flow over bump test cases.
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Free surface (m)

—— DBottom

—— Numerical solution

-=---Exact solution
I 1

10.0 15.0 20.0 25.0
Position (m)

[Sx1
()

Figure 5.2: Still water — Bottom bathymetry (black) and free surface elevation at time ¢ = 50 s for
the numerical solution (red symbol) against the exact solution (blue dashed line).

Froude number, Fr = u/+/gh is less than one. Contrarily a supercritical flow is observed
when the Froude number is greater than one. The numerical free surfaces at ¢ = 100 s for
both of such flows are represented in figure 5.3 against the exact solution. The numerical
solution is in well agreement with the exact solution in both cases.

Transcritical flows over a bump A transcritical flow regime exists when certain
parts of the flow are subcritical while others supercritical. For the first transcritical
test, the flow is subcritical before the bump and supercritical after. The second test
corresponds to a transcritical flow with shock, the flow is subcritical everywhere except
for the supercritical point at x = 10 above the bump, creating a stationary hydraulic
shock wave. Figure 5.4 illustrates the free surface of these flows at ¢ = 100 s against
the exact solution. While for the first test the agreement is almost perfect, the presence
of the shock wave pollutes the numerical solution. Indeed an overshoot is observed just
after the shock.

Dry bed generation The dry bed generation test case from Gallardo et al. (2007)
is essential to verify the preservation of the positivity of the water height. In this test
a vacuum state (i.e. dry bed) is formed in-between two rarefaction waves travelling in
opposite directions. The computational domain is € = [0 : 10] of length L = 10 m and
we observe the results at final time ¢ = 1 s. Outflow boundary conditions are considered,
and the initial conditions are

—03m2 s if z< 57
h(z) =0.1m, gq(u)= (hu)(z) = { 0,3m2/s/ if els;.
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Figure 5.3: Subcritical and supercritical flow over a bump — Bottom bathymetry (black) and free
surface elevation at time ¢ = 100 s for the numerical solution (red symbol) against the exact solution

(blue dashed line).
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(b) Transcritical flow with shock over a bump.

Figure 5.4: Transcritical flow over a bump — Bottom bathymetry (black) and free surface elevation at
time ¢ = 100 s for the numerical solution (red symbol) against the exact solution (blue dashed line).

Notice that this test case involves a flat bottom. Figure 5.5 shows the results of a mesh
convergence for both water height and discharge respectively for the first order scheme
against the exact solution (dashed blue line). The grid is refined under the sequence
100, 200 and 400 cells. The numerical solution converges towards the exact one without
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170 Chapter 5 : A Godunov-type Finite Volume scheme for the shallow water equations

any positivity problem as expected since small amount of water remains on the dry area
(here h &~ 107'%). A modification of this test case, as proposed in Gallouet et al. (2003),

0.1 —— N=100 p 0.3F — N=100 :
—— N=200 —— N=200
—— N=400 —— N400
0.08 | Exact solution Oz_w
= = 01
2 0.06 & /
£
5 2 0
7 E
[} ] =
£0.04F ‘ Z
- a
0.02
| | |
2.0 40 6.0 8.0 10.0 10 6.0 8.0 10.0
Position (m) Position (m)
(a) Free surface elevation. (b)Discharge.

Figure 5.5: Dry bed generation test case — Grid convergence for N = 100, 200 and 400 cells.

introduced a non-flat bottom bathymetry. The computational domain length is L = 25 m
and the bathymetry is defined as

lm if 25/3<az<25/2
B(z) =
0m else.
15.0F —— Bottom e =0s
- t=0s ol —— £ = 0,05
—— t=0.05s ‘300-* ::::3”
—— t=025 —— t=045s
—— t=045s 200F —— 4 — .65
/............—...\ —— =065 | g
F100 = 100k
< £ ¢
= %
s = —100F
5.0
—200
K J —300
5.0 10.0 15.0 20.0 25.0 0 5{() 1(;,() L’;.[) 2(;.(] 25.0
Position (m) Position (m)
(a)Free surface. (b) Discharge.

Figure 5.6: Modified dry bed generation —Free surface (left) and discharge (right) at times t =
0s,0.05s,0.25s,0.45s and 0.65s.

In Figure 5.6 we present the numerical results obtained with N = 100 cells and several
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intermediate times before the final time ¢ = 0.65 s. The free surface and discharge are
presented respectively on the left and right panels. No visible problem is observed. As
expected because our scheme does not deal yet with wet-dry front, a small amount of
water is still present on the bathymetry.

In this section, we presented a well-balanced Godunov-type scheme for the one-
dimensional shallow water equations. This scheme is a re-interpretation of the work
established by Gallice (2002a). A simple approximate Lagrangian Riemann solver is
built in the first place, and the well-balance property as well as the positivity preserva-
tion property is studied. The Eulerian counterpart is then achieved with the Lagrange-
to-Euler mapping and by construction, the Eulerian scheme inherits the properties of
the Lagrangian ones. Numerical validations demonstrate the well-balanced property of
the scheme and the positivity-preserving property of the scheme is also assessed with a
few near-dry test cases. Nonetheless, an in-depth study and analysis on the positivity-
preserving property with an appropriate time step condition and the entropy stability of
the scheme is yet to worked on.

5.3 Two-dimensional well-balanced Godunov-type
scheme

Now that the one-dimensional well-balanced scheme is established, we are in position to
design the two-dimensional scheme solving the shallow-water system (5.1.1). We will be
implementing the multidimensional Godunov-type scheme described in chapter 3, this
time on the the two-dimensional shallow-water equations where a source term is present.
Let us recall a few important notations before proceeding.

Notations The computational domain is a polygonal portion of R? paved with a set
of non overlapping polygonal cells w,. with ¢ is the generic label of the cell. The generic
label of a point is p, x, denotes its vector position and P(c) the set of vertices of w,.
The vertices of cell w, are counter-clockwise ordered, and p~ and p* are respectively the
previous and the next points with respect to p, refer to figure 5.7. The subcell w,, is the
quadrangle formed by joining the cell centroid, x., to the midpoints of [x,-,x,], [x,, X,+]
and to x,. The set of subcells w,,. for p € P(c) constitutes a partition of the cell w,, that
is,

We = Wpe- (5.3.1)

pEP(c)

We also introduce the set of faces of cell w, and denote it F(c). Each face f of cell ¢ is
decomposed into subfaces by means of the partition of ¢ induced by the subcells pc for
p € P(c). As such we define SF(pc) the set of subfaces attached to the corner pc, which
is nothing but the set of faces of subcell wy,, impinging at point p. We denote respectively

by lyer and n,.p = (ny, ny)peyr the measure and the unit outward normal of the subface
f. We observe that the set of subfaces SF(pc) for p € P(c) constitutes a partition of the
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172 Chapter 5 : A Godunov-type Finite Volume scheme for the shallow water equations

Figure 5.7: Geometrical entities attached to the polygonal cell w,.

set of faces of w,, that is,
Fle)= U SF(pe). (5.3.2)
pEP(c)

Given a cell ¢ and one of its face f, a unique 'neighbor’ cell can be associated and we
refer to it as d(c, f) or d to shorten the notation. The set of neighbors of cell ¢ is denoted

by N (c).
In what follows, we will be recalling the subface-based Finite Volume scheme presented
in chapter 3 in its generic form, this time taking into account the source term.

5.3.1 Subface-based Finite-Volume scheme with source term

We start by integrating the system of conservation laws (5.1.1) over w, and employing
Green formula yields

U,
el 52 +/6%IF(U)nds _ /%S(U) dv, (5.3.3)

where U, (t) = / U(x,t) dv is the cell-averaged value of U over w,. and U” = U.(t")

el
for any discrete time t". Employing a classical first-order explicit time integration turns

(5.3.3) into

At At

urtt —ur + F(U")nds =

S(U™) do. (5.3.4)

|lwe| Jowe |we| Jee

The Finite Volume scheme (5.3.4) requires the construction of an approximation of the
normal flux integral. Following Gallice et al. (2022), this integral term is a node-based
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5.3 Two-dimensional well-balanced Godunov-type scheme 173

approximation that relies on the partition of w,. into subcells

F(U"nds = 3 / F(U")nds. (5.3.5)
0

Owe pEP(c) wpeNOwe
The surface integral term at the right-hand side of (5.3.5) is approximated along the
subfaces by means of subface flux F.; as follows

/ F(U")n ds = Z lpchpCfJ
OwpcNOwe FESF(pe)

and the numerical approximation of the subface flux will be done by means of approximate
Riemann solver that will be described in section 5.3.3 onwards.
As for the source term, its integral is defined as

! /WCS(U”)dv: Y 5, (5.3.6)

el feF (o)

and its definition will be presented later in 5.3.5. Substituting the above forms into (5.3.4)
gives the generic subface-based Finite Volume scheme

Ut —ur + |w| S>> LefFpp=At Y Sy (5.3.7)
€l peP(c) fESF(pc) feF(c)

With the aim of defining an approximate Riemann solver to characterize the subface flux
F,.s, we emulate the strategy from Chapter 3 and 4 (or see G. Gallice & Maire (2022)),
where the subface-based Finite Volume scheme for Eulerian gas dynamics equations was
built. The key feature of this scheme includes:

+ Node-based conservation condition (refer to section 3.2.6). The subface-based
Finite Volume scheme is considered conservative if the summation of the subface
fluxes attached to subfaces impinging at p is equal to zero, such as

Y Y lpefFpr =0

ceC(p) feSF(pc)
This condition has to be fulfilled for all nodes.

« Fundamental relation between Lagrangian and Eulerian framework. (refer
to section 3.3). The Eulerian Finite Volume scheme is built using the Lagrangian
counterpart. The Lagrangian simple approximate Riemann solver is built in the
first place. The Lagrange-to-Euler mapping then allows to express the Eulerian
variables and fluxes in terms of the Lagrangian ones. The Eulerian wave speeds can
be estimated directly in terms of the Lagrangian ones thanks to the (H; ) hypothesis.
and lastly, the fundamental relation F, — F. = G, — G, that demonstrates
the equivalence of the Lagrangian and Eulerian numerical fluxes.
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174 Chapter 5 : A Godunov-type Finite Volume scheme for the shallow water equations

In what follows, we present the systems of balanced laws in both Eulerian and Lagrangian
framework. We then establish the Lagrangian simple approximate Riemann solver and
the node-based conservation condition in the Lagrangian framework. This will then be
used as a building block to construct the Eulerian counterpart.

5.3.2 Description of the one-dimensional Eulerian and La-
grangian systems of balanced laws

Let us consider the subface characterized by the unit outward n. The normal and tangen-
tial components of the velocity vector u write respectively u, = u-n and uy = u-t, and,
obviously, u = uyn + ugt. The vector of conservative variables and the flux projected
onto the normal direction n write

h hum
U= |hu, |, Fn=Fn= |hu+ph)|. (5.3.8)
hut hunut

Therefore, the one-dimensional Eulerian system associated to the SW system in the n
direction, where x, = x - n, reads

oU  9F,(U)
+ -~ 7

where S,(U) is the associated source term S, (U) = (0, ¢n, 0)" with ¢, = —gh(VB), and
(VB), = VB - n to simplify the notation in what follows. Employing the Lagrange-
to-Euler mapping we can derive the corresponding one-dimensional Lagrangian system

OV 0G,(V)

ot + om
where m is the Lagrangian mass coordinate related to the Eulerian coordinate x,, and
7 = 1/h is called the specific volume by identification with the gas dynamics. The
Lagrangian vector of conservative variables, the Lagrangian flux and source term write

= P.(V), (5.3.10)

T — Uy 0
V = Un | , Gn = p ) Pn(V) = | n
Ut 0 0

5.3.3 Lagrangian simple Riemann solver
This Lagrangian simple approximate Riemann solver structure mimics the continuous

structure of the one-dimensional Lagrangian system of balance laws. It is naturally
composed of four states V;, Vi, V and V, separated respectively by discontinuities of
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5.3 Two-dimensional well-balanced Godunov-type scheme 175

speeds —A;, 0 and A, in the (m,t) plane.

v, it D<),
t m
. Vi oif - n< 2 <o,
W(WA@)z m
t Vioif 0< <A,
Vv, if /\T<?.

A and A, are positive real parameters which must be constrained as to ensure the posi-
tivity and entropy stability properties of the Riemann solver following the methodology
introduced in Gallice (2002a, 2003) and revised in Chan et al. (2021); Gallice et al. (2022).
The states components write Vg = (7, tn,s, um)t and the intermediate states components
Vi = (15, u} , ui )" for s = [,r. Considering the jump condition for 7 across the second
wave, which is also equivalent to the (H;) hypothesis, we get

0(r" = 77) = (up, —upy) =0 = uy, = up = uj.

n,r
Therefore, the jump conditions for 7 boils down to

(T = 71) = (uf — ung) =0, (5.3.11a)
()= 70) + (U, = Uny) = 0. (5.3.11b)

T

Now, following Chan et al. (2021) we complete the Lagrangian Riemann solver charac-
terization introducing the intermediate fluxes for s = [, r

GH,S = (_ﬂn,sa psa O)ta (5312)
which satisfy the system

(5.3.13a)
(5.3.13b)

MV =V)+Gny — Gy =Py,
AV, = V) + Gy — Gy, =P
where G s = Gu(Vy) and Py = P,(V) is an appropriate mean value of the source
term for s = [,r. Combining the first components of (5.3.13a), (5.3.13b) with (5.3.11a),
(5.3.11b) leads to Ty, = u}, = Un, because the source term is null for its first component.
We arrive at the following expressions of the intermediate states, fluxes and source terms
fors=1,r

* *
T —Uu 0
s n
Vi = ol Guns=1| D P..=17q
s un ) n,s — ps ) n,s — qn,s )
ug 5 0 0
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176 Chapter 5 : A Godunov-type Finite Volume scheme for the shallow water equations

As such, the system of 6 equations for 7 unknowns is given by (5.3.13a) and (5.3.13Db),
that is

We can express 6 unknowns in terms of the 7*® unknown, for instance u in a parametric
form. The left and right tangential velocities are simply given by solving the third
equations to get ug, = wugs because A\ # 0 for s = [,r. Moreover, we can introduce
the 'new’ pressures as

ﬁl =D + Qn,lu and ﬁr = Pr + @nm. (5314)

Next the intermediate normal velocity u} is viewed as a parameter to express the 4
remaining unknowns, 77, and py,, solution of the 4 remaining equations:

(T — — (uf — uny) =0, Ar(T) = Ty n— Uny =0,
(S) 1(77* ) (UE u~z) (S,) (7'* T.) +u - U . (5.3.15)
Ai(uy = tng) + 9 — P =0, Ar(Ufy = Uny) = (B, — ) =0,

In other words, given A\; > 0 and u},, we compute

* i (up — un,S) " (up — un,r)
T, = Tj —_— T. — 7_7‘ - 9

e N r A (5.3.16)
T)l = ﬁl - )‘I(U; - un,s) pr - ﬁr + )\r(u; - un,r)

The value of A\, > 0 is restricted from below because to ensure the positivity of the
specific volumes, from the first equations of (S;) and (S,) we deduce the conditions still
parametrized by the normal velocity u}, as
Uy — Uny uy —
N> —-mmh o and ), > e (5.3.17)
Tl Ty
The last unknown is the velocity u} that we shall determine in the next subsection. Next,

we invoke the consistency of the Lagrangian Riemann solver with its underlying balance
law by summing (5.3.13a) and (5.3.13b) to get

Ghn,— G =NV =V) = A(V, = V) 4+ Gpn, — Gp; — Py, — Py (5.3.18)
On the other hand, utilizing the expression of the components of G, and Gy yields
o o 0
Gn,r - Gn,l = (pr - T?l) 1 . (5319)
0
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5.3 Two-dimensional well-balanced Godunov-type scheme 177

The consistency of the simple Lagrangian Riemann solver with its underlying balanced

law amounts to study the solutions of Cn,r — Gy = 0. To this end, we compute the
difference p, — p, summing the second equations of (§;) and (S,)

_ _ >\lunl + )\run r (ﬁr - ﬁl)
- =N+ A\ X — : = — . 5.3.20
Pr ==t ){“n l N+ JREIPY (5:3:20)
This equation incites us to introduce the normal velocity
7o Alun,l + )\run,r _ (ﬁr - ﬁl) (5 3 21)

tn M+ A o+

From this definition and (5.3.20) we conclude that if u} = @, (resp. u} # Ty), then
the simple Lagrangian Riemann solver is (resp. is not) consistent with its underlying
balance law and induces (resp. does not induce) a classical conservative Godunov-type
Finite Volume scheme. Before moving on, we to the Fulerian solver, we demonstrate the
Lagrangian equivalence of the node-based conservation condition.

Lagrangian node-based conservation condition Thanks to the fundamental prop-
erty, the Eulerian node-based conservation condition is equivalent to the Lagrangian one
and can be expressed as such

> by {— lZ Me (Vi = V)| + Gy — anf,l} =0. (5.3.22)

fESF(p) k=1 lr

This condition involves all faces f impinging at point p. By substituting the components
in the above equation, the generic term between curly brackets yields

S AV —V] 4Gy i —Ga o = NVE=V)) =\ (V, —V*
[El b (Vi = Vi) . Z 28 (Vi = Vi) = Al 2 (5.3.23)

+ Gn,r - Gn,l - Fn,l - Pn,r

The left and the right states correspond respectively to the cells ¢ and d since the unit
normal n,.s is pointing from cell ¢ towards cell d. The right-hand side of the foregoing
equation coincides precisely with the right-hand side of (5.3.19) which has been derived
to study the consistency of the simple Lagrangian solver with its underlying conservation
laws. This means that here, we have arbitrarily employed the same conservation condition
than the one derived for gas dynamics. Thus, by virtue of (5.3.19), equation (5.3.23) turns
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178 Chapter 5 : A Godunov-type Finite Volume scheme for the shallow water equations

successively into

l,r

0

- kzl Ak (Vk+1 - VIC) + anf,T - Gl‘lpfyl - él‘l,’l‘ - én,l = (ﬁ’r - pl) 1 )
- 0

0

1

0

(5.3.24)
Therefore, the Finite Volume scheme is conservative provided that the following node-
based condition is satisfied

0

Z bi@ry—Dis)| 1 | =0 (5.3.25)
JeSF(p) 0

Note that the second and third components of the foregoing vector correspond to n,y,
and condition (5.3.25) implies

> by By — Drg)npr = 0. (5.3.26)
feSF(p)

At this point, u;pf is still an unknown parameter attached to each subface impinging
at node p. To close this system of equations, we assume that u;p corresponds to the
projection of the unknown nodal vector u, onto the unit normal n,, that is for all p and

f
Uy =V, Dy (5.3.27)

Ny g
This fundamental assumption reduces the number of unknowns to the vectorial unknown
u,, which can be interpreted as an approximation of the nodal velocity. Thanks to
(5.3.20) and (5.3.21) we are able to express the interface pressure differences such that

Do bNup + M) (Vp Dy — T, )nyp = 0. (5.3.28)
JESF(p)

Finally, the node-based condition (5.3.26) (or equivalently (5.3.28)) boils down to the
system
M, u, = w,, (5.3.29)

where u,, is the unknown and

M, = > Ly\g+Ap)mpp@ny), wy= > Lp(Ag+ Mgt npp. (5.3.30)
feSF(p) FESF(p)

This system is non other than the Lagrangian nodal solver that provides an approxi-
mation of the nodal velocity v,.
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5.3.4 Corresponding Eulerian simple Riemann solver

Let us deduce the corresponding Eulerian simple Riemann solver. Relying on hypothesis
(H;) we can deduce the Eulerian wave speeds A;, Ay and A, from their Lagrangian
counterparts A\;, A\p = 0 and A, as

Al = Un,] — )\lTl = u; — >\l7—l*; Ao = u;, AT = u; -+ )\TT: = Un,r -+ )\rTr. (5331)

Provided that the Lagrangian approximate Riemann solver preserves the positivity of spe-
cific volumes, i.e., 77 > 0, then these Eulerian wave speeds are ordered: A; < Ag < A,.
The positivity property holds true provided that the Lagrangian wave speeds satisfy con-
dition (5.3.17). The Eulerian approximate Riemann solver is deduced from its Lagrangian
counterpart as follows

U, it <A,

o\ JUr=U(Vy) if A< <A,
)_ Ur=U(V:) if Ag< 22 <A,

U, if A, <o,

Here, V — U(V) is the Lagrange-to-Euler mapping defined by
V =7(U — hey) + Tey, where e; = (1,0,0)".

The Eulerian intermediate states read U} = (h}, hju}, hiug )" knowing that b} = (77)7!
for s = [,r. We observe that the Eulerian approximate Riemann solver is also
parametrized by the normal star-velocity. More importantly, by construction, the Eule-
rian approximate Riemann solver has the same properties as its Lagrangian counterpart.

In the development of the simple Lagrangian solver, we stated that the contribution
of the bathymetry, P, = (0, (7 0)" is an appropriate mean value of the source term for
s = [,r. To determine this term we enforce that the simple Lagrangian Riemann solver

verifies the steady state Lake at Rest (LaR) solution. Indeed, let us assume that the left
and right states verify — + B, = constant and u, s = uys = 0 for s = [,7. Under this

S
lake at rest solution and considering (5.3.21) we have
(Dr.f — Duy) (Pr.f + Ty — PLf — Tnyyt)

Uy, = ——f 07— ) 5.3.32
pef Arf Ay Arf+ ALy ( )

It is natural to expect that the nodal solver produces u, = 0 to respect the lake at rest
solution. To obtain such a solution then, for all face f impinging at point p, we must
retrieve y, , = 0, see system (5.3.29). In other words

Prf + Gy pr = Pif = nyepn = 0- (5.3.33)

Moreover, if u, = 0, then u,,-n,; = uy =0 for all f impinging at point p, then systems
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180 Chapter 5 : A Godunov-type Finite Volume scheme for the shallow water equations

(S1) and (S,) reduce to 7}, = 7y 5, and, P, ; — ps.f = n,.,.s» for s = 1,r. The mean value
of the source term can be approximated by
_ _ 11
_qnpcf,l = qnpcf,r = ij (BT - Bl) ) (5334)

Tf

where the derivative of B in the normal direction n,.¢ is assumed to be B, — B;, and a

11
mean value of 7 at face f remains to be defined. Recalling that p = p(7) = 22 and
T
1 I 1
considering the lake at rest solution, B = constant — —, so that, B, — B, = —— + —,
T T, T

then we rewrite (5.3.33) as

1/ 1 1 1 1 1 1 1
(R YR R
2 Tﬁf Tl,f Tr’f Tl,f Tf TT,f Tl7f

which is true in the general case if we assume

1 1/1 1 1
11 L e == (h s+ hs). 5.3.36
Ty 2 <Tr,f * Tl,f) O T Ui - heg) ( )

Notice that iy is a coherent approximation of the water height at the interface f between
states h, and h;.

Wave speeds Similarly to the study done in chapter 4 for the positivity of state vari-
ables, the positivity of the water heights can be ensured with a proper explicit condition
on the Lagrangian wave speeds. Here, we mimic the Dukowicz (1984) approximation
which is a convenient manner of ensuring the positivity of the specific volume for the
Lagrangian Riemann solver. In this case, the Dukowicz approximation for gas dynamics
with perfect gas law (with v = 2 in our case) is defined by

:al{l_gun_u“’l}, A\, =

ap

*
O[] | gl = tns

{1 + g} , (5.3.37)

a

Al

U Tr

1
with G = 7; =5 > 1. Consequently, we can ensure the positivity of the water heights,

and the left and right discontinuities using (5.3.37) give

* * * *
a U — Upy U — Up a uX —u ut —u
)\l: +g<_nn,> Z _nin” /\T:i+g n n,r Z n n,r7
T Tl Tl Tr Tr Tr

(5.3.38)

which is nothing but the positivity conditions derived in (5.3.17).

Remark 5.3.1. The matriz and the right-hand-side of the nodal solver depend on the
wave-speeds in a non-linear way. Practically only one step of a fixed-point Newton method

is computed with the initial wave speeds Ay = — for s =1, v in the nodal solver. We have
Ts
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5.3 Two-dimensional well-balanced Godunov-type scheme 181

experienced that two steps of this Newton method does not bring any obvious advantage
in terms of accuracy, while increasing the computational cost.

5.3.5 Summary of the Eulerian multidimensional Finite Volume
scheme

We recall that the multidimensional Finite Volume scheme writes

Uttt — Ul + ‘w’ S>> befFpp = At > Sy, (5.3.39)
! peP(c) fFESF(pe) feF(e)

where F,. is the left-sided flux with respect to the subface f and the unit outward normal
n,.s. The left-sided flux between cells ¢ and d = d(c, f) (notice that ¢ = ¢(d, f)) for a
simple Eulerian Riemann solver is

Foop = F;pcf =F, (U,)— lz Aé_)(UkH — Uk)] : (5.3.40)
k=1 c,d
while the right-sided flux writes
F! =F, (U, - [f: AU —U )] (5.3.41)
np.f Npcf k k+1 k . ..
k=1 c,d

Recall that the Eulerian Riemann solver is deduced from its Lagrangian counterpart that
allows to compute the m = 4 states that are separated by 3 discontinuities

Classical face-based Finite Volume method with two-point flux Taking the
arithmetic average of the left and the right-sided fluxes allows us to define the averaged
flux on the subface f

N | —

Npef

[Fa,., (Ue) + Fa,, (Ug)] - [i A (Upsr — U | (5.3.42)

c,d

This flux is common in magnitude to face f but applied with a plus (resp. a minus) sign
in cell ¢ (resp. d). The conservation is simply retrieved by cancellation when summation
over the cells is invoked.

Node-based Finite Volume method with multi-point flux The fundamental
property demonstrates that the difference between the right and left-sided subface fluxes
in the Eulerian framework is equivalent to the Lagrangian one, leading to

0
FIPCf B FI_lpcf - é;'il_pcf - élf_lpcf = (ﬁd - pc) 1 . (5343)
0
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Combining the foregoing equation with (5.3.42) we arrive at

— 1 1 &
o =3 P (02 P (U] = 5 3 AUy = 0 (5.3.40
k=1 c,d
Ao+ Mg (Y
T o {up “Dpef — unpcf} 1
0

This explicit expression of the numerical flux shows that in the unlikely event v, -n,.; =
Up,., We retrieve the classical conservative face-based Finite Volume scheme. In general,
there is no reason for this to happen. We recall that the value of v, is the approximate
solution of the nodal solver (5.3.29), while ,,, is explicitly given by (5.3.21). Note that
the positivity of water height is ensured provided that the wave speeds are computed
with (5.3.37), and that the lake at rest solution is retrieved provided that the source term
contribution is considered as in (5.3.34) by the Riemann solver.

Source term treatment To complete the scheme (5.3.7), it remains to express the
source term S;. We recall that the discrete source term at the right-hand side approxi-
mates explicitly

0
At At

/S(m,y,t”)dv: /—g huB | (x,y,t") dv. (5.3.45)
|we| Juwe |we| Juwe hd, B

Again we make the fundamental hypothesis of enough regularity to ensure that these
integrals and products are well defined. The well-balanced discretization of the source
term must ensure that the lake at rest steady-state solution be exactly preserved. Pre-
viously we have shown that the intermediate states of the Riemann solver are already
well-balanced. As such the discrete source term must balance the remaining terms from
the fluxes which are

S Y baFar= XY by [Fa, (U)+Fa (U] (5:3.40)

peP(c) fFESF(pc) pEP(c) fFESF(pc)
More precisely, in the case of a steady state lake at rest solution we expect that
1
Ut = us

where U? = (h?,0,0) and A + B, = constant > 0. Due to the fact that the velocity is
null as well as the source term for the first component of U, we have directly h?*t = h”.
For the non-trivial second and third components, we first can revamp the double sums
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into a single sum on the faces as:

1 1
Z Z §(pd + Pe) lpefDper = Z §<pd + pe) lmy, (5.3.47)
pEP(c) fFESF(pc) feF(e)

where (¢, ny are the face length and unit outward pointing normal respectively. Recalling
the geometrical relation on a closed contour 3 scrylyny = 0, we have the following
equalities

1 1 1 1
Z §(pd+pc) lfnf = Z ipdlfnf‘i‘ipc Z lfnf = Z §(pd—pc) lfl’lf. (5348)
feF(c) feF(e) feF(e) feF(e)

=0

Next, following the one-dimensional case we assume that the source term can be expressed
as
> 5= ~Zhi(Bi-B)Imy, (5.3.49)
feF(c) feF(c)
where h; is an approximation of the averaged water height at the face f. At last in order
to fulfill the well-balanced property, we must ensure that

1 g
> §(pd_pc> Imp= Y —Ehf (By — B.) lyny. (5.3.50)
feF(o) fEF(c)

A sufficient condition to fulfill (5.3.50) yields that for each face f between cells ¢ and d

one verifies .

§(pd —Pe) = _ghf (Bg — Be), (5.3.51)

which, considering the case of a steady state lake at rest solution (B = constant — h),
allows to define the face based water height as

Pd — Pe :hd+hc

hy= 5.3.52
P gha—h) 2 (5.3.52)

Therefore, the source term approximated by
> Sr= > _ghf (Ba— Be)lymy, (5.3.53)

feF(c) feF(c)

yields a well-balanced Finite Volume numerical scheme by construction.

Remark 5.3.2. Similarly to the one-dimensional case, if the bathymetry is flat then
the source term vanishes as expected. Whereas if the water height is constant in space,
hy = h, then the source term in the cell yields —%h > rer(e)(Ba—Be) lynyg, which is indeed

a consistent definition of a discrete gradient of B.

Remark 5.3.3. Notice that we could have used a different technique for the well-balanced
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property based on the reconstruction of the steady states Castro et al. (2008, 2020). First
the Riemann solver developed for the homogeneous system (Euler isentropic Chan et al.
(2021)) is used, which de facto does not produce well-balanced intermediate states. But
then the source term is discretized with a reconstruction technique in such a way that the
source term discretization compensates exactly with the pressure term in the case of Lake
at Rest solution.

By construction, the proposed two-dimensional numerical scheme associated to the
Eulerian simple Riemann solver and the discrete source term described in this section
is well-balanced as it ensures that lake at rest solution is retrieved by construction. It
remains to determine the C'F'L condition for the two-dimensional case that ensures pos-
itivity and entropy stability. A thorough theoretical study is required and this will be
done in the future work. Let us proceed to the numerical validation of this scheme on a
classical test suite for two-dimensional shallow-water equations.

5.3.6 Two-dimensional numerical validation

In this section we present several classical test cases to assess the properties of the both
two-point and multi-point schemes. The main purpose is not only observe the well-
balanced and positivity-preserving property of the schemes, but also to study the differ-
ence between the two-point and multi-point schemes in terms of shock-generated spurious
instabilities. The C'FL is set to 0.5 and the gravity constant g = 9.81 unless otherwise
stated.

Radial dam break The first benchmark test case is the circular dam-break problem
on flat bottom from Alcrudo & Garcia-Navarro (1993). This problem involves the break-
ing of a circular dam allowing to verify the performance of the algorithm when solving
symmetrical flow problems. The computational domain is a square 2 € [0,50] x [0, 50]
separating two regions by a cylindrical wall of radius rp = 11m, for which the initial
conditions are

i <

1m if r>rg,

When the water starts to drain at ¢t = 0, the circular dam-break bore waves will spread
and propagate radially and symmetrically. The final solution is plotted at tinq = 0.69s.
Figure 5.8(a) shows the 3D view of the water height h on a 50 x 50 structured and regular
grid with the two-point scheme results on the left side and the multi-point one on the
right. Likewise the contours of water height from h = 1m to h = 10m are illustrated
in figure 5.8(b). Figures 5.9 is a mesh convergence of the water height along the radius
on N = 502,100% and 2002, compared to a reference solution for the two-point scheme
in 5.9(a) and the multi-point scheme in 5.9(b). For both schemes, the waves propagate
uniformly and symmetrically. Next, the same simulation is ran on 6630 triangular cells
and the results are presented in figure 5.10. The same conclusions occur.
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(a) 3D view of water height h.
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Figure 5.8: Circular Dam break — Water height at ¢ = 0.69s of the two-point (left) and multi-point
(right) schemes on 50 x 50 grid.
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Figure 5.9: Circular Dam break — Mesh convergence of the water height along the radius compared
to a reference solution (black line).

Oblique hydraulic jump The oblique hydraulic jump is induced by means of an
interaction between a super-critical flow and a converging wall deflected through an angle
0 = 8.95°, see Alcrudo & Garcia-Navarro (1993). The computational domain is set to
2 € [0,40] x [0,30]. The initial conditions is a uniform flow given by

h = 1m,

185

u=8.57Tm/s,

v = 0m/s.
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Figure 5.10: Circular Dam break — Water height at ¢ = 0.69s of the two-point (left) and multi-point
(right) schemes on 6630 triangular cells.

The boundary conditions are set to super-critical flows upstream and downstream. The
exact solution is given by h = 1.5m, u = 7.9556m/s for the downstream flow and an angle
of 30° for the angle of the jump connecting down to upstream flow. The final time is set
to tfina = 10s and the mesh is made of N = 11892 triangles.

In figure 5.11 we present the numerical water height obtained with the two- and multi-
point schemes (top and bottom respectively) in color and for 5 isolines (1m < h < 1.5m).
Next in figure 5.12(a) are compared the water height along the line y = 40m with respect
to the exact solution showing that the correct solution is captured by both schemes
while the two-point seems slightly less dissipative. At last in figure 5.12(b) we present
the comparison between the first and second order scheme showing an increase in the
accuracy with which the discontinuity is captured.
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Figure 5.11: Oblique hydraulic jump — Numerical water height at ¢ f;,4; = 10s on 11892 unstructured
grids: Two-point (top) vs multi-point (bottom) water height in color and 5 iso-lines (1 < h < 1.5).
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Figure 5.12: Oblique hydraulic jump — Comparison of numerical density with the exact solution (black
line) along y = 40m.

Flow over three mounds This test case has a complex bottom configuration and
allows to verify the well-balanced property of the schemes. The bottom configuration for
a domain Q = [0,40m] x [0,40m] is defined by the function:

B(JI, y) = max 0, 1-— éRIO,lla 1-— 130R10,31, 1-— 140R27720:| s Ra,b = \/(I — CL)2 + (y — b)2
We initialize a lake at rest solution, that is the initial conditions are h + B = 4m and
u = v = O0m/s and the final time is ¢ = 200s. The mesh is constituted of 100 x 100
uniform squares and periodic boundary conditions are considered.

The free surface obtained by the two-point and multi-point schemes are presented in
figure 5.13 along with the bathymetry. We clearly see that the initial state for both
schemes is exactly preserved. The water height with 10 isolines from h™® = 3.15m to
h™®* = 4m are shown in figures 5.14(a) and 5.14(b) respectively, proving that the schemes
reproduce the initial (and exact) solution. The Ly error for the water height for both
schemes are then presented in 5.14(c) in log scale to demonstrate that the still water
steady state is maintained. Notice that the WB property is obtained independently of
the bathymetry B.

Modified dry bed generation This test case simulates the generation of a dry bed
on a non-flat bathymetry. While the test is 1D, we run it in 2D on a Cartesian grid. The
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(a) Two-point scheme. (b) Multi-point scheme.

Figure 5.13: Flow over three mounds — Numerical solution at ¢ = 200s by the two-point and multi-
point schemes on a 100 x 100 square grid, and log of error versus log of time.
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Figure 5.14: Flow over three mounds — Isolines of h at ¢t = 200s of both the two-point and multi-point
schemes and plot of error vs time.

initial conditions on domain 2 = [0, 30] x [0, 10] are set to

—35m/s if x > 50/3

35m/s otherwise v =0m/s. (5.3.54)

h = 10m, u:{

The step bathymetry is set to B = 1m if 25/3 < 2 < 25/2 and B = Om otherwise,
see the gray shape in figure 5.15. Outflow boundary conditions are set on the left/right
boundaries while periodic ones are considered on top/bottom. The velocity field creates
two rarefaction waves moving in opposite directions, the left one further interacting with
the bottom step and later escaping through the boundaries, as such drying the domain.
The final time is set to t = 1s and several intermediate times are observed: t = 0.05s,
0.25s, 0.45s and 0.65s. The mesh is made of 100 x 100 quadrangles. In figure 5.15 we
present the free surface elevation h+ B for the intermediate times. The numerical results
of the multi-point scheme are in agreement with classical ones. Due to the fact that our
scheme does not allow for a strict A = 0, then a small film of water always remains on
the step and the bottom surface. Nonetheless no spurious effect is observed.
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Figure 5.15: Modified dry bed generation — Numerical solution at ¢ = 0.05s, 0.25s, 0.45s and 0.65s on
100 x 100 grid.

Colliding flow Next we test the sensibility of the numerical schemes towards shock
instabilities, i.e. carbuncle. The first test case is a colliding flow on a flat bottom by Kemm
(2018). The computational domain of this test case is Q € [—2.5m, 2.5m| x [—2.5m, 2.5m]
and we set the gravitational constant to ¢ = 1. The initial condition is given as

B [ 30m/s if 2 <0, B
hi=1m, u= { —30m/s if else. ’ v =0m/s

A small perturbation of the form §(2z — 1), where z is a random number, z € [—1, 1] and
u=u+d(2-RND — 1) is introduced to the initial state variables with 6 = 10~ in order
to trigger an instability. The domain is paved by 50 x 50 uniform quadrangular cells.
Because the test is essentially 1D in x direction, this perturbation should not impact the
numerical schemes.

In figure 5.16 we plot the scatter plot of the water height h, at time ¢ = 2s for both
two-point and multi-point schemes. Clearly the two-point scheme produces spurious in-
stabilities whereas the multi-point scheme displays a symmetrical solution. This spurious
instability is referred to as the 'carbuncle effect” Kemm (2018).
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Figure 5.16: Colliding flow — Numerical water height at ¢ = 2s for the two-point (left) and multi-point
(right) schemes and a 50 x 50 quad grid.

5.4 Chapter summary

This chapter has presented an extension of the original numerical scheme for one- and
two-dimensional shallow water balanced laws. The main characteristics of this numerical
method is its direct construction based on the Lagrangian counterpart, allowing a more
explicit strategy to assure good properties of a numerical scheme, including an appropriate
wave speeds ordering and positivity preservation. This method in the one-dimensional
case was established in Gallice (2002a) and reinterpreted in this present work. It is also
constructed to assure that the steady-state solutions (Lake at Rest) are exactly retrieved
by the Riemann solver, in other words the Riemann solver is well-balanced. Using this as
a building block we construct a non-conservative Finite Volume scheme. The Lagrange-
to-Euler mapping then allows to preserve and transfer these properties to the Eulerian
ones and the conservation condition of this scheme is further retrieved on a node-based
fashion. Several numerical results in both one- and two-dimensional are presented to
assess the behavior of both two-point and multi-point numerical method. The multi-
point scheme seems once again insensitive to the so-called carbuncle effect. The oblique
hydraulic jump test case also shows that the second order scheme produces results with
better accuracy as expected.

This work has been developed under the fundamental hypothesis that the domain is, and
remains, wet. It remains to demonstrate rigorously the positivity-preserving and entropy
stability properties of the numerical method under the constraint of a finite time step.
A possible improvement would be to treat wet-dry transition area which would demand
some technical adjustments on the implementation level. A second line of improvement
is the extension to higher orders of accuracy using polynomial reconstructions and a
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posteriori MOOD type limiting procedure, refer to Clain & Figueiredo (2017); Chan
et al. (2021).
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Conclusion

The main objective of this thesis is to develop a numerical scheme for multidimensional
supersonic/hypersonic aerodynamics on unstructured mesh. Supersonic aerodynamics
are flows with strong shock and rarefaction waves. Therefore, we aim at building a
robust and precise numerical method in order to capture these waves correctly. The
numerical method addressed is the Godunov-type Finite Volume method, associated with
this scheme is a Riemann solver. In this thesis, the mathematical model used is the Euler
equations and the cornerstone of this work is to forge a link between the Lagrangian and
Eulerian framework, mainly inspired by the seminal work of Gallice (2001, 2002a, 2003),
and also the work Shen et al. (2014) that was used as a starting point into developing
the numerical scheme presented in this work.

The first stage of this project consists of building a robust scheme for one-dimensional
system of conservation laws. The main feature of the one-dimensional simple approxi-
mate Riemann solver developed in this work lies on its properties: positivity-preserving,
entropy stable and an explicit condition on the discontinuity velocities. To achieve these
properties, the solver is first developed in the Lagrangian framework, offering a solver that
preserves contact discontinuity. The positivity-preserving property and entropy control
is accomplished by deriving explicit conditions on the Lagrangian wave speeds. Once the
Lagrangian Riemann solver is validated, the Eulerian counterpart is established thanks to
the Lagrange-to-Euler mapping. By construction, the Fulerian simple approximate Rie-
mann solver inherits the appropriate properties from its Lagrangian counterpart. This
solver is the cornerstone to build a positive and entropic Godunov-type scheme, provided
that the time step condition is fulfilled. This scheme is then adopted as the parachute
scheme for the high-order extension with MOOD limiting strategy, see Chan et al. (2021).

Following the one-dimensional study, we proceed to the multidimensional case. The
multidimensional study is separated into two parts. The first part consists of the theo-
retical framework of the multidimensional numerical scheme. An original Godunov-type
Finite Volume scheme for general hyperbolic systems of conservation laws on unstruc-
tured grids is demonstrated. The key feature of this method is that the discretization
is subface-based, contrastingly to classical multidimensional Finite Volume schemes that
are face-based. In this thesis, the subface-based discretization is named the multi-point
scheme, as opposed of the classical discretization known as the two-point scheme. Suc-
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cinctly, a generic mesh will be partitioned to subcells and the numerical flux approxi-
mation is subface-based. The subface flux is obtained from an approximate Riemann
solver. A node-based sufficient condition is established on all nodes to ensure conserva-
tivity of the scheme. The scheme is considered D-preserving with a specific time step
condition. Then, implementing the same strategy and following Gallice (2003)’s work,
the simple approximate Riemann solver is first built in the Lagrangian framework. The
Lagrangian solver is then used as a building block for the Eulerian counterpart, thanks to
the Lagrange-to-Euler mapping, (H;) and (Hz) hypothesis and the fundamental relations
that allow to obtain the Eulerian numerical fluxes from the Lagrangian ones.

After establishing the theoretical framework of the multidimensional scheme, the sec-
ond part consists of the applications of the scheme. For an elementary demonstration, the
multidimensional scheme is incorporated to the two-dimensional gas dynamics equations
in the first place. By doing so, the node-based conservation condition boils down to the
nodal solver, allowing to compute the nodal velocity of each nodes. The Eulerian numer-
ical flux takes into account of the nodal velocity, building a node-based stencil where all
the neighboring cells sharing a node are taken into account. This Riemann solver associ-
ated to the subface-based scheme carries the positivity preserving and entropy stability
properties. A second-order extension is accomplished using classical methods: polynomial
reconstruction (refer to Diot (2002)) plus the Venkatakrishnan (1995) limiter for space
discretization and the Runge-Kutta method (refer to Gottlieb & Shu (1998)) for time
discretization. When compared to classical two-point schemes, the multi-point scheme
appears to be insensitive to numerical instabilities, i.e., the carbuncle phenomenon and
the odd-even decoupling. A straightforward extension to three-dimensional cases is then
achieved. The three-dimensional algorithm is validated with the 2D axisymmetric equa-
tions in the first place. A few challenging test cases involving re-entry vehicles are also
exhibited. To complete this chapter, the implicit time-stepping scheme is presented. This
scheme is useful mainly to study steady inviscid flows.

In the final chapter, we implement the subface-based scheme on system of conser-
vation laws with source terms, namely the shallow-water equations, with the aim of
building a well-balanced Godunov-type scheme. A consistent practice is to build a one-
dimensional Eulerian approximate Riemann solver with its Lagrangian counterpart in
the first place. Once the well-balanced property of the scheme is achieved, we proceed to
the multidimensional subface-based scheme incorporated to the two-dimensional shallow
water equations. Numerical validations allow us to come to the same conclusion where
the multi-point scheme seems to be insensitive to numerical instabilities.

Further work will regard the extension of the presented multidimensional scheme for
the Navier-Stokes equations on unstructured grids which was the main motivation of this
thesis. Extension on real gas and ALE method is also considered in order to establish a
complete aerodynamics module. An extensive numerical analysis of the existing scheme
will be performed to better understand numerical instabilities such as the carbuncle
phenomenon and also to characterize the multi-point scheme that seems insensitive to
numerical instabilities. Other than that, for three-dimensional cases, a preliminary study
on the main principles and basic design of waveriders (see appendix 1.4) was carried out.
Subsequently, a detailed study on the flow over the object and eventually an improvement
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on the design of the waverider is yet to be done. As for the implicit time marching scheme,
the sequel is to develop the three-dimensional implicit scheme along with it a parallel
simulation code. A fully multi-point linearization of the matrix form based on the nodal
velocity and an extension to second order would also be in the lineup of perspectives.
The last chapter on well-balanced Godunov-type Finite Volume scheme was more on an
exploratory research, therefore it gives a heap of possible suite, including the study on
the entropy stability of the well-balanced scheme, a convex combination CFL condition
that ensures the positivity-preserving solution etc. Lastly, extension to more complex
physics such as the MHD equations are also in view.
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Appendices

1.1 State-of-the-art Riemann solvers

1.1.1 Roe Riemann solver

The Roe (1981) Riemann solver is one of the earliest approximate Riemann solvers to
improve the performance of the Godunov method. This solver is an exact Riemann solver
applied to the linearized Riemann problem written as

ou ou
— +A — = Al
o+ AULU) S =0, (A1)

where A is the Roe average Jacobian matrix and is required to satisfy the three following
properties :

o Hyperbolicity. The Jacobian matrix A should have purely real eigenvalues \; =
Ai(Uy, U,) ordered as Ap, Ag ... A, with its corresponding set of complete eigenvec-
tors vy, va...Vy;

 Consistency. The exact Jacobian yields A(U,U) = A(U);

« Conservation across discontinuities. F, — F; = A(U, — U)).
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Matrix A can be constructed by different methods that leads to the definition of the Roe
averaged values with the Roe average values

p = /P1Prs

\/ﬁul—i_\/ﬁur
N R

g _ Byt Hp (A.2)

VR

¢ = J(v—l)@—f),

where H is the total enthalpy. The eigenvalues, A and the eigenvectors, v of the Jacobian
matrix are

D>
|

A

N o= a—¢ , vy = [l a—e¢ H—ael,
)\2 = ﬂ , Vo = [1,@,@2/2]t, (A3)
A3 = a+é , vy = [La+eé H+ae).

To complete the Roe numerical flux Ff°¢, it remains to determine the wave strengths «;
by projecting the jump AU onto the right, average eigenvectors, AU = 32 | a;v;. With
some algebra manipulation, the jumps « yield

1 o

a; = 2—62(Ap —1cpAu),

ay = Ap — gAp, (A.4)
1 o

g = o (Ap + ¢pAu)

where Ap = p, — pi, Ap = p, — pp and Au = u, — u;. Finally the Roe flux is written as

1 13
Ffe(U, U,) = Q(Fl +F,) - 3 > i\ vi. (A.5)

i=1

Note that the solution of the linearized Riemann problem consists only of discontinuous
jumps, meaning that the approximation is correct for contact discontinuities and shocks,
whereas for rarefaction waves, the approximation can lead to nonphysical phenomena due
to violation of the second law of thermodynamics. An entropy fix is therefore introduced
to the Roe approximate solver by modifying the modulus of the eigenvalues

il if N>,
Al = 215(])\2-]24—(52), it A <. (4.6)
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The value of § is arbitrary as long as it is small relative to unity. By construction, the
Roe approximate Riemann solver unfortunately has the drawback of creating nonphysical
results, i.e. entropy violating discontinuous waves, or generating the infamous shock
instabilities such as the carbuncle phenomenon. Note that the effect of this drawback
can be reduced by implementing an appropriate entropy fix.

1.1.2 HLL Riemann solver

The HLL approximate Riemann solver is first proposed in Harten et al. (1983) where
an approximate solution of the Riemann problem (2.2.93) is sought by computing the
numerical flux directly. Given initial conditions U; and U, and assuming A; and A, the
fastest left and right wave speeds emerging from the solution of the Riemann problem,
the structure of the approximate solver is given in figure A.1. The states are represented

as follows:
U, if 0<Ay,

Uz,t)={ U* if A, <0<A, (A7)
U, if 0>A,

and the numerical flux is determined by

F(U) if 0<A,
Fiun(U,U)={ F* if A,<0<A, (A.8)
F(U,) if 0>A,.

We want to determine the values of U* that allow us to deduce the numerical flux at the

X
?:A[ﬁo 'y §= >0
T —

H U*

/F
U, U,
» X
xl=A[T x=0 xr=ArT

Figure A.1: Wave configuration of the HLL Riemann solver.

- 1
interface as F = §(F* + FT). Recalling the definition of the left-sided and right-sided
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fluxes for the HLL Riemann solver following 2.1.4, we arrive at

F- = F(U)- A (U"—U) — A- (U, — U*),
Ft = F(U,) — A (U*—U)) — AF(U, — U,

The conservative property of the Riemann solver allows to derive the intermediate state
U* such that when Ft = F~,

F(U)) — F(U,) — A; (U = U)) — A; (U, - U*) = 0.

and the intermediate state vector reads

AU, - AU +F(U) - F(U,)

U*
A — N

(A.9)

The average numerical flux at the cell-interface yields
S | 1 . 1 x
F = (F +F) = J(F(U) + F(U,) = JAJ(U* ~U) — JIA (U, - U). (A10)
Finally, to complete the HLL scheme, the wave speeds A; and A, are estimated with

{ A, = min(y — a,u, — a,), (A.11)

A, = max(w + a,u, + a,).

The HLL Riemann solver consists of only two waves and therefore is considered incom-
plete, resulting in numerical diffusion for intermediate waves.

1.1.3 HLLC Riemann solver

The HLLC (Harten, Lax, Van Leer, Contact) Riemann solver, see Toro (1999) is a mod-

ified version of the HLL solver. A crucial difference between the HLL and HLLC solvers

is that the HLLC solver takes into account the presence of intermediate waves, such as
contact discontinuities and shear waves. The structure of the solution as presented in
figure A.2 composed of four constant states separated by three discontinuities A;, Ay and

A,.

F(U,) if 0 <A,
F; if A <0< Ay,
Fr if Ay <0<A,

F(U,) if 0> A,.

Once again following 2.1.4, the left-sided and right-sided fluxes for the HLLC Riemann
solver writes

F(U, U,)HC = (A.12)

F= = F(U) - A (Up = Uy = Ay (Ur = Uy) —
F* = F(U,) - A (U; = U) - A (U = U) -

T
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v
=

x=0

Figure A.2: Structure of the solution of the Riemann problem in the x — t plane for the HLLC
approximate Riemann solver..

The Rankine-Hugoniot conditions across the waves speeds allow to write
r=F,+AN(U;-U), , F=F+A(U:-Uj}) , F:=F,+A.(U:-1,).

The aim is to determine the vectors U} with s = [, in order to compute the average
flux at an interface. The following conditions are imposed on the Riemann solver, where
up = ur = u* = Ay and p; = p} = p*. Similarly to the HLL solver, the unknowns are
obtained by implementing the integral form of the differential conservation laws. The
intermediate states U are given by

1
vi=o (=) N
B E ] ()

pr — i+ pru (N — wp) — pru (A — uy)
oA —w) — pr (A — uy)

the left and right wave speeds, different choices to compute A; and A, are discussed

in Batten et al. (1997) without a firm basis and clear agreement without practitioners.

Finally, the average numerical flux at the cell-interface yields

with the intermediate wave speed Ag = . As for

F = (P F) = L(F(U) (U)o (Uf U)o (U2~ Uf)— S |A, (U, ~U).
(A.14)
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1.2 Axisymmetric Euler equations

A three-dimensional flow is sometimes invariant under rotation along the axis of symme-
try, making it possible to describe the problem with only two space coordinates. This
approach has the advantage of transforming an initially 3D problem into a 2D axisymmet-
ric problem, allowing to consider 3 velocity components at the same time conserving the
initial shape of the case. The aim of this extension is to validate the 3D Euler equation
with cylindrical symmetry when the azimuthal velocity is taken into account.

The vector form of the axisymmetric Euler equations can be written as

(yU)e + (yF). + (yG)y = S, (A.1)
with
p pu pv 0
2
u=| M| E=| P e A s=| Y
pU PUV pve+p p
pe pul pvH 0

We implement a classical approach where a source term is derived from (A.1) and
added to the right-hand side of the equation. The source term is defined as

RHS — (S_yG) (A.2)

and the numerical scheme then becomes

UPT UL S Y = Y S GuRHS,y (A9

|wc| peP(c) FESF(pc) pEP(c) fFESF(pc)

with
pv
RHS — — puy
y pv?
(pe + p)u
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1.3 Some properties of the steady Euler equations

The governing equations for steady Euler equations are

V- (pv) = 0,
V-(pvev)+Vp = 0, (A.1)
V- (pev) + V- (pv) = 0,

1 1
with e = ¢ + §V2, the total energy, h = € + P enthalpy and H = h + §V2 the total
0

enthalpy. The total energy equation rewrites
V- (pHv)=0. (A.2)

For smooth solutions, V- (pHv) = HV - (pv) + pv - VH, and due to the first equation in
(A.1), we arrive at

v-VH =0. (A.3)

This means that for smooth flows, it is constant along streamlines. We proceed to study
the jump across a discontinuity surface o characterized by unit normal n, such as n? = 1.
The jump across o reads [¢] = ¢, —¢_, and ¢ = limy_,o ¢(X+hn), p_ = limj,_,¢ ¢(x—hn)
for h > 0, and x € 0. Recall that

[64] = Bl] + Blg), (A4)
— 1
where ¢ = §(¢_ + ¢4). The Rankine-Hugoniot conditions for the governing equations
therefore writes,
pvon] =0,
(v V)] + [l — 0, (A5)
[pHV - n] = 0.

The first equation of (A.5) can be rewritten as a mass flux

p-V_ M =pivi-n= L

Employing (1.3), the mass flux turns into

(v=m)[p] + plv - n] = 0. (A.6)
B B . .
We also have — =Vin and — = v_ - n, implying
p P
1
I LO] —[v-n]=0. (A.7)
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For the moment equation, inserting (1.3) into it leads to p(v - n) [v]4+¥ [pv - n|+[p|n = 0.
Employing the same arguments, we arrive at

p[H] = 0. (A.8)

To study the steady Rankine-Hugoniot relations, we reuse p = p_v_-n = p,v, -n. The
jump relations then become

] -t = o

p A9
plvl+pln =0, (A-9)
[H] =0
Projecting the second jump relation on to the normal direction leads to
pv-n]+[p] =0. (A.10)

It is clear that the tangential component for the velocity is continuous across the shock
wave, and that the total enthalpy is conserved across the shock wave. Substituting the
first jump relations into (A.10) yields

1
=i 1] (A1)
p
1
Recalling that H = ¢+ [p] + §V2, and employing (1.3), we recover the Hugoniot relation
p
|1

Now, let us investigate the steady supersonic flow in front of a half cylinder where we will
observe the presence of a curved detached shock in front of the body such as illustrated
in figure A.3. The incident flow is a uniform flow defined by poo, Pocs Voo = Voo€s, Mo =
Voo 1

— > 1, Hy =65 +— + 2V

0
5 Voo and a? = — < p) the isentropic sound speed. For
Uoo Poo .

or
a gamma gas law p = (y — 1)pe and a® = 72 The total enthalpy is conserved not
only along streamlines but also across the shock wave and thus H = H, throughout the

steady flow. For a gamma gas law,

He i le_y (A.13)
= —v:=H. )
y—1 2

The physical quantities at the wall are denoted using the subscript w, and 0 is the
stagnation point belonging to the symmetry axis vy = vge, and vy = 0 due to the wall
boundary condition. Writing (A.13) between the incident flow and the stagnation point
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Incident flow

0.V D) Shock wave
(P*.¥*.p™)
+,
Vo ,
i Cylinder
: 0 - -
: e, X

Figure A.3: Illustration of a detached curved shock in front of a cylinder body.

o0 1 .
along the symmetry axis leads to a 7 + 51}30 = awl, which allows to express the
f‘)/ —_— —_—
sound speed at the stagnation point as
—1
a2 = a2, [1 + ¢l 5 )Mgol : (A.14)

Behind the shock wave, the physical quantities are denoted by means of the superscript
*. The shocked quantities are computed by means of the Rankine-Hugoniot relations.
Let us rewrite it along the symmetry axis

1 1
I = Poloo >0, Poclco < - ) — (V" =) = 0,
e Poo

where v* is the normal component of v*. This leads to
*

GA— (A.15)

Poo v*’

which is nothing but the mass conservation along the streamline.

From Hugoniot relation (A.12), we have

1 11
€' — oo+ 5 (" + o) (p*_oo> =0.

Substituting € = p into the foregoing relation yields

p
(v—1)

1 _ 1 (+Dpet(y—1)p" (A.16)

P* oo (V= 1)peo + (v + 1)p*
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Inserting the above equation into (A.11), we arrive at

P = o [1 4 jH(M; 1)1 | (A17)

From the mass conservation (A.15), we deduce

-1
2 My —1
= P |1 — > . A.18
per [ v+1 ( M >] ( )
: P v+1 . :
Asymptotically, — — o when M., — +o00. The flow is isentropic between the wall
Poo Y-
”
and the shock wave along the streamline, therefore Pw _ <pw> , and, on the other hand,
p‘k p*
2
ai”z P P . This then leads to
(@) p* pu
. *)2 )
p (“2) n (A.19)
Pw | Oy |
o* (a*)?
. az,  (y+1)° . . . .
Asymptotically, —= — 0 when M., — +o00. With some algebraic manipulation,
a 2
the stagnation pressure Pw is given By
1 2 5T
o
Do _ <7+ M2> 1+ (M2 1) : (A.20)
Poo 2 v+1

and accordingly the stagnation density Pu reads
Poc

~

o [14-:2A42} ll+—27(A42-—])1V%F-— 2 (Aﬂi-—l)]w1.

Poc y+1% T+1 M
(A.21)
1)2] 1 1 7
Asymptotlcally, — M yrl when M., — 4o00. In our case, v = —,
Poo 4y y—1 i)
therefore the stagnation density value is about Pu 6.4378.

Poo
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1.4 Waveriders

Waverider is a hypersonic atmospheric entry vehicle design that improves its supersonic
lift-to-drag ratio using the shock waves generated by its own flight as a compression
lift. The waverider concept has been of great interest for high-speed vehicle design.
An introductory study was carried out during this thesis mainly to understand the flight
concept of different type of waveriders and designing one. Here, we present a brief history
on the evolution of waveriders, followed by a step-by-step design of a conical waverider.
For a few introductory literatures on waveriders, refer to Kuchemann (2012), Lunan
(2015), Ferguson et al. (2015) and Bowcutt (1986).

1.4.1 Brief history of waveriders

The first design concept of a waverider was described in 1959 when Nonweiler (1959)
designed the caret wing waverider. It is a delta-winged aircraft with its rear that resemble
the caret symbol, hence it’s name. The caret wing waverider uses the flow field behind a
planar oblique shock formed on a two-dimensional wedge and the stream surfaces behind
the shock to generate its body shape. The caret wing rides on top of the attached shock
wave at the designed Mach number, however, the flow beneath the vehicle has a high
pressure due to the shock, resulting in a compression lift being generated on the lower
surface.

Inspired by Nonweiler’s work, waverider designs has since then evolved with various
study on waverider designs using different shockwave shapes. One of the simplest earliest
design was the conical flow waverider by Jones et al. (1967). The aircraft is generated by
the conical shock generated by a cone and the waverider is designed to keep the rounded
shockwave attached to its wings in order to increase lift. An extension of the conical
waverider are those of osculating cone waverider, see Chauffour & Lewis (2004), where
the three-dimensional flow field is discretized into several osculating planes and the flow
is assumed to be conical within each plane.

Another principal category of the waverider is the viscous optimized waverider. The
complex interaction between the flow field and the boundary layer instigated research on
optimized waverider designs by taking into account the effects of the boundary layer. For
instance, in the work of Corda & Jr. (1988), the viscous optimized waveriders is designed
from general axisymmetric flow fields to shape the lower surface of the vehicle. The shape
of the viscous optimizer waverider is similar to the conical ones when the shock wave on
the nose is beyond a certain critical angle. An iterative process is implemented for the
optimization of the design.

Today, hypersonic flight is becoming a common goal in aerospace technology and are
on the quest on coming up with better optimized designs based on different aspects for
hypersonic vehicles. To cite a few, various methods are summarized in Zao et al. (2020)
to improve its aerodynamic performance for wide-speed range waveriders. In Liu et al.
(2018), a new osculating flow field method is developed based on variable shock angles
to give greater flexibility in design and increase the lift-to-drag ratio of the waverider.

207



208 Appendix A : Appendices

This section provided a glance off the history and different categories of waveriders.
Optimization of waverider design will progress along with the fast-growing development
in aerospace technology research. The following section presents a step-by-step process
for the construction of a conical waverider that was done during this thesis. A thor-
ough numerical simulation is in view for future work, along with it an analysis on the
flow around the object and its lift-to-drag ratio and eventually improving the design of
waveriders.

1.4.2 Design of conical waverider

This subsection present the process implemented to construct a conical waverider during
this thesis. We start by introducing a few vocabularies of the waverider. Figure A.4 is
an illustration of a conical waverider and the key vocabulary to construct a waverider.

Leading edge (le)
/ Upper surface/

freestream surface

Upper trailing edge
(ute)

Lower trailing edge

(lte)

Lower surface/

compression surface

Figure A.4: Waverider vocabulary.

To begin, we fix the following parameters:
Ma =10, § =5.5°, I = 1m, ¢ = 30°,

and the following are the procedure to construct a conical waverider.

Step 1. Compute a Taylor Maccoll analysis to generate a flow past a cone.
The Taylor Maccoll (1937) analysis allows to guess a shock angle 5 and velocity (V. Vj)
downstream of the shock, for a given Mach number Ma and cone angle §. Start by
numerically integrating the Taylor Maccoll differential equation for V, and V from the
shock wave until Vy = 0. When Vy = 0 at 0 = 0,,,¢, an iterative process is implemented
to adjust the shock angle until 8, = 5.
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Step 2. Generate a conical flow field. Generating the conical field requires
geometrical parameters of the base cone and the length of the cone [. The parameters
and the equation required to generate the conical flow field is given in table A.1 and
figure A.5 illustrates the flow field.

Shock cone Cone cone

Base radius at z = [(R) | [ = tan(p) [ = tan(9)
X - Coordinate x = RgcosOp | x = Rscos6;
Y - Coordinate y = Rssin©p | y = RssinO;s
Z - Coordinate 2z = Rg/tang | * = Rs/tans

Table A.1: Generating a conical flow field.

Figure A.5: Defining the upper trailing edge.

Step 3. Define the upper trailing edge and the upper surface. Assuming that
the upper trailing edge at z = [ is to be a parabola that can be described in the Cartesian
coordinate with

X =Ry + AY?,

with
X =z/(l-8)andY =y/(l-6).

We define a dimensionless quantity

o= /é.
At the shock wave,
Xs - UCOS(¢Z)7
Ys = osin(¢y).
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Thus, A = (X, — Ry)/Y?andRy/ X, = 0.75 in general. Note that the lower the values of
Ry/ X, the larger the drag and vice versa. The upper trailing edges are then defined by

xute:X'l'57
yute:Y'l'57
Zutezl.

- -
]
=

Figure A.6: Defining the upper trailing edge.

Step 4. Define the leading edge. The upper surface or also known as the free stream
surface is defined by assuming that the surface is parallel to the free stream flow. As for
the leading edge, we define along the free flow direction until the intersection with the
shock wave such as

Tie = Tute,

Yie = Yute,

z1e = 1/tan(p),
Wlth T = \/ l‘%te + y’l%te'

Step 5. Define the lower trailing edge. The last step consists of defining the lower
surface, also known as the compression surface of the waverider. The streamline tracking
method is a classical way to trace the streamlines from leading edge. Therefore, in this
work, we applied the simplified tracing method, also known as the geometric relations
method (see Ding et al. (2013)). The geometric relations to obtain the lower surface are

the followings :
Tite = Tute + Tie - (xute - Zle) : tan5/ V Z'ZQe + yl2@7
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Vg tradlng e

Upper surface

Leading edge.

Figure A.7: Defining the upper surface and leading edge of the conical waverider.

Yite = Yute + Yle - (Zute - Zle) ' tan(s/ \V xlze + ylzea

Zlte = Rute-

Figure A.8: Defining the lower surface.

A python script was developed to construct the conical waverider as described. The
script is then called in the GMSH mesh generator in order to generate the domain mesh
and a quick simulation was done on the three-dimensional simulation code. As mentioned
earlier, further studies is required to analyze the flow and study its lift-to-drag ratio.

Improvements are yet to be made on the design of the waverider in order to achieve a
better aerodynamic efficiency.
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