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Our doubts are traitors,
And make us loose the good we oft might win

By fearing to attempt.

William Shakespeare, Measure for Measure; I, 4
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INTRODUCTION

Industrial problem

The most widely built Generation II nuclear reactors are the Pressurized Water Reactors
(PWR). Figure 1 gives a simplified overview of the interaction between the different components
of a PWR. Water circulates inside the two independent loops with the help of two pumps. The
water of the primary loop (contaminated), in liquid state, is heated by the core’s fuel rods. This
heat is transferred to the secondary loop (uncontaminated) using a steam generator. The latter
generates steam at high pressure which later expands in a turbine, thereby producing electricity
injected into the power grid. The high pressure steam comes back to liquid state after passing
through a condenser. The nominal electric power generated by a PWR is about 1 GWe.

Transmission lines

Cooling tower

Steam-generator

Containment building -]

Control rods Turbine-generator
Second loop
AT
r=f--r
| 1 %
| 1
I 1
| 1
1 : ° S
.
1 H %o
1
Nuclear fueld |
- 1
- [ o I
: Third loop
-
- Condenser
First loop

Pressurized Water Reactor

FIG. 1 — Diagram of a Pressurized Water Reactor (courtesy of U.S. NRC). The steam generator is
framed in red.

Within the LMEC (Component Scale Modelling Laboratory) at CEA and more broadly at
the STMF (Thermohydraulics and Fluid Mechanics Section) there is particular focus on steam
generators, either at the component scale (eg. design of steam generators with the GENEPI
code) or at the system scale (eg. nuclear safety analysis with the CATHARE code). Therefore
we are interested in global energy balances of steam generators at the component scale rather
than in the complex structure of the flow at the smallest scales therein.

An example of steam generator is depicted in figure 2. The main elements of a steam
generator are the evaporator and the dryers. The evaporator is constituted of about 3000 U-



tubes made of copper. This array of tubes is held by horizontal support plates and it features
anti-vibration bars at its outflow. The liquid water of the primary loop, at high temperature,
flows inside these tubes. Liquid water from the secondary loop is injected at the top of the
evaporator reaches the U-tubes at the bottom, perpendicularly to them. As the flow goes up,
a bubbly flow develops and at the top of the evaporator steam is generated, high pressure and
temperature. The dryers then further improve the vapor quality.
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FIG. 2 — Left: the upper part of a steam generator (courtesy of U.S. NRC). Right: simplified represen-
tation of a steam generator.

The geometry of a steam generator is thus very complex, and it is not affordable nor of
interest for our industrial applications to compute the flow at the typical scale separating the
U-tubes. In nuclear codes, in particular in the GENEPI code, the array of tubes is represented by
a porous medium. This equivalent porous medium has two interfaces with the plain fluid regions:
at the bottom where the liquid water of the secondary loop attacks the tubes perpendicularly
and then on the upper part (also called “chignon”) where a bubbly flow leaves the array of
U-tubes.

Layout of the thesis

Our aim is to contribute some efficient methods for the numerical simulation of pressurized water
reactors. We hope to do so by developing some efficient all Mach solvers with adaptive mesh
refinement, and by studying the modelling of the free fluid— porous interface. This thesis thus
consists in three parts, namely the development of all-Mach solver, followed by a construction
of of an adaptive mesh refinement procedure to implement it efficiently, and finally a study of
the fluid-porous interface problem. Let us now give a short description of each part.



All-Mach solver

The simulation of compressible two-phase flows in PWR is a very complex problem, involving
different flow regimes and several space scales. When dealing with accident scenarios such as
SBLOCA (Small Break Loss Of Coolant Accident) flow variables can exhibit very fast and
important variations and supersonic regions may appear. On the other hand, at the nominal
regime, the flow is in the low-Mach regime and is almost at steady state.

It is therefore of great interest to develop numerical methods that would be able to handle
any of these regimes, i.e. at all Mach numbers. Such a class of methods was recently introduced
for staggered finite volumes [87, 76]. Following the original ideas of [76], we introduce in
this first part a new pressure-correction scheme for cell-centered finite volumes for solving the
compressible Navier-Stokes and Euler equations at all Mach number. This numerical scheme is
proved to be well posed and to converge to weak form of the compressible Euler equations. The
pressure-correction scheme handles naturally low-Mach flows, and this is verified numerically.
More importantly, the scheme is tested on highly compressible flows with 1D and 2D Riemann
problems. The cell-centered discretization allows more easily the formulation of two-phase flow
models, which is the purpose of the last chapter of this part. Our pressure-correction scheme is
extended to the compressible two-phase flow models of the GENEPI code, and validated on a
dedicated benchmark.

Adaptive Mesh Refinement

Adaptive resolution techniques are of major interest in the industry, as they allow the simulation
of large scale problem with an optimal resolution in relevant regions. As a result, numerical
simulations can be performed with an accuracy beyond the limits which would be imposed by
available computing resources without adaptive refinement.

In this second part, we present an extension of our pressure-correction scheme to handle
adaptive grids. More precisely, block structured adaptive mesh refinement (SAMR) will be con-
sidered. The first part of this work is directed towards algorithms for adaptive mesh generation.
A clustering algorithm is tested and improved for the needs of our numerical methods. The
modified algorithms are assessed on several standard tests. Then the issue of the discretization
and of the resolution of semi-implicit schemes on adaptive grids is addressed. The classical
techniques for managing partitioned level grid are interpreted using domain decomposition con-
cepts. Finally a multigrid-AMR solver is presented for solving our pressure correction scheme on
adaptive grids. The numerical method is implemented in a numerical code “MNFD” developed
from scratch for the purpose of this work. The validation of the subsequent all-Mach adap-
tive pressure-correction scheme is tested on a 2D Riemann problem and on a Mach reflection
problem. An extensive analysis of the numerical results is provided in order to ultimately have
an insight on the suitability of our the adaptive scheme for complex flow regimes in nuclear
reactors.

Fluid-porous interface problem

As previously explained, porous models play an important role in the simulation of steam
generators. A particular problem of interest is the modelling at the interface between the
porous medium representing the evaporator and the free-fluid at the inflow and outflow.

In a bid to improve existing fluid-porous modelling in GENEPI, we focus on the classical
issue of fluid-porous interface model at the macroscopic scale. This is a two fold problem. On



the one hand, interface conditions have to be relevant with respect to the physical regimes under
consideration. On the other hand, these transmission conditions must be compatible with the
partial differential equation governing the free-fluid flow and the flow in the porous medium, so
as to the well-posedness of the coupled problem. In this part, we address the modelling side of
the problem for highly convective flow governed by the incompressible Navier-Stokes equations.
An interface condition derived from a kinetic energy balance is proposed and verified with direct
simulations on about a hundred of flow configurations.



PART 1

All-Mach flow solver






CHAPTER 1

A CELL-CENTERED NAVIER-STOKES SOLVER FOR ALL-MACH
FLOWS

1.1 Introduction

In this work we address the issue of solving the compressible Navier-Stokes equations:

Op + div(pu) =0 (

O(pu) +div(pu @ u) + Vp —div(r(u)) =0 (1.1.1b
O(pE) + div(pEu) + div(pu) — div(T(u) - u) =0 (
(

1
p>0,e>0,p=(y—1)pe, E= §|u\2+e,
2
T(u) = w(Vu+Viu) - gudivul (1.1.1e)

where u, p, p, F, e, u and v denote the velocity, the density, the pressure, the total energy, the
internal energy, the dynamic viscosity and the heat capacity ratio, with suitable boundary and
initial conditions on p, p and e. In the case of y = 0 the system reduces to the compressible
Euler equations, which is the main concern of this work.

The problem is defined over Q x (0,7), where € is an open bounded connected subset of
RY, d = 1,2 or 3 and (0,7) is a finite time interval. The system is complemented by initial
conditions for p, e and u, which are denoted by pg, eg and ug, with pg > 0 and eg > 0. For
simplicity, in the exposition and in the study of the numerical scheme we shall consider the
boundary condition u-n = 0, where n stands for the normal vector to the boundary, but other
conditions are also implemented (see section 2.2).

Defining a robust scheme for the numerical solution of the compressible Euler equations at
all Mach regimes is a challenging issue. Indeed in the zero Mach limit the pressure gradient has a
singular limit and the acoustic time scale vanishes [4]. As a result, approximate Riemann solvers
face severe limitations, among which the loss of accuracy of the pressure gradient approximation
and the time step limitation [42, 128, 73|. Pressure-correction methods may be relevant for
addressing this issue, in particular because of their built-in stability properties.

Pressure-correction schemes were originally introduced in the late 60’s by Chorin [43] and
Temam [123, 124] for the incompressible Navier-Stokes equations. One of the first attempts
to extend projection methods to compressible flows also dates back to 1968 with the ICE
method [74] of Harlow and Amsden. The implicitation of the incompressible terms avoids a
CFL time step restriction with respect to the speed of sound but because the method is not
conservative, shock speeds are miscalculated. Further approaches, this time limited to low-
Mach numbers, include the method of Colella and Pao [47] with a Hodge decomposition on all

7



8 A CELL-CENTERED SOLVER FOR ALL-MACH FLOWS [CH.1

flow variables and the SIMPLE algorithm of Karki and Patankar [85] with a projection step
on the mass balance. More recently Degond and Tang [48] introduced a scheme for solving the
isentropic Euler equations based on a splitting of the pressure gradient into an explicit part
and an implicit part. Their scheme is proved to be asymptotically preserving and numerical
experiments show correct shock speeds.

Having also in mind the extension of incompressible projection schemes to high Mach
regimes, we introduce an original pressure-correction scheme for cell-centered finite-volumes,
extending the ideas of [71, 77] developed for staggered finite volumes. We choose to formulate
the compressible Euler equations with the internal energy rather than with the total energy:

Op + div(pu) =0 in Q x [0,7] (1.1.2a)

O(pu) +div(pu®@u) +Vp =0 in Q x [0,7] (1.1.2b)
Oc(pe) + div(peu) + pdiv(u) =0 in Q x [0,7] (1.1.2¢)
p>0,e>0,p=(y—1)pe (1.1.2d)

with suitable boundary conditions on p, p and e. Using an internal energy balance is often
more convenient for engineering applications and makes easier the extension of the scheme to
homogeneous two-phase flow models. But the main advantage of dealing with the internal
energy formulation lies in the ability to control the positivity of the internal energy through
the numerical scheme, thanks to an upwind procedure. However, it is well known that a blunt
discretization in non-conservative variables generally leads to non-entropic solutions. Indeed a
straightforward upwind discretization of system (1.1.2) introduces a numerical viscosity which
creates source terms in the internal energy balance and in the kinetic energy balance; these terms
are localized at shocks and their measure does not vanish as the space and time discretization
steps tend to zero. This becomes clear when deriving a discrete kinetic energy inequality from
equations (1.1.2b) and (1.1.2a), following the continuous method. A positive residual term
appears, yielding an L? estimate on the solution which does not tend to zero with the mesh
size. A careful choice of a corrective term in the discrete internal energy balance must then
be performed to compensate this residual term in the discrete total energy balance and thus
ensure the consistency of the scheme.

Our scheme follows two steps. First a tentative velocity is computed from the momentum
balance. As in [77, 71], a scaling is introduced on the pressure gradient of the momentum
balance in order to allow the derivation a discrete kinetic energy balance. In a second step,
a non-linear system is solved to find a pressure correction to the velocity such that the mass
balance and the internal energy balance are satisfied.

We prove the existence of a discrete solution in the multi-dimensional case. The positivity
of the internal energy in the pressure-correction scheme is proved under the assumption that
the corrective source term is positive, which is ensured by construction. For a solution featuring
shocks we prove the consistency, in the sense that a limit of a converging sequence of solutions
is shown to satisfy the weak form of the Euler equations (1.1.1). Therefore our scheme preserves
the energy of the flow (i.e. the integral of the total energy over the computational domain),
and keeps the velocity and pressure constant across the 1-dimensional contact discontinuity.

This article is organized as follows. In section 2, we introduce the cell-centered finite-
volume discretization of the compressible Euler equations. Our pressure-correction scheme is
given in section 3 along with the derivation of the source term of the internal energy balance.
In section 4, we show several discrete properties of the numerical scheme. Section 5 introduces
another pressure correction scheme called SLK [102] which will be compared to our method in
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the numerical experiments of section 6.

1.2 Space and time discretization

1.2.1 Discretization of 2

Let 7 be a family of disjoint convex polygonal subsets of 2, called control volumes, such that
Q) = UgerK. For a control volume K, we denote 0K = K \ K its boundary and |K]| its
d-dimensional measure.

The edges (d = 2) or faces (d = 3) of all control volumes of 7 form a family £ of disjoint
subsets of Q such that for all ¢ € & there exists H C R and K € T with 6 = 0K N H # 0.
The (d — 1)-dimensional measure of an edge o € £ is denoted |o|. We define £ the subset of
edges o € & verifying 0 N 0K # (). Given two control volumes K,L € T2 with KNL =& # ()
we denote their common edge o = K|L. The normal vector to a face o pointing outwards the

control volume K € T is denoted by nr, = ng|, = —npk-
1// » xL
LK R
| ke
o] |—
o

FIG. 1.1 — Cell-centered finite-volume discretization.

We define the family P = (xx)xe7 of points of Q, where xx € K. For an interface o € &y
separating cells K and L, the point x, of o € £ is defined as the intersection between the line
segment xxx; and the hyperplane containing o We define

drgr = |zx —xr| and dg, = |x — 4|, (1.2.1a)
dr o dK &
QK. = L9 and ap K = Ko (1.2.1b)
dK,L dK,L
where | - | is the L? norm in R%.

The set of strictly interior edges is denoted by &int, and the set of edges lying on the boundary
is denoted by Eext. For simplicity, we shall assume in the exposition of the scheme that u-n =0
on the boundary 0f2.

We also introduce the size of a control volume hj = diam(K), the size of an edge hg|, =
(hx + hr)/2 and the global mesh size h1 = supgey hi.

1.2.2 Discrete gradient and divergence

The discrete velocity divergence and pressure gradient operators are defined by duality; indeed,
we look for a discrete equivalent of the following statement: if w : @ — R% and p: Q — R are
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sufficiently regular functions such that u - n = 0 on 02 then
/ (pdivu+u-Vp) de =0.
Q

Lemma 1.2.1 (Discrete divergence and discrete gradient). Let T be a finite volume mesh as
defined in the previous section, and for K,L € T, let ak and ar ik be defined by (1.2.1b).
Let (ug)keT be a discrete velocity field, (pr)ker be a discrete pressure field. We define the
discrete divergence of the velocity field by:

1

> oluke, VK€ET, (1.2.2)
ceé(K)

where

Ug,c " MK, o Vo € Eine
UK o = { " and Uge = XL KUK + QK LU for o = ok € Eint. (1.2.3)

0 Vo € Eexts

with o denoting the interface between cells K and L. Next we define the discrete gradient of
the pressure field by

1
Vip = il > lokillakipk +apxpr)nir+ Y lolpknke, VK €T, (1.2.4)
LEN(K) 0E€ExtNEK
where N'(K) denotes the set of the neighbouring cells to K. Then:
D K| (uk - Vip + pi divie u) = 0. (1.2.5)
KeT

Furthermore,
ug - VKp + pK diVK u = &iV\/K(pu)

Z ‘O—’ pu c MK
\KV ot (1.2.6)

ar kPLuk + ag Lprur for o = K|L € Epy,
0 ’LfO' € 5ext~

with div K (pu)

and (pu), = {
Proof. From the definition (1.2.2) of the discrete divergence operator, we have

Z |K|pk divg u = Z DK Z loxrl(on,kuk + ax Lur) - ni L

KeT KeT LeN(K)
= pk Y loxplarkuk nigr+ Y px Y loxolaxurn - ngr
KeT LeEN(K) KeT LeN(K)

We rewrite the second sum of the right hand side as:

Z PK Z lolak rur - ng L = Z lo|(prak,L)urni L + PLon KUK - N K)

KeT LeN(K) aefgfi
o—

—Z Z lokLlPLorn, kUK - K,

KeT LEN(K)
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and therefore

Y IKlprdiveu= Y > |ogrl(aLkpx — oL kpL)uK - KL
KeT KeT LeEN(K)

==Y | Y lokillaxipx + aLkpr)uk -nxrL— Y lolprnKe|
KeT | LeN(K) 0€E€atNEK

thanks to the fact that ar x = 1 — ax 1, and that ZUESK lolpruk - Nk, = 0. This concludes
the proof of (1.2.5).
Let us now turn to the proof of (1.2.6). By definition,

|K|(ur-Viptpx diviu) = > |oxz| [(ax,opk + opxpr)uk - nkL + pr (o kuk + g pur) - ng g
LeN(K)

+ug - Z |U|pKnK,a-

UegeztmgK
Therefore,
|K|(uk - Vip+prdivieu) = Y lokr| (anxpruk - nin + prox v - ng.r)

LeN(K)
+ Z lolpruk KL + Z lolpruK - Ko
LEN(K) O'GgeztﬂgK
= divi (pu),

which concludes the proof. ]

1.2.3 Upwind choice and discrete divergence operators

We need to discretize the term div(pu) in the mass equation (1.1.2a) and div(epu) in the
momentum equation (1.1.2b). If p: Q@ — R, e : @ — R, and u — R? are regular functions on
the cells of a given mesh T of © then the Stokes formula yields

div(pu) = pu - ng s dy =0,
[ divtou) = 3

o€efk g

(where dv denotes the integration with respect to the d — 1 dimensional measure on 9f2).

Consider now the functions p: Q@ — R, e : Q — R and u — R? which are piecewise constant
on the cells of a given mesh 7 of 2. The numerical flux associated with the normal flux in the
Stokes formula reads:

Fk o = |o]psuK.o (1.2.7)

where ug , is defined by (1.2.3) and the edge value p, at 0 = K|L € &y is the upwind value
of p on edge 0. We recall that for a given piecewise constant function a, the upwind choice a,
on an edge o of the mesh is defined by:

1 iqu’U >0

0 else. (1.2.8)

e =egoak + (1 —ego)ar with ex, = {
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We may thus define a discrete divergence operator of the functions pu and peu as:

divi (pu) = Y |o|Fk e and divg(peu) = > |olesFx o, (1.2.9)

occlk o€k

where e, is the upwind value of e on the edge o of the mesh, as defined by (1.2.8).

In the same spirit, we discretize the non linear convection term div(pu ® v) in the following
way. Let p: Q = R, u, v : Q — R? be piecewise constant functions on the cells of a given mesh
T of Q

divg(pu @ v) = Z || Vo potiK o,
oc€lk

where v, is the upwind edge value of v defined by (1.2.8) (componentwise).

1.2.4 Time discretization

We are now ready to introduce the space-time discretization of Problem (1.1.2). For the sake of
clarity, we start with an implicit-in-time scheme. Let dt be a time discretization step, which we
assume to be constant for the sake of simplicity. Let N € N be the number of time discretization
steps, and let & = % be the time step; the discrete time is defined as t" = ndt for n € [0, NJ.
The scheme is colocated; the discrete unknowns are therefore the discrete density, internal
energy and velocity fields {p, e}, u'k; K € T,n € [1,N]}. Assuming a given initial state
(0%, u%, %) ker and pl = (v — 1)p%el, the implicit-in-time discretization of the original
problem (1.1.2) reads:

VK €T, V¥n e [0,N —1],

K .

B o) + i) =0, (12.10a)
K

|(5t’ (Pt — phtul) + dive (p"u"™ @ ™) + Vgp™ = 0, (1.2.10b)
K

‘(st’@"“e"“—pKeK) +divge (" " ) 4 pidivie (utth) = ST (1.2.100)

prlz(—‘rl _ p(p}z{-i-l n+1)7 (1.2.10d)

where divg and Vi denote the values of the discrete divergence and discrete gradient operators,
defined in Lemma 1.2.1. S}‘('H is a corrective term needed for the scheme to converge to a weak
solution of the Euler equations and which is defined in the sequel.

In real-life applications, the implicit scheme is too expensive in terms of memory and CPU
requirements, and semi-implicit schemes are often preferred. We choose here a projection scheme
which was recently developed for staggered schemes in [77].

As in incompressible pressure-correction schemes, a tentative velocity is computed using the
momentum balance (4.2.3). Then a non-linear problem is solved in order to find a pressure
correction to the velocity (4.2.4) such that the mass balance (4.2.5) and the internal energy
balance (4.2.6) are verified. In some respect, the velocity update (4.2.4) can be interpreted as
a Hodge decomposition [91].

Initialization
VK €T, pi, uy, pigiven;  ppl =ph; e = /(v — Dpi; (1.2.11)
Iterations for n =0,1,..., N — 1:
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e Prediction: compute u"'H by solving for all K € T,

K|, .- .

’(St‘(p;gu;; i) 4 divg (0" @ @) + Vgp | =0, (1.2.12)

with Vip = ppK Vicp" (1.2.13)
K

+1 n+1 n+1 n+1
y P y P

e Projection-correction: compute wf; T 7% by solving the non-linear system

of equations for all K € T,

K -
|5t|P (it — @t + K| (Vp™™ = Viep') =0, (1.2.14a)
K
|5t’( W= k) + divie (o) = 0, (1.2.14b)
K
‘&’(P%“e?(“ — plicec) + divie (e pM ) 4 it divie w™ =53 (1.2.140)
PR = (= Dpie (1.2.14d)

1.3 Stability of the scheme and existence of a solution

Proposition 1.3.1 (Positivity of the internal energy). Assume that VK € T, e} > 0, S?(H >0
and p% > 0, and let S and S7 satisfy (4.2.3)~(1.2.14d) then

VK € T, ot and et > 0,

Proof. The positivity of the density is a consequence of the upwind discretization of the mass
balance equation, see e.g. [65, Lemma 2.1]. We now show that the internal energy remains
positive as long as the source term S”Jr1 of the internal energy balance is positive.

Multiplying the internal energy equation (4.2.6) by (elxt)~ we get:
T+ 154+ 1T5 =0,
with:
Ti= = Y (IR | R = o) + div (e )
KeT
T2 = Z |K| [ n+1( n+1) le ( n+1un+1)]
KeT
Ty = Z [(eTIL(—O—l) S;L(—H] )
KeT

The term T3 is equal to zero, thanks to the form of the EOS (1.2.14d) and to the fact

that (e "H) = —min(0, eT;(Jrl). The positivity of S;L(H ensures that T3 > 0. By applying
Lemma 1.3.2 — which we recall below — on 77 we get:
K| _ 1 | K| \2
> 3 Z { n+1 n+1 — Pk l(ek) ]2} =3 Z 5t (P?(H(e}?rl) )

KeT KeT
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thanks to the fact that e > 0. Gathering all terms yields

Z |K’ }L(-‘rl n-‘rl) ] SO
ot
KeT

As a result, for all K € T, min(e?(H, 0) = 0 and therefore 67}(“ > 0.

Lemma 1.3.2 (Lemma 2.2, [65]). Let (px)xker C Ry, (pk)keT C Ry (ko) keT,0ce C R be
three families of real numbers satisfying:

K
> |l —si0+ 3 lotpaunca | =0
KeT o€EK

Then, for all real number yx we have:

- > (yx) & (prcyc = Picyic) + D lolyopouro| > 5 Z ’{pK [(yx) ™) = Picl(yic) 17}
KeT oelk KeT

O

Let us now give a lemma which is a direct consequence of Lemma A.2 (ii) from [77], and
which is used to construct a positive corrective source term in the internal energy balance.

Lemma 1.3.3. Let T be a mesh of Q, p = (pr)ker, P = (P))keT, U = (UK)KeT, U =
(uj)ker- Let Fi o and divibe defined by (1.2.2)~(1.2.7); then the following result holds:

|K] K]

|
5 —(prukg — pruy) +divg(pu)| - ug = o (pr|w K\2*0K|UK| Z ug - uLFg »
O’E(S‘K
|K| * 1 2
+ﬁ (uK_uK)2+Z gg: (UK—UL)
oK

Proof. First we apply Lemma A.2 (ii) from [77] with v (s) = s2/2, which yields for all K € T

K . K 1
s — sicuio) + 3 wkico | = — | (ol = picluic) + £ 3 o Fic
o€lk o€l
K| " 1
+ EPK(UK —uj)? - 5 Z (o — ur)*Fr o
o€k

Introducing the following decomposition of the upwind value u, with respect to the numerical
flux Fr :

Fy » Fx,
Fi ou, = 12( (ug +ur) + ‘K2|(UK —ur), Vo = K|L € Epy, (1.3.1)
we can rewrite the two edge values as:
= 2Fe 2Fye g = & Fieoto F
5 Z U | Ko~% Z (Uo—uk) Fro = 5 Z UK ULEK ot Z (uk—ur)uk|Fg ol
0’651{ O'EgK UESKﬂgint O'Gg}(ﬁgint

o=K|L o=K|L
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We thus get
|K]| K|
5t (pKUK pKu'K Z uo'FK,U UK = @ (pK‘uK|2 - p*K’u}}‘Q)
oc€EK
1 1
+- Y uk-upFre+ K |P*K(uK wi)?+ 5 Y. (uk —up)? [Frol + Tk
2 20t 4
ce€ENEint c€EKNEint
oc=K|L o=K|L
(1.3.2)

with the residual term:

o=t Y lolux —ur) - wipoluscl — = 3 s —ur)? il

2 7 4 7
c€EKNEint 0€EKNEint
oc=K|L o=K|L
1
=1 > (uxl = fur?)|Frol-
o€EKNEint
o=K|L

Hence ) pcq Ti = 0, and we conclude the proof by summing (1.3.2) over K € T. O

Thanks to this lemma, we now derive a discrete kinetic energy balance from the momentum
balance (4.2.3), the mass balance (4.2.5) and the velocity update (4.2.4) in the same fashion as
in the staggered discretization [77].

Proposition 1.3.4 (Discrete kinetic energy balance). Let (p', e, ul, Uy, p%) ket be a
nelo,N—1]
solution to (4.2.3)-(1.2.14); then the following local discrete kinetic energy balance holds for all

KeT,ne[0,N—1]:

K 1
u( n‘ n+1’ _P?(_lyu?(‘2)+§ Z ﬂ?(+1'ﬁ7£+1F}7}’0 n+1 vV pn+1+Pn+1 R?(—H

20t
c€EKNEint
oc=K|L
(1.3.3)
where:
Rn+1 |K’ (,&nJrl —ul )2 o 1 Z |~n+1 ~n+1|2‘F7L ’ (1 3 4)
KT Ton i Wk ui) =g RS -
c€EKNEint
o=K|L
ot 2 ot
+1_ +1
P = sty 19~ g T o

Proof. We start from the momentum balance (4.2.3) multiplied by the predicted velocity u”“,
for a given control volume K € T

K _ P
Bk i i) + 3 lola e, | i+ [P i o0
K

o€k
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applying Lemma 1.3.3 we have:

L 1 1 1
ogp [PRITT = i P+ 50 >0 lolapdt - A phul,
c€ENEint
oc=K|L
@ n—1/~n+1 __ _ n\2 1 n+l n+1 2. n
T o5 PK (v uy) T Z |o|(uf )" Pelu ol
c€EKNEint

The velocity update (4.2.4) can be rewritten as:
1

K K 1
‘ | \/7 TL+1 VKpn+1 — u\/@,&n]é*l + VKpn
A /pK ot /prlz(fl

By taking the square of the previous equality and then multiplying by % we get:

K|, - Pk - _ K|
25t ’ n+1|2+ anl,urIL(Jrl v p 25t n‘ n+1‘2+un+1 van—H
K

ot 2 ot
+ Vip" ] = ——— [V 1.3.7
2|K|p?<[ KP ] 2|K’n1[ Kp] ( )
We conclude the proof by summing equations (1.3.7) and (1.3.6). O
Let us now define the source term of the internal energy balance as S’;{H = —R”KH:
n+1 _ @ n—1/~n+1 __ _ n\2 1 n+l _ ~n+l n
Sk = o5t PK (af ug)” + 1 Z |o| (@} uy, ) Pyluf o (1.3.8)
c€EKNEint
o=K|L

which is obviously positive.
Furthermore with this definition of the source term S?(H, the following discrete energy
balance holds:

Proposition 1.3.5 (Local total energy balance). Assume that @ is given by (1.2.14d), that
po > 0 andeg > 0, and that {p}, e, ul, K € T,n € [0, N]} is a solution to the scheme (4.2.1)—
(1.2.14). Then the following local total energy balance holds for all K € T andn € {0,...,N}:

’K‘ —_— 1
5 (kB = (oxEx)") + Y loles ™ ppthugdd + 5 D7 lolagt - ap o,
0EEK 0€EKNEint
o=K|L

+ |K|divi(pu) + PR =0, (1.3.9)

where 1
(P ER)" = piek + QPK g (1.3.10)

and where Pit is defined by (1.3.5).
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Proof. From the definition of the source terms R and S, summing the kinetic ener
K K g gy

balance (1.3.3) and the internal energy balance (4.2.6) and using the property (1.2.6) yields the
total energy balance (1.3.9). O

Remark 1.3.6 (Staggered scheme). A total energy balance can be recovered for staggered finite
volumes [77], but this balance only holds globally on © whereas we get a local balance from
equation (4.2.6).

Remark 1.3.7 (Error pressure term). The additional source term
the internal energy balance but it does not impact the convergence of the scheme since
vanishes when the time step tends to 0. Indeed formally it behaves like 6t2(9; V p)2. One may
avoid this pressure source term in the kinetic energy balance by removing the scaling of the
pressure gradient introduced in the momentum balance (4.2.3) and in the velocity update (4.2.4).

PI”('H is not compensated in

n+1
PK

This would yield to a similar kinetic energy balance with a source term R"+1 which would now
read:
w1 K] - +1 |K]| +1 = +1 +1 ~n+1
Ryt = oo (5 - ug)’ +og P (wi — —Eg; o] (@i = ap ™) o Juk o
K

However this formulation is dangerous because the corresponding source term in the internal
energy balance S?(H = —R?(H may take negative values, and therefore we can no longer assert
that the internal energy remains positive as shown in proposition 1.3.1 hereafter.

Remark 1.3.8 (Source term for the centered scheme). If we were to use a centered scheme instead
of an upwind scheme for the edge value u, of the advected velocity, the resulting corrective
source term would read:
K -
S?(H = ’25t|p’}(_1(u7}(+1 —ut)?, KeT,neN.

Regarding the non-linear projection step, the proof of existence relies on the topological
degree theory. The reader may find an introduction in [49] and an application to finite volume
discretizations of PDE in [56], chapter 6. We proceed in the same way as in section 6.4.1 of [56].

Theorem 1.3.9 (Existence of a solution to the scheme). Under the assumptions of Proposition
1.3.5, there exists a solution to the scheme (4.2.3)-(1.2.14d).

Proof. We have to show the existence of a solution to the linear system given by the prediction
step (4.2.3) and to the non-linear system (4.2.4)—(1.2.14d). We proceed by induction. Assume

that the existence of (pK,pK,ﬂ’;(,u]}{,e’[“()KeT is proved for 0 < k£ < n, and let us prove the

existence of (p, pitt @t Wit et e, The momentum balance (4.2.3) for a control

volume K € T can be rewritten as follows:
Agwitt+ Y Br,aptt = Ck
o=K|Le€k
with the diagonal, off-diagonal and right-hand-side contributions to the linear system:

K]

A?( Y K+ Z ‘U‘pUU’KO'aKO'
o€k
B?(,o‘ = ‘U|pgu7}(,o‘(1 - O/IL( 0’)
‘K| n—1, n pK

Ck = 5 PE UK T 7 Vi p"

P
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and o , the scalar used to compute the upwind value @y ,. Owing to the definition of the
scalar o, in (1.2.8), we have:

A%l = D IBkol=Ak+ Y B,

o€€K o€
Using the discrete mass balance (4.2.5) and assuming the positivity of the density yields:

K| ,,_
Al = 3 [Bial = Sl >0

cefk

hence the diagonal dominance of the linear system associated with the prediction equation (4.2.3),
which is subsequently invertible and thus the existence of @,

Let us now prove the existence of (o1, pitt witt ) o7 which satisfy (4.2.4)-(1.2.14d).
Let A be a real number in [0, 1]. We consider the following non-linear system of equations, which
reads for all K € T

UM D FUR Y = v (1.3.11)
where

UerVH = [(U%H)KET (P}I\(IH)KGT (p%“e%“)mﬂt
e RM, with M = 3card T, and

VY = (@ ket (0¥)xer (pXeN)ker]!

1 _
pT (VKP - vKP)
F W = ((u)keT, (pr)KkeT, (prer)keT) = F(W) = 6t K divie (pu)

[divK(peu) + prdivi u — S}L{H]

with pg = (v — 1)prex and S?{H defined by (1.3.8).

For A =1, (1.3.11) is the original projection-correction step at n = N. For A = 0, the system
(1.3.11) is an invertible linear system. Using the second equation of (1.3.11) and summing over
all K € T, we get by conservativity:

7ol <> 1ok

KeT KeT

which yields a uniform (in A) estimate on p?{'ﬂ. Moreover, with the same arguments as in the

proof of Proposition 1.3.1, we get that px > 0 and ex > 0.
We then take the inner product of the first equation of (1.3.11) with pguk and sum over
K € T; we sum the result with the summation of the third equation of (1.3.11) over the mesh
and obtain, thanks to the div-V duality and to conservativity, the following uniform (in \)
estimate: )
> prex + 5,0?(\”1(|2 <C
KeT

where C' > 0 depends only on known quantities. The map H (A, -) = Id— AF defines a homotopy
between the map H(1, ) associated with the original system U]TV+1 +]-”(U§V+1) =V (for A =1)
and the identity function (obtained with A = 0). Thanks to the uniform estimates, we can can
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define a closed ball B of R™ with radius large enough to include the set of the solution of
Problem (1.3.11), such that the following condition is satisfied:

VN ¢ H(\, OB).

We can now define the topological degree d(H(X,-), B, VL) of the map H(X,-) on the set B,
associated with the problem H (X, Uy) = V7]-V . Using the invariance of the topological degree for
an homotopy, we have:

d(H(1,-), B,V) = d(H(0,-), B,VF) = d(I1d, B, V) =

We deduce that topological degree of the map I'd — F is non zero. As a result the non-linear
problem has at least one solution in B C R™. O

1.4 Passing to the limit

In this section we are interested in the problem of showing that the limit of the discrete solution
to the pressure-correction scheme is a solution to the weak form of the continuous problem when
the time step and space discretization step tend to zero. In some respect, it means that the
shocks are correctly computed by the pressure-correction scheme since the Rankine-Hugoniot
conditions can be readily derived from the weak form the Euler equations.

First we need to introduce further notations and assumptions with respect to the discretiza-
tion of the problem:

e Discrete unknown functions and norms. Let (T,d&) be a space-time discretization. To a
set of discrete values {z}., K € T,n € [0, N — 1]}, we associate the following piecewise
constant function:

zra(x,t) = ZZzKXK n(t),Yo € Q, vVt €0,T),
n=0 KeT

with xx and x, defined by

1if ¢t € [t7, ")),

i (1.4.1)
0 otherwise.

Xk (z) =

lifz € K,
0 otherwise,

and xn(t) = {

For such a function z75, we denote its L>°(§2 x [0,7") norm by

= max{z, K € T,n € N},

and introduce the following BV discrete semi-norms:

Zét S et ol rale = Y 1KY ok

= o=K|L KeT n=0

Given a solution {p},u,e%, K € T,n € [0,N — 1]} of the scheme (4.2.1)-(1.2.14),
we may thus define the piecewise constant functions prg, pr.s, T8, e and their BV
semi-norms.
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e Interpolates and discrete derivative operators. Let ¢ € C°(Q x [0,T]) be a given test
function. We denote by ¢ its interpolate for the space-time discretization (7, d),
defined by:

¢ra(z,t) Z > Gkxr(@)xa(t), where ¢ = p(xx,tn), VK € T,Vn € [0, N —1].

n=0 KeT

(1.4.2)

FIG. 1.2 — Primal mesh and dual mesh.

We may then define a discrete time-derivative operator d; on the primal grid by:

qs”“ ¢
Orpralw,t) Z > g (a)xn(t), Yo € Q, Wt € [0, 7).

n=0 KeT

Owing to the regularity of ¢, the quantity 9;¢7 g converges uniformly to 0y as the mesh
size and time step tend to 0. It is convenient in the convergence analysis to define a discrete
gradient of the interpolate of a smooth function on a dual mesh which is composed of the
so called “diamond cells”, represented on Figure 1.2 and defined as follows. For a control
volume K € T, 0 € £k, we define the half-diamond cell Dk , by the cone with base o
and vertex xi:

Dk o={texk +(1—1t)y, t€[0,1], yc o} (1.4.3)

We denote |Dg | its d-dimensional measure. We then define the diamond cells D, as

D UD;, if o = K|L € &
.Do'_{ K,o Lo 110 | € Cint, (144)

Di o if 0 € Et and 7 = KnQ.
A discrete gradient operator Ve¢r.s of the interpolate ¢7.5 may then be defined as:

Vedpra(x,t) Z Z ’U|

n=0 Jeglnt
oc=K|L

— PR )Nk LXo(X)xn(t), Yz € Q,Vt €[0,T), (1.4.5)

where Y, is the characteristic function of the dual cell D, o € &+, defined by

{1ifxeDa,

Xo(z) = (1.4.6)

0 otherwise.
The discrete gradient Ve¢d7.s is known to converge only weakly to Vi in LP(2 x (0,7"))
with p < 4o00: see [55, Proof of Lemma 8] for the case p = 2 of interest here, and [67,
Lemma 4.1] for the general case.



§1.4] PASSING TO THE LIMIT 21

o Assumptions on the estimates. Let (Tn, dm)men be a sequence of space-time discretiza-
tions of Q x [0,T). Let us denote by (p{™), p(™) (M), al™, w™) ey = (PTim st s DTon b
€T S s Wi 0tm s WTin &m JmeN the piecewise constant functions reconstructed from the so-
lutions of the scheme (4.2.1)—(1.2.14) for (7, &) = (T, dm)-

We assume the following estimates on the sequence (p(m), plm) | elm) ﬁ(m), u(m))meN:

30 > 0,VK €T, for 0 <n < N,

1 m)\n m)\n m)\n ~ {m)\n m)\n
‘ (m)yn +’(P( Nk ""(P( Nk —|—’(e( Nk +‘(U( ))K“i"(u( el <C (1.4.7)
(p )K
In addition we require for all m € N:
10" gy, + "™y, + a™|py, < C (1.4.8)
0" |y, + [ul™ |y, < C (1.4.9)

Theorem 1.4.1 (Consistency of the pressure-correction scheme for the total energy balance).
Let (T, 0t,) be a sequence of discretizations such that hrn) and 5t tend to 0 when m — .
Let (p(m),p(m),'&(m), ul™), e(m))meN be the sequence of piecewise constant functions correspond-
ing to the solution of the scheme (4.2.1)—(1.2.14) for T,0 = (Tm,dm); we assume that these
functions satisfy (1.4.7) and (1.4.8), and that the sequence (p(m),p(m),ﬂ(m),u(m), e en

Then @ = u and (p, P, w,€) is a weak solution of the Euler equations, i.e. it satisfies

Vo € C(Q % [0,T),R), Ve €€ C2(Q x [0,T),RY),

T

/ / (pOrp + pu - V) dx dt +/ po(z)p(z,0)dz =0, (1.4.10)
0o Ja Q
T

/ / (pu-Op+ (pu®@u) : Vo) dedt +/ po(z)up(z) - p(x,0)dz =0, (1.4.11)
0o Ja Q
T

/ /m@E&@+&ﬁE+ﬁﬁrV@ﬂdx&%i/ﬁM@Ewaﬂmmdx:O, (1.4.12)
0o Ja Q

E=¢+ %,5\71|2.

Proof. The velocity update (4.2.4) yields the following estimate for all K € T, n € N*

it — @] < 5th(m)Hme(1mH _

Thanks to the assumptions (1.4.7), we may pass to the limit in the above inequality and obtain:
u=u.

We now turn to the process of taking the limit. Let ¢ € C°(2 x [0,7)) and ¢ € C°(£2 x
[0,7),R%); for a given discretization (7™, &™), the interpolate of ¢ and ¢ defined by (1.4.2)
are respectively denoted by ¢(™ and ¢(™ (componentwise for ). For the sake of simplicity,
we shall sometimes drop the index (™ when it is does not hinder comprehension.
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Let us first prove that (p,u) satisfies the mass equation (1.4.10). Multiplying (4.2.5) by
5tqb(Km) and summing for n € [0, N(™] and K € T,, yields

N(m) _q |K’ N(m)_1
n+l

> S Mg Y XY (R k=0
n=0 KeT n=0 KeT o€k

™ T

Reordering the summation in Tl(m) yields
N(m)_1 +1 ¢ n
— QK
SR DL
n=0 KeT

/ / B dwdt / (p"™)(2)6™ (2, 0) dz
- / /patcpdxdt —/po( Jo(, 0) da as m — 400

thanks to the assumptions on the approximate solutions and the definition of the initial condi-
tions in the algorithm.
Recall that Fg = o] PsUk . ; therefore reordering the summation in TQ(m) yields

g
Z& S Db e o

= o0=K|LEEn:

/ /pgm)u(m )gb(m)dwdt
(m) (m)

where ps’ and ug  are piecewise constant functions on the dual mesh T(m) respectively equal
to p (the upwind choice) and u;} (average value defined by (1.2.3) on each dual cell D, ). Thanks
(m) ( (m

to the assumptions on the approximate solutions, the function pgz (resp. ug )) converges to
w (resp. p) in LP, p € [1,4+00); hence, thanks to the weak convergence of the discrete gradient,

we get
// qﬁ dardt—>/ /pu Vpdxdt as m — +o0.

Let us then prove that (p,p,u) satisfies the weak form of the momentum balance equation
(1.4.11). Multiplying (4.2.3) by &¢% and summing for n € [0, N(™ — 1] and K € T yields:

N(m)_1 N(m)_1
K _ 1~ . .
S ¥ Bk —prtansis XX Kl divicha o @t g
n=0 KeT n=0 KeT
7™ ™)
N(m) 1
—~n
+ > > |K|Vkp 6ty =0.
n=0 KeT

T{m
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(m)

With arguments that are similar to those used for the term 7} in the mass equation, we get

T
Tl(m) — /0 /Qpﬁ-atso /on(x)uo(x) ~p(z,0)dz.

By the definition of the discrete div operator and of the numerical flux F ,, reordering the

m)

summation in TQ( , we get:

N(m) _1
~ 1
=Y a Y Y Aot
n=0 KeT o€k
d Nm)_1

Z Z S ol @t )5t — op )t

n=1 o=K|LeE

n+

where ¢} ; (vesp. 4, ;) represents the i-th component of ¢ (resp. @™ *1). Therefore, TQ(m) =

Zz 1(7;2 (m)) Wlth

N(m) 1
g
T = 3 0t > [IDkol (R i) + 1Dl (a5 0 ) | “ “<¢Kl LT
n=1 o=K|Le&
N(m) _1
RV = 3 b S [IDel @ e — i i )
n=1 o=K|L€e&

1 1 1 1 1 1
Do (o i = wp o i, )| (65 — o7.0):

We may then rewrite 7'2(;”) as

T
m) _ / / A oMy 5 6 d
0 Q

where Vg(m)tp(m) is the weak gradient defined by (1.2.4) which converges weakly to V;, as
previously stated. Thanks to the assumptions of strong convergence in any LP, 1 < p < 400 of
the approximate solutions e(™, p(™ and u(™), and to the fact that @™ also converges to u,
we get,

2(m_>z:/ /ulpu v%dm_// : Vedx as m — +oo.

(m)

It now remains to be proved that the remainder term Ry vanishes when m — oo. For the
sake of clarity, we drop the exponents related to the discrete time indexation. Thanks to the
L and BV estimates, we have (dropping the time indexes for short)

Yk o| = |UgipoUK,c — UK iPKUK - VK o
= ’ﬂa,ipa(ua - UK) ’ nK,a‘ =+ ’ﬂa,i(pa - pK)uK| + ‘pK(ﬂa,i - fLK,Z’“K) : nK,U)‘
< illoo (lIolloolwlBv, + [[ullolplBY, ) + il BV, [l o0 [ 2l 0o
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and therefore Rgm) — 0 as m — 4o0.
Using the definition (1.2.4) of the discrete pressure gradient and Lemma 1.4.2 given below
(see [57, Proposition 2.1], [58, Proof of Lemma 5.7] for similar results), we get that

T
TS(m)—>—/ /pdivcp dx dt as m — 4o0.
0 Q

Let us finally prove that the limit (p,p,u) satisfies a weak form of the total energy balance
(1.4.12). Let p € C°(Q x [0,T)); for a given discretization (7™, &™), we denote by ¢(™) the
interpolate of ¢ as defined by (1.4.2). We momentarily drop for short the index (m), and denote
by ¢ = p(zk,tn), for K € T and n € {0,..., N}. We assume that the mesh is fine enough so
that ¢ = 0 if K is a boundary cell. Multlplymg the local total energy balance (1.3.9) by 6t¢}
and summing over the mesh cells and the time steps, we get (still dropping the index (m) in
the summations):

N(m)_q
S 3 B (xR ot
n=0 KecT
i
N(m)_q N(m)_q
+ > > > (ya\e”“ ”+1u7;<+;)5t¢?{+ SN K |dive (pu) ok
n=0 KeT cefk n=0 KeT
N(m> 1 N(m)_q
5 3 S S (olag g i) b+ S S PRt =0
n=0 KeT oefk n=0 KeT
T§n> 5 ()

where (pr Er)" is defined in Proposition 1.3.5. The time-dependent term can be rewritten as:

7" =~ Y |K|(px Ex)’¢% ZZIK! pKEx "&s( &‘b )

KeT n=1 KeT
o~ T o~
. / (PE)™ (2, 0)6™ (z,0) dr — / / (PE)™ (2, 1)3,6™ (2, 1) da dt
Q 0 Q

where (pAE)(m) is the space-time piecewise constant (with respect to the discretization (7™, &™)
function defined by (1.3.10). Thanks to the regularity of ¢, 3,6(™ tends to dyp uniformly.
Thanks to the strong convergence of the discrete solution and to assumptions (1.4.7)—(1.4.8),
we thus get that for all ¢ € C°(Q2 x [0,T7),

lim T1 / /pE x,t) Opp(z,t) dxdt—/po( )Eo(x)e(x,0) da.

m—0o0
Reordering the summation in T2( ), we get:
N(m)_q
T(m Z Z ‘U’€n+1 n+1( n+1 1’11(70)(5t(¢n]( _ 902)
=1 o=K|Le&

_ 7-2<m> R
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with
Vel o
o
> 0t > (1Dl (R piui) (2" g ™)) - 1,1 (P — ehinio
= o=K|Le& o
N(m) 1
R = 300t 3 [IDwaler opt iy — e i i i)
o=K|LeE

1 1 1 1 1 1
1D (en ittt = e ot i, ) | (65 - o).

We may then rewrite 7'2(m) as

//(m M) M) 7 4y o™ i,

where gp(m) is a piecewise constant function on the cells of the mesh 7™ and Vg(m)go(m) is the
weak gradient defined by (1.2.4), which converges weakly to Vi as previously stated. Thanks
to the assumptions of strong convergence in any LP, 1 < p < +oo of the approximate solutions
e p(m) and u(™) we get

T
T;m)%/ /epﬁ-Vgo dr as m — +o00.
0 JO

With similar arguments as in the case of its namesake in the momentum balance equation, it is

(m)

easily seen that the remainder term R, vanishes when m — oco. Using the definition (1.2.6)

(m)

and reordering the summation, we may write the term 7y

Z&Z Z |0KL\pu

n=1 KcT LeN(K

N-—1
=> "6t > |Dl(pu)s |£||(¢K ¥L)
n=1

o€€int
o=K|L

T ~
= —/0 /Q(ﬁﬁ)(m)vlg(m o™ dz de,

where (pu)(™) is the piecewise constant function on the dual mesh (with respect to the dis-
cretization (7™, &(™))) defined by:

as

(pw) "™ (z,t) = (p"un), for 2 € K and t € [t, tny1),

with (pu), defined by (1.2.6) and 65<m>¢(m) the weakly converging discrete gradient defined by
(1.4.5). Thanks to assumptions (1.4.7-1.4.8), we have (pu)”™ — pu in L%(Q x (0,T)) as h(™)
and 0t tend to 0. By [55, Proof of Lemma ], we have %T(m)cp(m) — V¢ weakly in L?(Q) as
R and 6™ tend to 0. Hence,

T
Tém)—>—/0 /qugodmdmashandét%().
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(m)

As for the second advection term, we can rewrite 7, " as:

N(m)_1
=S X snefayap i, ub, ( 6k - obme ) + B

D
n=1 o=K|LeE [Ds |
with the residual:

N(m)_q

Yoo > [Dreluitt - (@ pug — ait i)
n=1 o=K|LeE

1 1 1 7 — Pk
aptt (@ phul — at ptul)] '5t7h Ng|L-
(o

Proceeding in the same way as for the residual R(m) with the term (@ppou, — UxprUK):
ULpotte — U prUK = (e, — 1)(@r + k) [(px — pr)(uk +ur) + (px + pr)(urx — ur)]
+ (ur — ar) [(exo + 1)*(px + pr)(uk +ur) + (ex0 — 1)*(px — pr)(ur — ug)]

A similar development can be made for the term (@ xp,us — U prug) which yields eventually
to:

|RE| < Cy(h)? [[aloo (Il v luloe + ploclul vz ) + [l By, (Iplclul B, + [p]Bv, [2t]o0))]

Using the same arguments as for the term 75, we have:

:/ /ﬁ-ﬁpu-Vgpdxdt
0 JQ

The last term T, ém) tied to the pressure residual Pz of the discrete kinetic energy balance
vanishes as the time step and the space discretization step tend to 0, thanks to the L° estimate
on p{™) and ﬁ, and the time.

O

Lemma 1.4.2 (Weak consistency of the pressure gradient). For a given polygonal mesh T of
Q, consider a scalar field ¢ = (qx)xer and let G1q be a piecewise constant discrete gradient
defined by

Grq(x) = Gkq, Vo € K, with Grg= Y |ol(ge — ax)niq.

c€EKNEint

where (45 )ses;,, 15 a family of values such that if o = K|L, then q, is a convex combination of qx

and qr,. Let Ty, be a sequence of meshes such that hy,, — 0 asm — 0, and let g™ = (qy(n))KeTm
be a family of corresponding discrete scalar fields. We assume that

1. ¢™) = G in Ll () as m — 400,

2. there exists C € Ry such that [u(™)|gy, < C for any m € N.
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Let ¢ € C(Q) be a given test function; denote by ¢(™) its interpolate on the mesh Ty, defined
by:
o (x) = p(x) for x € K.

Then
/ GT(m)q(m)(m)qb(m) )dx — — / x)dx as m — +oo.
Q

Proof. We have

/Q Gromg™ (@)™ (@)dz = > > ol(ar — ax)nie oy

KeT ccEgNEingt
=T+ R,
with
1
T(m) = Z Z |U|(ch - QK)nK,cfd)z(ym)v where d)gm) ~ 15 / SO(iB)d’y(m)
ol Jo
KeT c€€xNEint
R™ =353 |ollgo - ax)nxo(@ — o0
KeT ceExNEint
We have
T = 3 Jollan —ar)rwoge == 3 30 lol@anions == 3 ax [ Vela
0€Eint KeT oe€ExNEint KeT

so that thanks to Assumption (1), 70" — Jo a(x)Veda as m — +oco. Now

R

| < Cohm Y lollar — ax| < Cohmlalsy,

U'Egint Uegint

so that, thanks to Assumption (2), R(™) — 0 as m — 400, O






CHAPTER 2

APPLICATION TO SHOCK HYDRODYNAMICS

In our numerical experiments, our pressure-correction scheme is compared with another frac-
tional step scheme for compressible flows (compressible Euler equations, u = 0), the SLK
scheme. This scheme was originally introduced in 2004 [102] and it is available in the Code_Saturne
CFD code developed at EDF R&D.

2.1 The SLK scheme

In our numerical experiments, our pressure-correction scheme is compared with another frac-
tional step scheme for compressible flows, the SLK scheme. This scheme was originally intro-
duced in 2004 [102] and it is available in the Code_Saturne CFD code developed at EDF R&D.
Among the differences between our scheme and the SLK scheme, it should be stressed first
that the latter is derived from the compressible Euler equations written with the total energy
balance (1.1.1). Furthermore thanks to a decomposition of the variation of the pressure into the
variations of the density and of the entropy (2.1.3), the projection-correction step (here taking
the form of an “acoustic step”) is linear.

2.1.1 Time discretization

Among the several variants of this algorithm we will consider the following semi-discrete algo-
rithm [12], which reads for all n € N

Acoustic step (compute p"t!, qt!)

n+l _ n
PP 4 divg" — div(dt(cA)" V p+) — div(6t5" V s") = 0 (2.1.1a)

ot
Qi = g — 5tV " - §tBn V8" (2.1.1b)
Momentum and total energy steps (compute u"*!, Ent1)

un+1 —um

p"T —u" M divg™ +div(e" @ ) + VPt =0 (2.1.2a)
En+1 . n
P — B div ! + div KE"“ + pf;l) qgjl] =0 (2.1.2b)

Pressure update (compute p"*1)
pn+1 — ('}’ o 1)pn+1 (En—i—l _ %un—s—l . un—i—l)

29
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with q = pu the mass flux, q.c the acoustic mass fluzx, s the entropy, ¢ the speed of the sound
and § = p?. The derivation of the acoustic step is given in [102]. The variation of the pressure
is decomposed into the variation of the density and of the entropy:

Vp=cVp+pVs (2.1.3)

During the acoustic step — and the acoustic step only — an isentropic flow is considered. As
a result the classical acoustic system can be written:

8tq+Vp:0

with semi-discretization:

pn+1 o pn
vt =0 (2.1.4)

n+l _ 4 n
Hoe e L V=0 (2.1.5)

Combining the above equations yields:

(o

divq?, + pn+;;p
St

If . is replaced by its more up-to-date value q" then we recover step (2.1.1).

div ((CQ)n vanrl) —

Remark 2.1.1. Assuming a homogeneous sound speed and using the mass balance (2.1.4) from
the previous time step we can obtain the wave equation at the discrete level:

pn+1 o 2pn 4 pn—l
o2
Remark 2.1.2. In some respect the SLK algorithm may be viewed as a projection scheme. Using
equations (2.1.4) and (2.1.5), we have:

. (CQ)nApn+1 =0

A (2.1.6a)

n+1 n

div g” _|_P —pP
aprtt = S o0 (2.1.6b)

The first equation is close to the Hodge decomposition for the mass flux which is at the basis
of incompressible projection methods. The second equation is similar to a projection step,
which would be aimed at enforcing the mass conservation constraint on the mass flux. Likewise
step (2.1.1) can be thought of as a projection of the last predicted mass flux ¢" on the space
of the mass fluxes satisfying the discrete mass balance (2.1.4). Using the density instead of the
pressure in the acoustic step allows to control the positivity of the density through the numerical
scheme.

2.1.2 Space discretization

We give the space-time discretization of the SLK scheme for cell-centered finite-volumes that
we actually used in the numerical tests:

Initialization

. _ 1
VK €T, pl, ul, pl given ; pt=p" ; E%Zp%/(v—l)p%—§u?<'u?<

Iterations for n =0,1,..., N — 1:
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[u——y

Update passive scalars for all K € T

Fg,= pouy ng, Vo €&k
sk = pk/(pk)’
()i = Wi/rk
Pi = (pk)’
2. Predict the density (pt*) solve for all K € T
K n n n n
B i = k) + 3 lol PR — D Iolot(e) @)™ — 3 lolotB3(0ns); =

oefk o€k o€k

3. Update the acoustic mass fluzx (F}é‘;l) forall K € T, 0 €&k

Fptl = Fp = 52 (0np) i = S (s

4. Compute the velocity (unH solve for all K € T

K
|5t’pK(u7IL{+1 _U’K n+1 Z ’ ’Fn+1+ Z ‘O_’un—i-an-i-l_i_VKp -0

o€EK o€k

5. Compute the total energy (E}‘(H) solve for all K € T

I3
SRR = ) B S ol + 3 ol (B ) B = 0

o€ o€k

6. Update the pressure (p"“) forall K € 7
1
pn+1 ( 1)pn+l (En-H 2,u,n-i-l un+l>

Fy ”H stands for the normal component of the discrete acoustic mass flux g,.. The edge pressure

Do of the discrete pressure gradient and the edge velocity u, are centered. The fluxes F"t?

and p, are discretized with a centered scheme. %ll the advected fluxes are discretized with an

upwind scheme with respect to the acoustic flux F?;l The edge values of passive scalars 8 and
2

¢ are computed with a harmonic scheme. For instance for an edge o = K|L

28K BL

Po = Br + BL

Lastly the normal gradients denoted “0,,” (for example for the density at an edge o = K|L) are
discretized as:

PL — PK
(8np) hg
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2.2 Numerical results

In a first section, we check the accuracy of our scheme and of the SLK [102] scheme on one-
dimensional Riemann problems. We observe an oscillatory behaviour near shocks though it does
not affect the L' convergence of the error; it can be cured with an artificial viscosity method
such as [90]. In a second section several two-dimensional Riemann problems are performed. The
oscillatory behaviour only needs to be dealt with for strong shock problems. In all our tests,
the non-linear system for the projection-correction step is solved with a simple fixed-point
procedure. The sub-iterations are initialized with the most up-to-date flow variables. During
a sub-iteration we successively update the velocity with (4.2.4), solve the density with (4.2.5),
update the source term with (1.3.8), solve the internal energy with (4.2.6) and finally update
the pressure with the equation of state. The stopping criteria for these sub-iterations is defined
with respect to the relative L>°(€2; BV (6t*)) norm of each flow variables for a sub-iteration over
ot*:

<’u’oo,t,BV ’p’oo,t,BV yeloo,t,BV ’p‘oo,t,BV)
max , <
oo P

o el T IPloo
With the choice € = 1073, the number of sub-iterations in our numerical tests is always lower
than 5.

2.2.1 One dimensional problems
Accuracy tests

The accuracy of our scheme and of the SLK scheme is evaluated on four classical 1D Riemann
problems described in detail in [126] and for which an analytical solution is available. Test 1 is
a Sod shock tube ; test 3 has a left rarefaction, a contact discontinuity and a right shock ; test 4
has a left shock, a contact discontinuity and a right rarefaction ; test 5 has a two strong shocks
and a contact discontinuity. The domain is Q@ = [—4, 4] with Dirichet boundary conditions on
0f). The tests are carried out on 6 grids with 2™ cells, 10 < m < 15. The initial states are given
in table 2.1 and the convergence orders for our scheme and for the SLK scheme in table 2.2.
The final state for test 5 is shown in figure 2.1.

Test PL ur, PL PR ugR PR T ot
1 1.0 0.0 1.0 0.125 0.0 0.1 0.25 h/2
3 1.0 0.0 1000.0 1.0 0.0 0.01 0.012 h/40
4 1.0 0.0 0.01 1.0 0.0 100.0 0.035 h/14
5 5.99924 19.5975 460.894 5.99242 -6.19633 46.0950 0.035 h/40

TAB. 2.1 — 1D Riemman problems used for accuracy tests.

In all tests the order of convergence in L! norm is between 0.5 and 1. With both schemes,
while shocks are sharply computed contact discontinuities are inaccurately calculated, which
is the main source of error in all the tests. SLK is often slightly more accurate than our
scheme but convergence orders are close. Both schemes suffer from oscillations near shocks.
Nevertheless although the magnitude of the oscillations does not decrease with the mesh size,
the measure of these oscillations vanishes. Therefore they do not have a significant impact on
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the L' convergence of error. The issue of the oscillatory behaviour is addressed in the next
subsection.

Variable Test 1 Test 3 Test 4 Test 5
p (our scheme)  0.652  0.536 0.525 0.529
p (SLK) 0.640  0.514  0.498  0.568
p (our scheme)  0.834  0.836 0.824 0974
p (SLK) 0.827 0.858 0.824 1.008
u (our scheme) 0.884  0.860 0.836 0.981
u (SLK) 0.847 0.872 0.837 1.009

TAB. 2.2 — Convergence orders (L; norm) for 1D Riemman problems with our scheme and with the
SLK scheme.

Remark 2.2.1 (Importance of the term Sk). As outlined in the previous sections, the most
critical component of our method lies in the discrete source term Sk added to the internal
energy balance. As observed in figure 2.2 the source term is localized at flow discontinuities and
its measure does not vanish when the space discretization step tend to zero. The density field
at the final time for test 5 is given for our scheme with Sg (in blue) and without Sk (in green).
The two profiles are similar, however the shocks speeds are different so are the intermediate
states. Without a reference solution, it would not be obvious to assess which numerical solution
matches best the entropy weak solution. This illustrates the fact that any discretization of the
Euler equation in non-conservative variables must be derived very carefully.

Oscillatory behaviour

In order to damp the oscillations in our pressure-correction scheme without impacting the
accuracy of the scheme we implement an adaptive artificial viscosity method, the Weak Local
Residual method [90]. This method consists in adding an artificial viscosity proportional to
a weak local residual (WLR), constructed from one of the balance equation in its weak form.
The discrete WLR is o(h) near shocks, o(h®) near contact waves with 1 < a < 2 and o(h?) in
smooth regions [90]. We choose to use the weak residual of the mass balance:

T T
WR:/ /p@ﬁp—'—/ /pu-Vgp Vo € C2°(2 x [0,T7)
0o Ja 0 JQ

The WLR as a localized indicator of flow features — shocks, contact waves — is deduced
from the weak residual using a decomposition of the test function ¢ on a basis of B-spline
functions [90].

Introducing WLR artificial viscosity with a strong diffusion factor C' = 100 for our scheme
in test 5 significantly damps the oscillations (see figure 2.3). Despite the added diffusion the
global accuracy of the scheme is not noticeably affected. Indeed the convergence orders in L'
norms are 0.565 for the density, 0.956 for the pressure and 0.936 for the velocity.
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Density at T=0.035, N=4096 Pressure at T=0.035, N=4096
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FIG. 2.1 — Final state for test 5 with our scheme (blue), SLK (green) vs the exact solution (red).

2.2.2 Two dimensional problems

Riemann problems

We now test a set of classical 2D Riemann problems, whose description can be found in [94].
The contours of the density for the 19 test cases are given in figures 2.4 to 2.22. The results
obtained with SLK and with our scheme are similar except for problems with strong shocks as
observed in configuration 3. Both schemes show an oscillatory behaviour near 1D shocks.

Two dimensional stabilization

In order to damp the oscillations of our scheme near strong shocks, we run test 3 (most de-
favorable configuration) with WLR artificial diffusion. We observe that 1D shocks are still
accurately computed and the oscillations are reduced significantly. However, 2D shock speeds
are inaccurate. This issue becomes worse as the artificial diffusion is increased. In fact when
adding artificial viscosity in the momentum prediction, a compensation term (positive) has to be
added in the right hand side of the internal energy balance in order to preserve the consistency
of the scheme. The source term Sk is localized at flow discontinuities, so is this compensation
term. Maybe when the latter introduces too much diffusion the compensation term Sx is too



Density with and without SK at T=0.035, N=4000 Localization of the source term SK at T=0.035, N=4000
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FIG. 2.2 — Influence of the source term for test 5. Left: density at T' = 0.035 with Sk (blue), without
Sk (green) and exact solution (red). Right: localization of Sk (blue) with respect to the exact solution
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FIG. 2.3 — Application of the WLR artificial viscosity method for our scheme in test 5.
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KHL:density at 1=0.2 (400x400 grid, h=0.0025, dt=0.00025, CFL=0.1411) SLK:density at 1=0.2 (400x400 grid, h=0.0025, d1=0.00025, CFL=0.1416)

FIG. 2.4 — Density contours (40) for 2D Riemann problem 1 with our scheme (left) and SLK (right).

KHLdensty a 1=0.2 (400x400 grid, h=0.0025, dt=0.00025, CFL=0.07259) SLK:density at 1=0.2 (400x400 grid, h=0.0025, d1=0.00025, CFL=0.07277)
350 09 350 08
300 08 300 \ 08
N
£50 07 290 7 - \ 07
)
- 200 - 200] o _ \ }HJ-‘ oa
o8 /f / /!
i /|
150 /
05 5 / 05
P 4
100 // ’
= 04 = \ ’ 04
- \ \
\ \
I \|
I - I "
100 150 200 250 300 350 400

FIG. 2.5 — Density contours (40) for 2D Riemann problem 2 with our scheme (left) and SLK (right).

KHL:density at 1=0.3 (400x400 grid, h=0.0025, dt=0.00025, CFL=0.1216) SLK:density at 1=0.3 (400x400 grid, h=0.0025, d1=0.00025, CFL=0.1206)
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FIG. 2.6 — Density contours (40) for 2D Riemann problem 3 with our scheme (left) and SLK (right).
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KHL:density at 1=0.25 (400x400 grid, h=0.0025, dt=0.00025, CFL=0.119) SLK:density at 1=0.25 .(400)(400 gnd, h=0.0025, dt=0.00025, CFL=0.1264)
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FIG. 2.7 — Density contours (40) for 2D Riemann problem 4 with our scheme (left) and SLK (right).
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FIG. 2.8 — Density contours (40) for 2D Riemann problem 5 with our scheme (left) and SLK (right).

KHLdensty at 1=0.3 (400x400 grid, h=0.0025, dt=0.00025, CFL=0.09493) SLK:density at 1=0.3 (400x400 grid, h=0.0025, d1=0.00025, CFL=0.09465)
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FIG. 2.9 — Density contours (40) for 2D Riemann problem 6 with our scheme (left) and SLK (right).



38 APPLICATION TO SHOCK HYDRODYNAMICS [CH.2

KHL:dansity at1=0.25 (400x400 grid, h=0.0025, d1=0.00025, CFL=0.06259) SLKdensity at 1=0.25 (400x400 grid, h=0.0025, di=0.00025, CFL=0.06275)
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FIG. 2.11 — Density contours (40) for 2D Riemann problem 8 with our scheme (left) and SLK (right).

KHLdensity at 1=0.3 (400x400 grid, h=0.0025, dt=0.00025, CFL=0.08326) SLK:density at 1=0.3 (400x400 grid, h=0.0025, d1=0.00025, CFL=0.08287)
18 350 18
16 300 16
250
14 14
- 200|
12 12
150
1 1
100
08 08
50,
06 06

FIG. 2.12 — Density contours (40) for 2D Riemann problem 9 with our scheme (left) and SLK (right).
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KHL:density att=0.15 (400x400 grid, h=0.0025, dt=0.00025, CFL=0.07192)
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FIG. 2.13 — Density contours (40) for 2D Riemann problem 10 with our scheme (left) and SLK (right).

KHLdensity at 1=0.3 (400x400 grid, h=0.0025, dt=0.00025, CFL=0.08276)
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FIG. 2.14 — Density contours (40) for 2D Riemann problem 11 with our scheme (left) and SLK (right).

KHL:dansity at1=0.25 (400x400 grid, h=0.0025, dt=0.00025, CFL=0.09303)

350

250

- 200

150

100

50!

FIG. 2.15 — Density contours (40) for 2D Riemann problem 12 with our scheme (left) and SLK (right).

SLKdensity at 1=0.15 (400x400 grid, h=0.0025, di=0.00025, CFL=0.07182)
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SLK:density at 1=0.3 (400x400 grid, h=0.0025, d1=0.00025, CFL=0.08276)
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SLK:density at 1=0.25 (400x400 grid, h=0.0025, dt=0.00025, CFL=0.1073)
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KHL density at 1=0.3 (400x400 grid, h=0.0025, dt=0.00025, CFL=0.08145) SLK:density at 1=0.3 (400x400 grid, h=0.0025, d=0.00025, CFL=0.08145)
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FIG. 2.16 — Density contours (40) for 2D Riemann problem 13 with our scheme (left) and SLK (right).

KHL:density at 1=0.1 (400x400 grid, h=0.0025, d1=0.00025, CFL=0.1714) SLK:density at 1=0.1 (400x400 grid, h=0.0025, d1=0.00025, CFL=0.1718)
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FIG. 2.17 — Density contours (40) for 2D Riemann problem 14 with our scheme (left) and SLK (right).

KHLdensity at 1=0.2 (400x400 grid, h=0.0025, ci=0.00025, CFL=0.08707) SLK:densiy at 1=0.2 (400x400 grid, h=0.0025, d1=0.00025, CFL=0.08663)
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FIG. 2.18 — Density contours (40) for 2D Riemann problem 15 with our scheme (left) and SLK (right).
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KHLdensity at 1=0.2 (400x400 grid, h=0.0025, dt=0.00025, CFL=0.09382) SLK:density at 1=0.2 (400x400 grid, h=0.0025, d1=0.00025, CFL=0.09969)
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FIG. 2.19 — Density contours (40) for 2D Riemann problem 16 with our scheme (left) and SLK (right).

KHL:density at 1=0.3 (400x400 grid, h=0.0025, d1=0.00025, CFL=0.1475) SLK:density at 1=0.3 (400x400 grid, h=0.0025, d1=0.00025, CFL=0.1469)
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FIG. 2.20 — Density contours (40) for 2D Riemann problem 17 with our scheme (left) and SLK (right).

KHLdensity at 1=0.2 (400x400 grid, h=0.0025, dt=0.00025, CFL=0.09939) SLK:density at 1=0.2 (400x400 grid, h=0.0025, d1=0.00025, CFL=0.09992)
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FIG. 2.21 — Density contours (40) for 2D Riemann problem 18 with our scheme (left) and SLK (right).
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KHL density at 1=0.3 (400x400 grid, h=0.0025, dt=0.00025, CFL=0.07328) SLK:density at 1=0.3 (400x400 grid, h=0.0025, dt=0.00025, CFL=0.07314)
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FIG. 2.22 — Density contours (40) for 2D Riemann problem 19 with our scheme (left) and SLK (right).

KHL:density at t=0.3 (400x400 grid, h=0.0025, d1=0.00025, CFL=0.1216) KHL:density at 1=0.3 (400x400 grid, h=0.0025, dt=0.00025, CFL=0.1213)
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FIG. 2.23 — Density contours (40) for 2D Riemann problems 3 without stabilization (left) and with
WLR stabilization (right).



CHAPTER 3

APPLICATION TO LOW-MACH FLOWS

We give here some numerical tests which were performed for low Mach number flows and
compared with a staggered discretization. These results were presented at FVCA VII confer-
ence [125].

3.1 Introduction

We address in this Chapter the compressible Euler equations written with the internal energy
as energy variable:

Op + div(pu) =0, (3.1.1a)
O(pu) + div(pu ® u) + Vp =0, (3.1.1b)
O¢(pe) + div(peu) + pdivu = 0, (3.1.1c)
p = (v —1)pe, (3.1.1d)

where t stands for the time ; p, u, p and e are the density, velocity, pressure and internal
energy respectively, and v > 1 is a coeflicient specific to the fluid. The problem is defined over
Q x (0,T), where € is an open bounded connected subset of R, 1 < d < 3, and (0,7T) is a finite
time interval.

Defining a robust scheme for the numerical solution of the compressible Euler equations at all
Mach number is a challenging issue. Indeed in the zero Mach limit, the pressure gradient has a
singular limit and the acoustic time scale vanishes [4]. As a result approximate Riemann solvers
face severe limitations, among which the loss of accuracy of the pressure gradient approximation
and the time step limitation. Pressure-correction methods may be relevant for addressing this
issue, in particular because of their built-in stability properties.

While pressure-correction schemes were originally introduced for the incompressible Navier-
Stokes equations [43, 123] many extensions to compressible flows have been attempted [74, 48].
In this work we compare two finite volume discretizations — staggered and cell-centered — of
an original pressure-correction scheme first introduced in [71, 76].

The use of the internal energy as energy variable is motivated by our will to control its posi-
tivity through the numerical scheme. The internal energy balance must be discretized carefully
in order to force the scheme to be consistent with the total energy equation. Indeed, similarly
to the continuous case, we obtain a (discrete) kinetic energy equation from the (discrete) mo-
mentum balance and the (discrete) mass balance in which there is a numerical diffusion term.
This term must be compensated in the discrete internal energy balance so that the sum of the
internal and kinetic energy equations yields the correct total energy equation.

43
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3.2 Pressure correction scheme

We first introduce the pressure correction method in a semi-discrete time setting. Let 0t be a
time discretization step. We define the discrete time " = nét with tV = T and N = |T/6t].
The pressure-correction scheme reads:

e Solve for a1
l ( nen+1l n71~n) 4 di ( n~n+1 ® n) + pn \vinl 0
ot P u P u wipu u 1 p =

n+ n+1

e Solve for p"*1, u™™!, p"*! and e"*! the non-linear system:

P (un+1 B ﬁn+1) L vptl o V' =0,

n—1

5 (pn+1 _ pn) + div (pn+1un+1) — 07
% (pn-i-len-‘rl _ pnen) + div (pn+1en+1un+1) + pn-i-l div (un+1) _ 07

n+1l __

p _ (')’— 1)pn+1€n+1.

The first step is a classical semi-implicit discretization of the momentum balance to obtain a
predicted velocity. The second step is a non-linear pressure correction step which combines the
mass balance and the internal energy balance. This non-linear coupling is important to ensure
the positivity of the energy. It is solved using Newton’s method.

3.3 Spatial discretization

We suppose that the boundaries of the domain are sections of hyperplanes normal to a coordinate
axis. Let 7 be a decomposition of 2. The cells are either rectangles (d = 2) or rectangular
parallelepipeds (d = 3). By £ and £(K) we denote the set of all (d — 1)-faces o of the mesh and
of the element K € T respectively. The set of faces included in the boundary of 2 is denoted by
Eext and the set of internal faces (i.e. £\ Eept) is denoted by iy ; a face o € &y separating the
cells K and L is denoted by 0 = K|L. The outward normal vector to a face o of K is denoted by
ng .. For K € T and o € £, we denote by |K| the measure of K and by |o| the (d — 1)-measure

of the face 0. For 1 < i < d, we denote by £¢) C £ and Sé;)t C Eext the subset of the faces of £
and E.,; respectively which are perpendicular to the i unit vector of the canonical basis of R%.
The definition of the divergence operator is similar in both the cell-centered and the staggered

scheme. For (ul),ce, we set:

1
for K €T, (diva) = K| Z o Uk o) (3.3.1)
cel(K)

with u% = u} - ng, the advecting velocity.
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3.3.1 Cell-centered scheme

The unknowns are associated to the cells of the mesh 7 and are denoted by:

{pKa €K, PK, UK, KGT}

We first explain the initial discrete conditions: p%, p and u® are given ; then we set for K € T
and 1 <17 <d:

1 /K : /[g : K
0 0 0
P = po(x) de, e = eo(x) de, and wup,; = / up(x)); de.

The fully discrete scheme then reads, forn =0,1,..., N — 1:

o Velocity prediction step:

K . o7
Bl g — il + Y R, 4 | PR K (T =0 (332
oe&(K) K
e Projection step: solve the non-linear system
n+l _ ~n+1 ot n+1 p”lz{ n
u =uy - — [(Vp)K — ] (V)& |, (3.3.3a)
p
K PK
K
‘5t|(p}1{+1 )+ Y Frit=o, (3.3.3b)
ceé(K)
K
‘(%’ (an+1 n+1 P?{C’K Z en—‘,—an+1 _|_pn+1 |O_|un+1 S}L{ =0, (3.3.3C)
ce€(K) oeE(K)
Pt = (v = iRt (3.3.3d)
where @?*! in (3.3.2) is a centered interpolation of the velocity, Fiit! = |o|pntlulit}! is the

mass flux and p2*!, e?*! are upwind interpolations with respect to the sign of u?;ral and F}étl

respectively. In the expression of the advecting velocity, we use a centered interpolation of the
velocity at the face o. In order to ensure the consistency of the scheme, the pressure gradient
is constructed by duality with the discrete divergence of the velocity and reads:

1
(Vp)k = K] Z lolpenK o (3.3.4)
o€ (K)

with pl* a centered interpolation of the pressure at face o.
The corrective term S% is defined as:

K
K] nol @t —u)n (3.3.5)

gn = 1
K= 95t PK
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3.3.2 Staggered scheme

The space discretization is staggered, using the Marker-And Cell (MAC) scheme. The degrees
of freedom for scalar variables are still associated to the cells of the mesh, but the degrees of
freedom for the i*" component of the velocity are defined at the center of the faces o € £®, so
the whole set of discrete velocity unknowns reads:

{ugi, o€ D, 1<i<d}.

We introduce dual meshes for each direction i centered on o € £, which are used for the finite
volume approximation of the time derivative and convection terms in the momentum balance.
For o = K|L € £ () we build a dual cell D, made of two half cells Dk, and Dy, included
in K and L respectively. Each cell Dk, is a rectangle or a rectangular parallelepiped of basis
o and of measure |K|/2. We denote by |D,| the measure of D, and by € = D,|D,: the face
separating D, and D,.. We denote by € the set of dual faces, 51(72 the internal faces in the
direction i and £(D,) those belonging to D,.

We will only point out the major changes with respect to the cell-centered scheme. Initial
conditions differ from the cell-centered scheme only for the velocities, which are now defined on
the dual cells:

1
0
Vo € Binty s = 1 Ds| Jp,

(uo(x)); de. (3.3.6)

The definition of the divergence operator is the same as before but the discrete gradient is now
defined on the dual mesh:

o]

Vo =K|L € &pe, (Vp)y = D,

(L — Pr)NK o (3.3.7)

Equations for scalar variables have just minor changes. Unlike the cell-centered discretization
the convective fluxes u?;ral are obtained without interpolation as the velocity unknowns are
defined on the edges. We still use an upwind interpolation for p, and e, in (3.3.3b) and (3.3.3¢)

respectively. We need to rewrite the velocity updates (3.3.2) and (3.3.3a) on the dual mesh,
which read for all ¢ € [1,d], for all o € A0

int

D . _ . P
Dol g it~ gty + X artmn [Pl D (Ve =0, (339
c€€(Dy) PD,
n+1_~n+l_ﬁ v n+l pgd V)" 3.3.9
ua,i _ua,i n ( p)cr n—l( p)o . ( v )
D, D,

The dual fluxes F,'. and densities pp, are defined such that we recover a discrete mass balance
over the dual cells. As mentioned in the introduction this is critical for obtaining a discrete
kinetic balance. The corrective term S7- in the internal energy balance reads for all K € T :

d
1
Sp= 3o Sho wih Spo- it Y
=1 g€E(K)NEW)

Dgol . .
m(u"+1 —ul)? (3.3.10)

0,1 o
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3.4 Discrete properties

Thanks to the upwind choice for the density in the mass balance both schemes preserve the
positivity of the density, see [66, Lemma 2.2] for further details. With either discretization a
kinetic energy balance can be derived from the momentum prediction equation:

Proposition 3.4.1. (Discrete kinetic energy balance for the cell-centered discretization) A so-
lution to the cell-centered (resp. staggered) scheme satisfies (3.4.1) (resp. (3.4.2)):

|K] 1 nlantl
951 [P (unK+) _PK Z n+ n+ Fg o
JGS (K)
+ut N Jolpptng e + PR - R =0 (3.4.1)
ce&(K)
| Do | - 1 _
S = o )+ YDttt

Eeg(Do')
+ @l Dy (Vp TP + P — RIT =0, (3.4.2)

with the following source terms:

n+1 _ |K’ ~n+1l . .n\2 n+1 _ |D0" n—1/~n+1 _ ,n \2
R - 25tpK ( K uK) ’ Raz 25t th7 ( o) ua,l) )
n ot n 2 1 n
Pttt = 5 [n (VP = — ((VP)K)2] ;
PK PK
ot |(7|2 2 1 9
Pt = — (Vp)?“ - ((Vp)s)™| -

In both schemes, the corrective term S% in the internal energy balance is intended to
compensate the terms R?(H and R?™! which tend to zero, hence the expression of the corrective
term Sk given in (3.3.5) and (3.3.10). Note that Sk is always positive, which ensures the
positivity of the internal energy thanks to the following proposition proved in Chapter 1:

Proposition 3.4.2. (Positivity of the internal energy) If YK € T, €} > 0, S% > 0 and
pr >0 then VK € T, et >0

3.5 Numerical results

The two discretizations are tested with a recent benchmark introduced in [34]. This benchmark
aims at testing numerical schemes for the compressible Euler equations against their incom-
pressible limit when the Mach number M tends to zero. It consists in a Taylor vortex in a unit
square cavity = [0, 1] x [0,1]. The initial solution verifies the incompressible Euler equations
and reads in non-dimensional variables:

pul) =1, o) = (TR ) ) = i+ cos(2na) + cos2m)

However it does not lead to a steady flow with the compressible Fuler equations, as the ho-
mogeneous density induces variations of the entropy. The main idea is to study the behaviour
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of the scheme at two scales: the macroscopic scale (slow variations associated with time vari-
able t) and the acoustic scale (fast variations associated with time variable 7 = ¢t/M). Each
flow variable is decomposed as X (x,7,t) = X (x,t) + 0X (x, 7,t) with X (x,) its time average
over the acoustic scale and 6 X (x,7,t) the fast time fluctuations. The asymptotic expansion of
the non-dimensional flow variables with respect to the Mach number yields [34]:

p(x,t) = po(x) + MSP3(x,7,0) + M?(Py(x,t) + §Py(x,7,t)) + o( M?),
po(X) + M?pa(x, ) + M36p3(x,7,0) + M*(pa(x,t) + 5pa(x, 7, 1)) + o(M?).

)
—~
»
~
SN—
I

The particular field chosen for initialization allows the derivation of an analytic solution well
suited for spectral analysis. We focus on two terms of the asymptotic expansion: py, associated
with the slow variations and P3 = § P3(x, 7, 0)+M (Py(x,t)+0 Py(x, 7, t)) associated with the fast
variations. In practice these two terms are computed as p2 = (p—po)/M? and P3 = (p—po)/M.

Our numerical simulations are carried out on a 400 x 400 grid with M = 0.1 and M = 0.01.
We observe very similar results for both cell-centered and staggered discretizations. At the
macroscopic scale, the upwind diffusion damps the main modes of the density, which looks
smooth at 7" = 8.8 (figure 3.1). As for the term py, the oscillations of the solution are completely
damped after ¢t = 4 (figure 3.2, left). The Mach number does not appear to have any influence
on this term. At the acoustic scale, the fluctuations of the pressure P3 on the short time interval
(0,5) are also close with both discretizations (figure 3.2, center). After ¢ = 0.5, the amplitude
of the main mode of P3 (frequency f = v/10/2) is decreased by two orders of magnitude.

The results of this benchmark do not feature spurious pressure modes for the cell-centered
discretization as we might have expected. Indeed the internal energy balance (3.3.3c) can be
reformulated as a non-linear equation on the pressure using the velocity update (3.3.3a) and
the equation of state (3.3.3d):

K ot
e L = py o X 1ot - - npp) [ i+ et e
cel(K)
—1—22?;;1] —(y—- SK}+ Z |0|[ g"KJrU1 "H) nKU%—u"Jr1 =0

cel(K)

with the change of variables P = p — 1/(yM?), P**! the upwind interpolation with respect to
F"'H and g"'H (prtpp) T2V PR — (p) "H(V P for the cell-centered discretization. In
the zero Mach limit this equation degenerates to the classical Poisson equation of the projection
step of incremental pressure-correction schemes for incompressible flows. For the cell-centered
discretization the resulting discrete Laplace operator introduces a decoupling between neigh-
boring pressure unknowns, which is not the case with the staggered discretization. We managed
to introduce spurious pressure modes for the cell-centered discretization by adding artificially a
Dirac to the right hand side of this pressure equation at ¢ = 0. However, these oscillations are
quickly damped by the boundary conditions. We expect sustained spurious pressure modes in
the case of an open boundary.
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FIG. 3.1 — Density field for the staggered discretization att = 0.5,t = 2,t =4 and t = 8.8 for M = 0.1.
The density fields obtained with M = 0.01 and with the cell-centered discretization are the same.
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FIG. 3.2 — Evolution of py (left) at position (0.5,0.05) and Ps (middle and right) at position (0.66,0.05)
for M =0.1.
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FIG. 3.3 — Checkerboard pressure when the RHS of the projection equation is perturbed with a Dirac.






CHAPTER 4

APPLICATION TO TWO-PHASE FLOWS

The GENEPI numerical code developed at CEA is used at industrial scale by AREVA to design
steam generators for Pressurized Water Reactors (PWR). The objective of this Chapter is to
extend the pressure-correction scheme introduced in Chapter 1 to the compressible homogeneous
two-phase flow models of Genepi and assess its validity on simple 1D problems. We first review
the two-phase flow model in GENEPI and its simplification. Then the projection scheme is
derived and numerical results are presented for an original benchmark from the GENEPI test
suite.

Secondary loop, outflow T
(steam) A
* 1L
ey L 7%
Secondary loop, inflow 9
(liquid) o
— Evaporator 1om a’ 6 I\w
— U-tubes (~3000)
: — Fe
Divider plate T xe
_ _ T0
Primary loop, inflow Primary loop, outflow
3m
Original steam generator GENEPI model 1D model

FIG. 4.1 — Left: PWR Steam Generator. Center: macroscopic description using an equivalent porous
medium and mixture variables. Right: simplified 1D model for the purpose of testing the two-phase flow
model without the complications induced by the geometry.

4.1 Homogeneous two-phase flow models

We denote by T' the temperature, u the fluid velocity, e the internal energy, h the enthalpy, p
density, p the pressure, ¢ the heat flux from the primary fluid to the secondary fluid through
the U-tubes and £ the latent heat. The physical problem is defined in the evaporator 2. The
subscript K denotes a physical quantity belonging to phase K, either the liquid phase (K = L)

o1
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or gas phase (K = G) of the secondary fluid, or the U-tubes with the primary fluid (K = P).
A flow variable without the aforementioned subscript is a mixture variable. For instance the
mixture density p is related to phase variables as:

p=apc+ (1 —a)pL (4.1.1)

with « the void fraction. The static quality X is ratio of the steam flow rate to the total
flow rate, defined as X = apg/p. In the following all flow variables are assumed to be at
saturation 7.

We first present the general two-phase flow model implemented in GENEPI and then ex-
plain how the simplified model introduced hereafter is still relevant in complexity to assess the
relevance of our projection scheme for industrial two-phase flow models.

4.1.1 GENEPI general model

The GENEPI physical model is intended for the simulation of the secondary fluid flow in the
evaporator of the steam generator in the nominal regime. The latter considers a steady flow,
weakly compressible, for low Mach numbers. The fluid of the secondary loop is heated by the
primary fluid coming from the core and flowing in the U-tubes. This yields to a bubbly flow and
ultimately to the generation of steam. GENEPI treats this problem at the macroscopic scale.
The local Navier-Stokes equations are upscaled in such way that the complex geometry inside
the evaporator (figure 4.1, left) is accounted for with an equivalent porous medium of porosity
B (figure 4.1, center). After upscaling the flow is described using mixture variables only.
The original GENEPI model reads [39]:

. he
ppCpdTp + ppCpup -V Tp —div(CpxrpVTp) = fM(Tp —Tw) 112
Br, (4.1.2)
di =0
BO¢p + div(Bpu) (4.1.3)
Bpoyu + Bpu - Vu — div(B2ur(Vu + Viu)) + BV p = Bpg — BA - pu (4.1.4)
—div(X(1 — X)pugr @ ug) o
Bpdth + Bpa -V h — div(Bxr V j) = Yoheq(Tp — Tw) + 3¢ + 1D (4.15)

—div(X (1 — X)pLug)

Equation (4.1.2) gives the primary fluid energy balance. Cp stands for the specific heat capacity,
xTp the turbulent thermal conductivity, heq the equivalent exchange coefficient, 5p, the bundle
primary porosity, 7o the heating surface density between the primary loop and the secondary
loop and Tyy the temperature at the wall of the U-tubes. The right hand side models the heat
transfer between the primary fluid and the secondary fluid. Equation (4.1.3) is the secondary
fluid mass balance. Equation (4.1.4) gives the secondary fluid momentum balance. Here are
denoted by p7 the turbulent viscosity, g the gravitational constant, A a friction tensor and ug
a drift velocity. Finally equation (4.1.5) gives the secondary fluid energy balance. This system
of equations is supplemented by a tabulated equation of state. The latter is accessed through
high order polynomials fitting these tabulated values [40].

Remark 4.1.1. GENEPI computes steady state solutions as the limit a “pseudo-transient”, hence
the presence of some unsteady terms. The missing terms with respect to a proper unsteady
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model are the time derivatives O;p and Jyp and also the term u -V p. The latter was deemed
negligible by the authors of GENEPI for the targeted industrial problems.

Remark 4.1.2. The tensor A models the friction with the tubes, the tube support plates and
the anti-vibration bars. It is determined through physical experiments.

Remark 4.1.3. The system always assumes a thermal equilibrium 7™ though allowing a slight
kinematic imbalance. The latter is represented by the drift velocity ug = ug — uy. In the
following we assume the so called slip model for the drift velocity: the gas and the fluid velocities
are linked by tensor S with ug =S - ur.

4.1.2 GENEPI simplified model

We now derive a simplified model of (4.1.2) to (4.1.5), which is based upon the following
assumptions:

1. The evaporator is represented by the 1D domain [z, xs] depicted on figure 4.1 (right).
2. The heat flux from the primary fluid is constant, hence no coupling through (4.1.2).
3. The porosity is taken to 8 = 1, i.e. no obstacle in the evaporator.

4. The gravity, the viscous stress and the friction with the internal obstacles of the evaporator
are neglected.

The above assumptions may seem crude and oversimplifying w.r.t. the actual industrial ap-
plications but the very purpose of this chapter is to test the two-phase flow features of the
GENEPI model only. Therefore any term adding further complexity (eg. more realistic geom-
etry, unsteady flux from primary loop) and possibly substantial interference to the conclusion
that could be drawn upon our numerical tests are removed. The drift flux terms and the equa-
tion of state — detailed in the next section — are unchanged. The problem is now governed
by the following set of equations, identical to the compressible Euler equations but with the
addition of specific source terms:

Op + div(pu) =0 (4.1.6a)
d(pu) +div(pu®@u) + Vp = —div(X (1 — X)pur ® ur) (4.1.6b)
O¢(pe) + div(peu) + pdivu = g — div(X (1 — X)Lpur) (4.1.6¢)

with ¢ the constant heat flux from the primary loop. The energy balance is written using the
internal energy e = h — p/p as energy variable in order to be in line with the models used for
deriving our pressure-correction scheme. This is equivalent to solving:

O(ph) + div(phu) —u-Vp—0p =q—div(X(1 — X)LpVR) (4.1.7)

The simplified model 4.1.6 suitable with GENEPI except for the term pdivu in (4.1.6¢) which
becomes —u - Vp — Oyp in (4.1.7). In order to compare the numerical results of our pressure
correction scheme implemented in our own code to those obtained with GENEPI, a particular
heat source term ¢ = ¢ — u* - Vp* is introduced. Here u* and p* stand respectively for the
velocity and for the pressure of the analytical solution at the steady state. As a result while
the transient calculated by our scheme the one calculated by GENEPI will be different (ours is
“physical”), the steady-state solution should match.
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4.1.3 Equation of state

We consider the equation of state of Freon R-114 gas so as to match the conditions of the
GENEPI test suite presented in reference [109]. A pressure-enthalpy diagram of Freon R-114 is
given in figure 4.5. The equation of state for Freon R-114 in the GENEPI code is defined using
polynomials fitting experiments carried out at CEA. The polynomials have the following form:

pL<hL) =ag+ arhy + agh%
hr(p) = bo + bip + bap? + bsp®
L(p) =co+cp+ cap?

pc(p) =do+ dip + dap?

(4.1.8)

The polynomial coefficients are found in the internal report [40]. Let us recall that all the
thermodynamic variables above are at saturation. In order to derive an equation of state
involving only the pressure, the density and the internal energy, we start from the definition of
the enthalpy:

p—plh—e)=0

Using the classical definition of the static quality X

h—hy

X
L

yields:
p—plhr —e)+pLX =0
The definition of mixture variable p in (4.1.1) combined with the expression of X with the void
fraction gives:
5  Pclpr —p)
p(pL = pc)

Hence the following equation of state:

[(p = (he(p) = €)p)(pr(he(p)) — pa(p)) — P (p) (pr(hi(p) — p)L(p) = 0]

This equation depends only on the mixture variables at saturation p, e and p. Using the
polynomial fittings previously introduced, we have:

(p — p(bsp® + bap® + bip + by — €))(—dap® — dip — do + az(bsp® + bap® + bip + bo)?
+ al(b3p3 + bgp2 + bip + bo) + (10) — (a2(63p3 + bgp2 + bip + 60)2
+ a1(bsp® + bap® + bip + bo) + ag — p)(cop® + c1p + co)(dop® + dip + do) =0 (4.1.9)

The equation of state which will be effectively used in our scheme is a highly non-linear law in

the form of a multivariate polynomial with monomial terms e!p™p™.

4.1.4 Drift velocity models

For a 1D problem, tensor S reduces to a scalar s and we have:

ug = s-uy,
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Using the definition of the drift velocity ug = ug—ur, and the definition of the mixture velocity:
u=Xug+ (1 - X)uy,

the following expression of ugr can be established:

s—1

YR T X 1

Two models for the slip coefficient s will be considered. The first one assumes s constant:
s=C (4.1.10)

with C €]0,2]. The second one known as the Chisholm model [19] is more complex:
1/2
S1 = [1+ (pL—1>Xd:|
PG
1/4
»= ()
pa

with X4 = X|ug|/|u| the dynamic quality, which can rewritten as:

s = min(sy, $2) with (4.1.11)

sX

Xg=—"F"
T I+ (s-DX

4.2 Numerical method

4.2.1 General projection algorithm

The same pressure correction scheme as in the first chapter for the compressible Euler equations
is used with a few differences:

e [t is assumed that our physical problems will not feature shocks. Therefore source term
S?{H is dropped.

e The drift flux is accounted for with explicit source terms.
e The static quality X is interpolated at cell edges with a centered scheme.

e The heat source term i features the original heat flux from the primary fluid and the
constant correction uj - (Vp*)g so that the steady state matches that of GENEPI.

e The slip coefficient s may be constant or calculated with a specific procedure in the case
of the Chisholm model (as explained in the next section).

Finally the algorithm reads:

Initialization
Ky, ul, P given ;  pit = p% deduced ; €% = h% — p%/p% (4.2.1)

Iterations for n =0,1,..., N — 1:
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1. Explicit quantities:
w _ Pc(P) lon(hi(pk)) — Pk

i oo (he(p)) — pa(p)]
n__ s—1 n
(up)lt= mug (4.2.2)
s—1

n I n
(uR)K,a (8—1)Xg+1uK’U
2. Prediction: compute u”Jrl by solving for all K € T,

|K| Pk
(g = g ) + Y (olap T i,y [ Y lolphne
o€l K  oetk
==Y |o|XJ(1 - XD)pp(ur)i(ur)k, (4.2.3)

oc€lK

—+1 —+1 +1 +1
P s €5 s PR

3. Projection-correction: compute uj; [ % by solving the non-linear system

of equations for all K € T,

e Velocity update:

ot o

1 ~ 1

Wit = = Sy | 2 lelh e = [R5 D lolphmcs | (424
o€k o€k

e Mass balance:

K
k;t(pn—l-l n Z ’J’pn-i-lu}?-; (425)
oEEK
e Energy balance:
K|
W(Pnﬂe%ﬂ — Prek) + Z lofen ™ pptupt)
o€k
Pt S ol = a0 lolX70 — XDLGRA un)i, (426)
o€k o€l

e Equation of state:

PR = (i) = e o] Ton o) ~ p(r )]
— pa(E™) [pr(he W) — ] L) =0 (4.2.7)

The non-linear projection-correction step is solved using Newton’s method with the non-
linear system formed by the energy balance, the mass balance and the equation of state. Between
each Newton iteration, the velocity is updated using the velocity update equation.

In practice the Jacobian is automatically generated to Fortran using a Maxima. At each
Newton iteration, the linear system is solved using GMRES with ILU(0) preconditioner through
the PETSc library.
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4.2.2 Chisholm scalar slip

In the GENEPI code, the slip from the Chisholm model is calculated using a fixed point pro-
cedure, which is slow and lacks robustness. However, it is possible to use the more effective
Newton’s method to solve directly s. Let us recall the Chisholm model:

s1=[14 (r— 1) Xg"?

ot (4.2.8)

s = min(sy, s2) with {

with r = pr/pa. Solving s amounts to determine X,. Given that » > 1 and Xy € [0, 1], the
function s1(Xy) is monotonic increasing. Therefore, we have:

{F__ 1 = S(Xd) = Sl(Xd)

NG

r—1

Xy <

Xg > = S(Xd) = S9

As a result, if so X/(14 (s2 —1)X) € [(v/r —1)/(r —1),1] then X3 = s2X/(1 + (s2 — 1)X). If

not, we use Newton’s method to determine Xy with the following non-linear function:

F(Xg)=X(Xg—1D(A+(r—D)X)Y2+ (1 - X)Xy

4.3 Validation tests

4.3.1 Problem setting

We consider the validation problem VE19 from GENEPI test suite presented in [109]. The
domain is Q = [z¢, ;] is a simplified representation of the evaporator (see figure 4.1, right).
The evaporator has a height of 10m and a cross section of 1 m?. The use of buffer zones [0, x| at
the inflow and [z, L] at the outflow allows to deal more smoothly with the boundary conditions
of Q.

The secondary fluid enters the evaporator in liquid state i.e. with X = 0 and h = hy. The
mass flow rate is Go = pette = 1 x 10%kg-s™' - m~2 and the enthalpy h, = 1.2 x 10°J - kg™—!.
This yields the following boundary conditions:

ple. = pL(p1)pc(p1)/(pc(p1) + (pL(p1) — pa(p1))X) with X = (he — hr(p1))/L(p1)

uyﬂfe = Ge/pe
elz. = he — p1/pe
(Onp)|z. =0

with p; the pressure in the first cell above x = 0. At the outflow, the fluid exits with pressure
ps = 9 x 10° Pa. Consequently the boundary conditions are defined as such:

(Onp)|z, =0

(Onut)|z, =0

(One)|z, =0
Pla, = Ps

Along the evaporator, i.e. for . < =z < zg, the fluid is heated with a constant flux ¢ =
4 x 10°W -m™3. The slip coefficient is either constant and taken to s = 2 or calculated with
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the Chisholm model. At t = 0, the flow is initialized with a constant solution:

W= h,
P’ =po
X = (he — hi(po))/L(po)
p° = pr(po)pc(po)/ (pc(po) + (pr(po) — pc(po)) X0)
ud = Ge/pe
0= he — p0 /0
pl= 0

The initial state is located by the orange mark on the enthalpy-pressure diagram of figure 4.5.
Note that the initial state of the benchmark is determined with CEA models of Freon R-114
whereas the diagram of figure 4.5 was produced by extracting the data from the original diagram
of E.I. du Pont de Nemours, thereby introducing errors. This may explain why the orange mark
is not located exactly on the saturated liquid curve.

4.3.2 Numerical results

The problem is discretized on a 550 cell grid and the timestep is chosen to 6t = 11/550 = 0.2.
The final pressure and enthalpy solutions obtained with our scheme and with GENEPI are
shown on figure 4.2. Our results exhibit excellent agreement with the solution from GENEPI.
While further validation tests would be required, we can expect our scheme to be able to handle
every flow problem dealt by GENEPI.

In addition, the pressure-correction scheme is able to compute a transient. The transient for
the constant slip and for the Chisholm model are respectively given in figures 4.3 and 4.4 (top).
On the enthalpy-pressure diagrams, the transient consists of small variations around the initial
point on the saturated liquid curve. The convergence to the steady state is being accelerated
on some subsets of the parametric curve (h(t),p(t)). The steady state is clearly identified
by the very small variations between successive states. The evolution of the thermodynamic
variables on figures 4.3 and 4.4 (bottom) reveal a complex transient, though this does not bring
instabilities to the convergence to the steady solution.
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FIG. 4.2 — Comparison of the steady state pressure and enthalpy solutions obtained with our projection

algorithm (in blue) and GENEPI (in red).
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FIG. 4.3 — Transient obtained with our projection algorithm for constant slip s = 2. On the enthalpy-
pressure diagram, the black marks denote the flow state at the half height of the evaporator, taken at 31
evenly spaced timesteps from t = 0 to t = 30005t. The bottom curve feature thermodynamic variables at
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FIG. 4.4 — Transient obtained with our projection algorithm for the Chisholm slip s = min(s, $3). On
the enthalpy-pressure diagram, the black marks denote the flow state at the half height of the evaporator,
taken at 31 evenly spaced timesteps from t = 0 to t = 20006t. The bottom curve feature thermodynamic
variables at initial (dashed curve) and final (solid curve) times in red and intermediate times (dashed for
t = 4000t, dotted for t = 6006t and solid for t = 8000t) in blue.
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FIG. 4.5 — Pressure-Enthalpy diagram for Freon R-114. Original data from E.I. du Pont de Nemours
(1944), see for instance [84, p. 82]. The lines of constant entropy (BTU/Ib - °F) are in red (15 values,
S €[0.16,0.30]), the lines of constant volume (ft3/1b) in green (18 values, V € [0.03,20]) and the lines of

constant temperature (°F) in blue (38 values, T € [—40,700]). The orange mark locates the initial state
in the verification benchmark.
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CHAPTER 5

ADAPTIVE GRIDS

The purpose of adaptive mesh refinement is to adapt the space resolution of a numerical method
by decreasing the mesh size (h-refinement) and possibly increasing the order of the scheme
as well (hp-refinement) in regions where a higher spatial accuracy is desired. This leads to
considerable savings in memory and computational effort, and it allows computations with
a higher accuracy than the hardware limitations would permit. The scope of this Chapter
is limited to h-refinement without time refinement, i.e. the problem is solved on the whole
adaptive grid at every time step.

GO Gl Go GQ = GQ Gl GO
Y v ¥ ¥ ¥
e e
Initial grid at £ =0 First refinement Final refinement

FIG. 5.1 — Example of cell-by-cell refinement with respect to a level-set function.

An example of adaptive grid is shown on figure 5.1. The computational domain is @ =
Qo = [0,1] x [0,1]. There are three levels 0 < ¢ < 2 matching regions of different refinement.
The levels are indexed from the coarsest with a discretization step hg = 1/8 to the finest with
he = 1/32. The refinement factor n,.s = 2 is assumed to be constant, hence hy = hyy1 - Nyef. A
grid with space step hy is denoted G, and its associated subdomain €.

The refinement procedure is recursive. Starting from a base grid Gy at level £ = 0, a
refinement criteria is evaluated cell-wise. This criteria can be arbitrary (eg. user-defined region)
or automatic using a refinement indicator. The indicator may depend on an error estimation
(eg. using Richardson extrapolation), on flow features (eg. shocks and contacts) or on geometric
features (eg. level-set function, in this example). The set of cells tagged for refinement (in light
blue on figure 5.1) defines the region of Gy which will be replaced by a finer grid Gyq. The
new grid is the union of the previously generated grids at coarser levels {ék = Gr \ Gpa1;0 <
k < ¢} and the newly generated grid Gyy1. The procedure is repeated on Gy until the finest

65
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initial added no further
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FIG. 5.2 — Constrains on adaptive grids.

refinement level £, = 2 is reached.

The grid Gy is the level grid associated with level £. The grid Gy is the composite grid asso-
ciated with level ¢, defined as ég = Gy \ Gy41. The composite grid on the whole computational
domain is denoted G = ngoég.

While the adaptive grid should represent as closely as possible the refinement indicators,
the resulting composite grid must satisfy several constrains (figure 5.2). Some are inferred by
the refinement procedure, others have to be enforced separately:

e Proper nesting: only coarse-fine interfaces between two consecutive levels £ and ¢+ 1 are
allowed. We may require a layer of more than one cell between two levels ¢ and ¢ + 2.

o Level buffers: when the refinement criterion is expected to change at the next time step
t + 0t, for instance a level-set (or a shock), further cells should be marked for refinement
so that the level-set does not leave the finest grid when the next time step is reached.

e Stencil constrains: stencils at coarse-fine interfaces may not be defined. On figure 5.2,
the stencil involves the two coarse and fine neighboring cell and an additional cell in the
tangential direction to the face. For face o, the stencil is {K, L, M} but for face o’ we
miss a coarse cell in the tangential direction. Therefore, depending the coarse-fine stencils,
some tag patterns must be avoided.

In this work, we choose to focus on a family of adaptive mesh refinement methods called
Structured AMR (SAMR) which will be dealt in depth in the next chapters. In this first chapter
after presenting the advantages and drawbacks of the other important family of adaptive mesh
refinement methods known as cell-by-cell refinement, we turn to the generation of SAMR grids
and the practical issues which were faced in this work.

The most natural way to refine a level £ is cell-by-cell: each cell tagged for refinement would
be replaced by nfef cells from the finer level. This results in a single grid which can be described
using a hierarchy of cells grouped by clusters of nfef. This adaptive grid matches exactly the
regions marked for refinement. On the other hand with Structured AMR, the adaptive grid is
represented as the superposition of level grids, which are defined as unions of Cartesian grids.
This yields a hierarchy of nested grids, which may match regions larger than those marked for
refinement.
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P . . Node for K1 (root)
G=GyUG1 UGy

parent = 0
1 children = [2,3,4,5]
Kio|Ki1|Ki2|Kis
Ko | K7 | Ks| Ko // \\ Node for K4 (internal)
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FIG. 5.3 — Quadtree representation of a cell-by-cell adaptive grid.

5.1 Single hierarchical grid

The first cell-by-cell AMR, approaches — often referred to as octree refinement after their
underlying data structures — were introduced in the 1991 paper of D. Young & al. [131] and
in the PhD thesis of W. Coirier in 1994 [44]. While refinement and de-refinement are quite
straightforward with these hierarchical grids, managing efficiently the connectivity in regard to
the memory use and the asymptotic complexity is much more challenging. In addition usual
numerical methods may need to be significantly modified to use such computational grids (eg.
multigrid methods).

5.1.1 Representation

The grid is represented by a spatial hierarchical datastructure: a binary tree in 1D, a quad-tree
in 2D and an octree in 3D. This datastructure arises naturally during the refinement process.
The oot of the tree is a single cell at the coarsest level. When refined, this cell yields 2¢ finer
cells which may be themselves refined as well. If a cell is further refined, it simply plays the
role of an internal node in the tree. The leafs of the tree, which are not refined, are the cells
effectively defining the computational grid.

This representation allows the refinement procedure to match exactly the cells tagged for
refinement, which is generally not the case with the SAMR approach. Moreover the octree
datastructure features the connectivity between a given cell and the coarser cell its belongs to
(parent) and with the finer cells nested in it (children). However the overhead introduced by
this connectivity information (pointers to parent and children) is very high compared to SAMR
adaptive grids. Indeed, the connectivity is stored for every cell while in the SAMR approach,
this information is stored for rectangular clusters of cells. In 2D, it amounts to at least 5 words
of memory per cell (2¢ for children pointers and 1 for parent pointer).

In addition, implementing numerical methods with cell-by-cell refinement would require
access to further connectivity informations which are not inferred by the original octree datas-
tructure:

1. For a given cell K € Gy, loop over all its neighbors {L € Gy; K|L € Ex} at the same level

2. Find all the cells of any level which are contained in an arbitrary neighborhood
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FIG. 5.4 — FTT representation of the cell-by-cell adaptive grid introduced in figure 5.3.

Realizing these operations efficiently is difficult. Indeed, the path for accessing every single
neighbor of a cell may be as long as twice the depth of the tree (eg. the path from K7 to its
neighbor Kg is 7 — 4 — 1 — 3 — 8). One possible solution would be to store pre-computed
connectivity information with respect to the neighbors in every cell. But this would increase
the memory use to 9 words per cell (2d additional words for neighbor pointers).

5.1.2 Transversal search

Transversal search for operation (1) can be performed efficiently and with a smaller overhead
using Fully Threaded Trees (FTT) introduced by A. Khokhlov [88] instead of the original octree
datastructure. Regarding operation (2), an efficient neighbor search within an arbitrary region
can be performed using Alternating Digital Tree for searching over the octree [29].

Fully Threaded Tree

The FTT datastructure addresses several issues of the original octree representation [88]:
e Fast access to neighboring cells at the same level or at the coarser level
e Reduce the memory overhead of the tree data structure

In cell-by-cell adaptive grids a coarse cell is refined into 2¢ finer cells, so it would make
sense to store connectivity information between coarse cells and clusters of 2% finer cells. In a
FTT, cells are grouped by 2¢ as shown on figure 5.4. This provides a direct access to neighbor
information within the cluster. For accessing neighboring cells outside the cluster, either at
the same level or at a coarser level, the pointers to the 2d neighboring coarser cells are stored.
Likewise, each cells features a pointer to it child cluster. Thanks to this clustering, the overhead
is lower than one word per cell in 2D (in fact (1 + (2d + 1)/2%)N words for N cells).

Alternating Digital Tree

Alternating Digital Tree datastructure, discussed in detail in [2] provide a more effective way
to handle the connectivity of the adaptive grid.
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FIG. 5.5 — Example of patch-based refinement with respect to a level-set function.

5.2 Hierarchy of nested grids

Patch-based AMR also known as Structured AMR (SAMR) methods were introduced by M. Berger
with J. Oliger [26] in 1984 and with P. Colella [25] in 1989. Each level grid Gy is stored in-
dependently as an union of Cartesian grids Gy; called patches: Gy = U;Gy;. It makes easier
the implementation of existing numerical methods for single grids as each level grids can be
accessed independently. Unlike cell-by-cell AMR, level grids usually cover regions larger than
those originally defined by the cells tagged for refinement. In that case the refinement is less
accurate and the number of unknowns for each level is not optimal. Moreover as level grids
are nested further unknowns (in overlapping regions between consecutive levels) which do not
belong to the composite grid have to be taken into account.

5.2.1 Representation
Description

The refinement procedure is very different from cell-by-cell AMR. Given a set of cells marked for
refinement on a level grid Gy, a clustering algorithm generates a set of Cartesian grids (patches)
G414 s0 as to match as closely as possible the tagged cells.

Matching exactly the cells tagged for refinement — and obtaining thereby a composite grid
identical as that of cell-by-cell refinement — comes at the expense of having to manage a large
number of patches when solving a problem on this adaptive grid. On the other hand, allowing
to match more loosely the tagged cells would yield fewer patches but more unknowns. On the
example of figure 5.5, there are 40 additional cells on Gy (24% overhead) and 112 additional
cells on G (30% overhead). A clustering without overhead would generate much more patches.
To control the balance between the number of patches needed and the number of additional
cells, a quantity called efficiency is introduced. It is defined as the ratio of the number of tagged
cells over the total number of cells of a level grid. On figure 5.5, the respective efficiencies of
level grid G1 and G5 are 77% and 78%.

The procedure is then repeated on the newly generated level grid Gyiq = U;iGog,i-



70 ADAPTIVE GRIDS [CH.5

coarse-fine coarse-fine
interface fine-fine interface
with ¢ =0 interface with { =2

x

LLL |
1

1 9 ' ‘ Qa1 H Qoo H Qo3 ‘ ‘ Qo ‘ ‘ Qo5 || Qo6 ‘ Q10
Patches at levels 0,1,2 Graph of overlapping patches Interfaces for patchs at £ =1
FIG. 5.6 — Connectivity information for SAMR grids.
Connectivity

In contrast to cell-by-cell refinement, the SAMR grid representation does not feature any con-
nectivity information. When implementing numerical methods on SAMR, adaptive grids, the
following connectivity information should be available:

e Nesting between patches: for inter-level communication between two consecutive levels on
overlapping regions of level grids. In the graph of figure 5.6, a node €2;; is connected to
both overlapping coarser patches {E € (Qy_1;);; E N Qy; # {0}} and overlapping finer
patches {E € (Qu11;);; EN Qi # {0}}.

e (Coarse-fine interfaces: for coupling two consecutive levels at the interface between their
respective composite grids. The boundary of a patch ),; may intersect a coarse-fine
interface with the coarser level: {89@71'(780@_1}. The faces of the cells of Gy ; may intersect
a coarse-fine interface with the finer level: {T' € {0K, K € Gy;};T N Qpyq # {0}}.

o Fine-fine interfaces: level grids are decomposed into patches hence the need for domain
decomposition methods for coupling patches at fine-fine interfaces. The fine-fine interfaces
at level ¢ are defined as {M;€2;}.

5.2.2 Grid generation
Clustering method

Most clustering algorithms for SAMR are derived from the original algorithm introduced by
M. Berger and I. Rigoutsos in 1990 [24]. This is a recursive algorithm which uses ideas from
artificial intelligence and medical imaging [53, 15] for feature detection. The objective is to split
a given patch at a well chosen position such that the two newly generated patches match more
closely the tagged cells. This can be achieved by isolating blocks of untagged cells and having
them at the boundaries of the new patches, which can then be trimmed down.

These blocks are identified using image signatures. Let us denote Tj; the two dimensional tag
field, set to one if cell K;; is tagged and zero else. In 2D, the horizontal and vertical signatures
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FIG. 5.7 — Clustering by signatures.

are defined as
Se(i) = Ty
J
Sy(j) = Z 135

Let us start with the patch shown on figure 5.7. This patch inherits the tagged cells of its
level grid (in blue). In order to detect blocks of untagged cells from the signatures, M. Berger
and I. Rigoutsos use a simplification of the Marr-Hildreth edge detection method [99]. The
sharpest variation of the edge of the tag field shape is estimated at the steepest zero-crossing of
the Laplacian of the signatures. This Laplacian is computed using the classical finite-difference
formulae:

Ap(i) = Sy(i4+ 1) —28,(i) + Sp(i — 1)
Ay(j) = Sy(j + 1) - QSy(j) + Sy(j - 1)

On figure 5.7 the steepest zero crossing of A is located along the horizontal axis between ¢ = 3
and ¢ = 4. The patch is then split at this position into two new patches. The new left patch
is finally trimmed down by removing the 3 x 3 block of untagged cells. The algorithm is then
applied to the left and right new patches until the desired efficiency criterion is met.

Suboptimal clusterings

Some specific tag fields as presented in [24] can lead to a non-optimal splittings. A first example
of such tags is given in figure 5.8. When the standard Laplacian is used for edge detection, a
non-optimal choice of partition is made. Out of the two choices for split, either between cells
(7,1) and (7,2) or between cells (1,6) and (1,7), the second one is selected. The issue is that
the signatures only provide an “external” view of the tag pattern. It is not possible using solely
the signatures to predict that the split between cells (1,6) and (1,7) will come through the large
7 x 7 cell block. A possible workaround proposed by M. Berger and I. Rigoutsos in [24] is to
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FIG. 5.8 — Addressing the shortcomings of the clustering algorithm: irrelevant split.

use a scaled Laplacian, defined as:

Sy(i41) = 28,(i) + Syp(i — 1)

Al = 5.(0

It balances the choices between the two space dimensions and leads to the correct choice for
splitting the patch. This improvement works on this specific example but it is not a definite
solution, as the indicator used for edge detection is still calculated upon the signatures. A
second solution was proposed by the same authors: “compute the sum of the absolute value of
the gradient, and difference the results to get the second derivative”. We the define the gradient
signatures as:

G.(i+1/2) = Z‘Tw Tit1,j

Gy(j+1/2) = Z|Tw Ti 1l

The modified Laplacian is obtained from these quantities as:

Ap(i) = Go(i +1/2) — Gp(i — 1/2)
Ay(j) = Gy(G +1/2) = Gy(j — 1/2)

Another problematic tag field is shown on figure 5.9. From “outside” the patch, relying
solely on signature information, it is not possible to identify any edge. Nevertheless the ratio
between the number of tagged cells and the number of total cells indicates that an edge does
exist in this tag pattern. Using the modified Laplacian A, the internal variations of the shape
can be detected. Another, simpler alternative proposed in [24] consists in splitting the patch in
two equal grids, a process call bisection.

In practice, we will use the standard Laplacian with a bisection when necessary.
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FIG. 5.9 — Addressing the shortcomings of the clustering algorithm: edge not detected.
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FIG. 5.11 — Fix clustering incompatible with coarse-fine stencils.
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Incompatible clusterings

The generated composite grids must be compatible with the composite discretization stencils.
For instance, when computing the edge value of a gradient using the composite discretization
presented in next chapter, two coarse cells in the tangential directions are required. Therefore,
in the first clustering attempt of figure 5.11, such stencil problems are encountered at cell (3,6).
A possible workaround would be fix the tag field prior to the clustering. However, an a priori fix
will never be a systematic solution for this problem: the clustering algorithm with an efficiency
lower than one generates a different level shape — slightly larger — that the one defined by
the tag field. The generated level has to be fixed a posteriori, using for example the following
procedure:

1. Generate a tentative clustering using the tags defined on Gj.
2. Define a tag field on Gy by projecting the tentative clustering on Gj.

3. Detect the untagged coarse cells responsible for the stencil definition issues. These cells
are tagged into a new tag field.

4. Use the clustering algorithm with efficiency set to one to generate patches defined by the
new tag field.

5. Append the newly generated patches to the tentative clustered level.

Another problem arising when clustered levels are generated with an efficiency lower than
one is the proper nesting between levels, an example of which is depicted on figure 5.10. On this
example, we require one buffer cell between consecutive levels and therefore two patches should
be re-generated. We use an idea proposed by R. Deiterding in [51] which consists in using the
complement of the tentative clustered level in order to identify the regions of it yielding to
nesting problems:

1. Generate a tentative clustering using the tags defined on Gj.

2. Define the complement of the tentative level by using a modified clustering procedure with
efficiency set to one, which would consider the “complement” of the original tag fields

3. Extend every patch of the complement level according to the width of the buffer zone
required between two consecutive levels (one in the example of figure 5.10)

4. Look for the overlapping regions within each patch of the original clustered level and the
complement level. This defines a new tag field on individual patches which matches in
each individual patch the cells conflicting with the “proper nesting” condition.

5. On each problematic patch of the tentative clustering, the tagged cells define the region
which must be “removed” from the patch. On each patch use the clustering algorithm

with the new tag field, with efficiency set to one, to partition each of those patches.

6. Replace the problematic patches by their new partition.
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Controlling patch shapes

The original clustering algorithm introduced by M. Berger and I. Rigoutsos features a control
over the shape of the entire level grid, not on the patches taken individually. It may be of
interest to have such control, so as to avoid very small patches or “highly flattened” patches. In
addressing these two issues, three criteria are introduced, defined for a given patch, an associated
tag field and a splitting position:

1. rumin: the ratio between the volume of a newly generated patch and the parent patch
2. vmin: the volume of a newly generated patch, normalized by the space discretization step

3. Imin: the minimum of the lengths of a newly generated patch along each space dimension,
normalized by the space discretization step

Prior to assessing the optimal splitting for a given patch, an algorithm pre-computes these three
quantities for every possible split position. Then these criteria are used to discard potential
splitting positions based on the zeros crossings of the Laplacian of the signatures. The algorithm
for pre-computing the vmin quantity is given below:

PRECOMPUTEVMIN(G, tag)

L vl(:) <0

2: for d - 1 to dim(G) do

3: pmin(:) < 1

4: pmax(:) < 0

5: i< sum(size(G,1:d —1))

6: for j < 1 to dim(G) do

T i+—i+1

8: [pmin, pmax| - SHAPEBOUNDS(G, refl, sizel, d, j)
9 v1(i) « j

10: for k < 1 to dim(G) do

11: if k # d then

12: v1(i) < v1(i) * (pmax(k) — pmin(k) + 1)
13: v2(:) <=0

14: for d < 1 to dim(G) do

15: pmin(:) < 1

16: pmax(:) < 0

17: for j + dim(G) to step —1 do

18: i< sum(size(G),1:d—1)+j—1

19: [pmin, pmax| - SHAPEBOUNDS(G, refl, sizel, d, j)
20: v2(i) « size(G,d) —j+ 1
21: for k < 1 to dim(G) do
22: if k # d then
23: v2(i) « v2(i) * (pmax(k) — pmin(k) + 1)
24: for i < 1 to length(rvl) do
25: vmin(i) < min(v1(i), v2(i))

return vmin

SHAPEBOUNDS(G,j,d)
1: refl(:) < localRef(G)
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2: refl(d) « refl(d) + j—1

3: sizel(:) < size(G)

4: sizel(d) < 1

5: for cell K in subregion (refl,sizel) of baseGrid(G) do
6: if tag(K)#0 then

7: for i+-1 to dim(G) do

8: if i£d then

9: if pmax(i) < pmin(i) then

10: pmax(i)  index(K.,i)

11: pmin(i) < index(K,i)

12: else

13: if index(K,i) > pmax(i) then
14: pmax(i) < index(K,i)

15: if index(K,i) < pmin(i) then
16: pmin(i) < index(K,i)

return [pmin,pmax]

The function PRECOMPUTEVMIN returns the array vmin(:) indexed with the set U?LIT(G)J

length(.J;) = size(G,i). The local index k € J; is referring to a splitting of the parent patch
along the space dimension d between indices k and k + 1. It matches the global index j =
Zf:_ll length(J;) + k — 1. The value vmin(j) gives the minimal volume among the two patches
that would be generated from this splitting, including the trimming of the latter. The function
SHAPEBOUNDS returns the minimal and maximal indices in the parent patch which bound a new
patch candidate along the selected space dimension. In practice, the selection of the splitting
position is as follows:

)

1. Most relevant zero crossing of the Laplacian of the signatures meeting vmin, rmin and
romin criteria

2. If (1) fails, most relevant zero crossing of the Laplacian of the signatures meeting vmin,
rmin criteria

3. If (2) fails and if the signatures match the pathologic case illustrated in figure 5.9, perform
a bisection

4. Else, no further split and the current patch is a final patch for the clustered level

5.2.3 Examples

Our version of the clustering algorithm is tested on the five original clustering problems pre-
sented in [24]. In each of those tests whose results are given in figures 5.12, 5.13 and 5.14 three
level grids are generated: on the left (a) with rvol = 0 and eff < 1, in the middle (b) with
rvol > 0 and eff < 1 and on the right (c) with eff = 1. The parameters for each of those are
specified in table 5.1. The input parameters are “eff” (minimal efficiency required in any final
patch), and (“rvmin”,“vmin”, “Ilmin”) presented earlier. The output indicators are eff-loc (worst
efficiency among all patches), “eff-lev” (global efficiency achieved on the level grid), “npatch”
(the total number of patches).

In tests (a) and (b), the clustering algorithm manages to generates levels with a global
efficiency greater than 0.8 while preserving a much lower number of patches compared to the
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Test eff rvmin vmin Imin eff-loc eff-lev npatch

la 0.7 0 4 2 0.79 0.91 11
1b 0.75 3/4 4 2 0.75 0.84 9
1lc 1 0 0 0 1 1 31
2a 0.7 0 4 2 0.81 0.90 11
2b 0.7 1/3 4 2 0.63 0.84 13
2c 1 0 0 0 1 1 34
3a 0.75 0 4 2 0.67 0.85 24
3b 0.75 1/3 4 2 0.44 0.80 20
3c 1 0 0 0 1 1 75
4a 0.7 0 4 2 0.63 0.84 7
4b 0.7 2/3 4 2 0.5 0.81 6
4c 1 0 0 0 1 1 28
5a 0.7 0 4 2 0.67 0.87 8
5b 0.7 3/4 4 2 0.67 0.82 8
5¢c 1 0 0 0 1 1 37

TAB. 5.1 — Parameters and results for each clustering test.

level matching the tags exactly in tests (c) (generated with the efficiency set to one). In the
latter case, the number of patches is between 3 and 5 times greater. This yields to considerable
savings in computation time for a reasonable overhead. In tests (a) The use of vmin and Imin
criteria prevents the generation of patches of too small size so as to have a better balance between
subdomain unknowns. This balance can be further improved by using the rvmin criteria as
shown in tests (c), at the expense of a slightly greater overhead (inferior eff-lev values). The
most balanced level grids are obtained in tests (1b). The effectiveness of the clustering algorithm
is the worst for 45 degree straight edges in the tag shape, which is best seen on test (3). The
only way to match with a good accuracy such shapes is to use very small or very thin patches,
which can contradict the requirements set to the clustering algorithm.
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Test (1) Test (2)

FIG. 5.12 — Clustering tests (1) and (2) from [24].

Test (3)

FIG. 5.13 — Clustering test (3) from [24].

Test (4) Test (5)

FIG. 5.14 — Clustering tests (4) and (5) from [24].



CHAPTER 6

SOLVING ON COMPOSITE GRIDS

In this chapter, we investigate the numerical solution of elliptic and hyperbolic PDE (in line
with the projection scheme introduced in part 1) on level grids and composite grids. This
problem is two fold (see figure 6.1): first, as structured adaptive mesh refinements (SAMR)
grids are generated as an union of composite grids, we have to deal with the discretization at
the interface between two patches belonging to the same level, called fine-fine interfaces. Then
for composite grids, at coarse-fine interfaces a specific discretization is also required. The AMR
technique employs ghost-cells to cope with the interface problem. We show how these may be
seen in the domain decomposition framework. We then give some insight on the multigrid solver
that is implemented in the AMR code.

Patch generation Composite grid Coupling with neighboring patches

L1

(T 1]
I

I Composite discretization
Il Physical boundary conditions
[l Ssynchronization for DDM

FIG. 6.1 — Coarse-fine interfaces and fine-fine interfaces.

The issue fine-fine interfaces is not related to the discretization scheme but to the numerical
method for solving or relaxing (for multigrid) the discrete problem on a partitioned grid. A
common technique for SAMR methods is to solve or relax individual patches and use ghost
cells to synchronize them. After interpreting this ghost-cell technique in the broader context
of domain decomposition methods, several numerical tests are performed to assess its efficiency
and understand its behaviour either with solvers or relaxation methods.

As for coarse-fine interfaces, usual discretization schemes for computing a flux or an edge
value have to be extended to the configuration of an edge separating grids at different levels.
This specific discretization should involve both coarse cell values and fine cells values. At stake
is to define a consistent discretization which has the required accuracy (first order for our
pressure-correction scheme) and which does not add a significant computational expense nor

79
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o8 Iy I, Forn=0,1,... solve in sequence:
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FIG. 6.2 — Schwarz alternating algorithm on overlapping subdomains.
introduces further complications with respect to the implementation.

6.1 Fine-fine interfaces

SAMR grids, whether level grids or composite grids, are partitioned as an union of Cartesian
grids. We want to take advantage of existing numerical methods working on Cartesian grids for
solving or relaxing on level grids. The most natural approach is to use domain decomposition
methods: instead of solving a single problem on the level grid which may have a complex shape,
we solve a set of coupled problems on the individual Cartesian grids making up the level grid.

For the sake of simplicity, we will consider the Laplace equation although the following
results apply to other elliptic PDE and to hyperbolic PDE as well.

Au= fin

i = g on 90 (6.1.1)

find u € C*(Q), {

Domain decomposition methods were originally introduced by Schwarz [119] in 1870 as an
analytic tool to prove the Dirichlet principle on complex domains [64], such as €2 in figure 6.2:

ue {weC3N), wlon = J(u) = min {J(v), v e C3Q), v|pg =
{Auifin(l() =) ‘:*{vééc?(Q),{J((v)):nyv(fuP)—JLiQ "

The Dirichlet principle was only proved on simple domains using Fourier analysis. On more
complex domains it was still an open question whether the infimum of the Dirichlet integral is
reached or not. Schwarz proposed a decomposition of complex domains into simpler domains
in which the Dirichlet principle could be proved (see figure 6.2). The two domains overlap, and
they are coupled through Dirichlet boundary conditions. The Schwarz alternating algorithm
starts with an initial guess uJ, and the integration of the Dirichlet problem Auﬁ”‘1 = f in
Q1 with boundary conditions u’f“]agmag = ¢ and u’f“|p1 = uf|r,. It is then followed in
Q9 by the integration of AuZH = f in 9 with boundary conditions ug—H‘anaQ = ¢ and
uh ™|, = u!r,. By alternating between integrations in the two subdomains and using a
maximum principle, Schwarz proved [119, 64] that the sequences (u})nen and (uf),en converge
uniformly and their respective limits w; and ug and verify u|p, = ua|r, for i = 1,2. It infers that
u1 and wug are restrictions to €1 and s of the same function u verifying the original problem
on . This algorithm is also referred to as multiplicative Schwarz (it can be interpreted as
the composition of several operators). The larger the overlap region 7 N Q9, the faster the
convergence of the algorithm.
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FIG. 6.3 — Non-overlapping domain decomposition.

Beyond its original use as an analytical tool, the Schwarz alternating algorithm is rather
used nowadays as an iterative method for solving problems on overlapping decomposed domains.
However overlapping Schwarz methods cannot be applied to our level grid decompositions, which
are generated without overlap by the clustering algorithm presented in the last chapter (though
an overlapping decomposition may be generated with another clustering algorithm). Therefore
we will rather consider another class of domain decomposition methods which appeared along
with the finite element method in the 60’s, substructuring domain decomposition methods.

6.1.1 Non-overlapping domain decomposition
Multi-domain formulation

We now turn to non-overlapping domain decompositions. An example of non-overlapping de-
composition is shown on figure 6.3. The domain 2 is partitioned into two subdomains € and
Q with boundary 9€); and normal vector n;. We denote I' = 1 Ny and n = ny. We still
consider the Laplace equation with Dirichlet boundary conditions:

Ay = fin

find u € H'(Q), {u — g on 90

(6.1.2)

The source term f is in £2(Q) and the Dirichlet data ¢ in #/2(Q). We would like to solve two
problems (possibly coupled) on €©; and €23 such that their solutions match the restriction of the
single-domain solution on their respective domains:

fori=1,2: u; = ulq,
In order to establish the coupling between the two subdomains, the variational formulation

of (6.1.2) is introduced. Given a test function v € H}(f), we integrate by parts the single
domain PDE. On the one hand, integrating by parts and noting that v = 0 on 052, we have:

/Q(Au)v:/ﬂfv
<:>/9Vu-Vv—/va
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On the other hand, splitting the integral on the two subdomains and integrating by parts, we
get:

/(Au)v: Vu-Vo+ Vug -V
Q 951 Q2

:/Qvu-vv—/F(Vul)v-nl—/F(VUQ)U'Hz

/[(Vm —Vug) -njv=0,
r

Therefore solving (6.1.2) is equivalent to solving two coupled problems on ; and 9 with
ulq, = u1 and ulg, = ua:

Therefore, we have

Aul = f in Ql

uyL=g on 01 NN

up = ug onT (TC1)
Optu1 = Opua on I (TC2)
Aug=f in Q9
| w=gyg on 099 N 0N

(6.1.3)

The subdomains ©; and €2y are coupled through the transmission conditions (TC1) and (TC2).
A multi-domain formulation can also be straightforwardly devised for a scalar conservation law.
The single domain problem is stated as:

au + div(ub) = f in Q

w— g on O, (6.1.4)

find u € H1(Q), {
where b denotes the advecting velocity and 09, the inflow boundary, i.e. the set of points of
002 where bn > 0. We consider the decomposition given in figure 6.3 (right). Similarly the
inflow part of I' = 021 U0, for Q is denoted I'y jn = I'z out and the outflow part I't out = ' jin.
Multiplying by a test function and integrating by parts as in the case of the pure diffusion yields
the following transmission condition:

(b-ni)u; = —(b-na)uz on Iy U4y
Hence the two-domain problem:
auy +div(upb)=f in
UL =g on 021 N OOy
up=wup onl (TC1) (6.1.5)

aug + div(ugb) = f  in Qy
Ug =@ on 00 N O,

Direct substructuring

Following [114], the above problems can reformulated as two Dirichlet problems coupled by an
interface equation involving the Steklov-Poincaré operator [112, 113]. We start with the elliptic
problem (6.1.2). Let A be the trace of solution u to (6.1.2) on I'. For ¢ = 1,2 we have:

AU,Z‘ = f in Qz
u; =g on 0§; NN (6.1.6)
u;=A onl
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The transmission condition (TC1) is given by wui|r = wu2|r = A. Enforcing condition (TC2)
yields to a first order partial differential equation on A. Let us first introduce two new operators
after [114], H; : HY2(T') — HY(Q) and Q; : L2(Q) — H'(Q) :

Av=0 in Q; Av=pin
H;pp = v with v=0 on 9; N 0N and Q;p = v with v= g on 0); N 0N
v=ponl v=0onTI

Q;p is the solution to the Poisson problem with data p, homogeneous Dirichlet condition on I'
and the original Dirichlet condition of the single domain problem (6.1.2) on 0€; N Q. H;u is
the extension (with a Poisson kernel in the present case) of the trace p in §2;. As a result, any
solution to the problems in 2 and €2 can be decomposed into the solution of two subproblems:

u; = Hi(uilr) + Qi f (6.1.7)

Using this decomposition, the transmission condition (TC2) can be reformulated as:
OnHIA + 0n Q1 f = OpHaA + 0 Q2 f
We introduce the Steklov-Poincaré operators S and S; for i = 1,2:

Si i€ HY2(T) = Sip = (O, Hip)|r
S =51+ 55

The Steklov-Poincaré operator is often referred to as Dirichlet-to-Neumann map. Indeed S;
maps a Dirichlet condition on I' to the matching Neumann condition for the extension in €2; of
the trace associated with the Dirichlet condition. The form of the Steklov-Poincaré operator
depends on the PDE and it may not involve a normal derivative as in this example. An extensive
analysis of Steklov-Poincaré operators in the context of domain decomposition methods can be
found in references [112, 113, 3]. We eventually derive the interface equation from (TC2):

[SA=x with x=0,Q2f — 0nQ:f] (6.1.8)

Upon solving the interface equation, problems (6.1.6) in £; and Q9 can be solved independently
using the value of A just calculated for the transmission condition (TC1). This is approach is
called direct substructuring.

Substructuring domain decomposition methods were originally introduced by the structural
engineering community [111] as a technique for solving problems with a larger number of degrees
of freedom than the computer resources could handle with a single domain approach. The idea
was to partition a structure into substructures, which would be individually represented as a
single finite element [14]. These “super elements” would be coupled through artificial boundary
conditions at their respective boundaries. A new problem would be defined using this super
elements, equivalent to the interface problem (6.1.8) defined above. Upon solving this inter-
mediate problem, the boundary unknowns of each super elements would be then determined.
Thus the problems associated with each substructure could be solved independently.

For a scalar conservation law, the same arguments apply [113]. Let A be the trace of solution
u to (6.1.2) on I'. For ¢ = 1,2 we have:

au; + div(u;b)= f in @
u; =g on 0€; NN (6.1.9)
u; =X onl
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Gl GQ G; G2

G=G1UGy Ghost cell layers G, G5 for G1, G2
FIG. 6.4 — Simple two-domain decomposition with Cartesian grids.

The transmission condition is given by wi|r = ug|r = A. Let us introduce two operators

H;: H'2(T) = HY(Q) and Q; : L2(Q) — H(Q) :

av + div(vb) =0 in Q; av + div(vb) = p in
H;p = v with v=0 on 08; NIy, ; Q;p = v with v= g on 9; N 0,
v=pon I, v=0onI};,

The solution to the problem in €27 or €25 can be decomposed into the solution of two subproblems:
U; = Hz(ulh") + Qi f (6.1.10)
Using this decomposition, the transmission condition can be reformulated as:
(b-n)(HiA+Q1f) = (b-n)(HA+Q2f) onT
The Steklov-Poincaré operators S and S; read for ¢ = 1, 2:

Si i e HYAT) — Sip = ((v-ny)Hyp)p
S =51+ 5

We finally obtain the interface equation:

SA=x with x=(b-n)Qaf — (b n)Q:f] (6.1.11)

Algebraic formulation

The decomposition exposed at the continuous level also stands at the algebraic level. Let us con-
sider the cell-centered finite-volume discretization of (6.1.3) on Cartesian grids (see figure 6.4).
Despite all unknowns are defined as cell-averages, we introduce edge-average unknowns at the
internal interface I' for the purpose of exposing the method. The full discrete cell-centered
scheme is recovered by substituting the discrete transmission conditions into the discretized
PDE of each subdomain. The discrete problems in each subdomain read for all K € G,
1 =1,2:
Uig — Wik . uiJ:(uiK—l—uiL)/Q ifO':K|LEgint

> |0|7h/2 = |K|fix with {% o ol (6.1.12)

ocefi
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and the discrete transmission conditions (TC1) and (TC2) for o € &, ¢ = 1,2 and j #

Ui = Uj, = Uo (6.1.13a)

Uig — UiK Yo ~ UK
= — 6.1.13b
h/2 h/2 ( )

For i=1,2 we denote U; = (ujx)keq, and Ur = (us)ocer. Fi is a vector of the same size as Uj.
The linear system arising from the discrete systems (6.1.12) and (6.1.13) read:

Ay 0 Air Uy F
0 Ago Aor Uy | = | Fy (6114)
Ari Are Arrg+ Arre Ur 0

The first two block rows match respectively the discrete PDE in ©; and 5. In the flux balance,
a flux (Opu;), contributes to A;; if o € iy, to both A;; and A;r if o € & and to A;; and F;
(for the Dirichlet boundary data) if 0 € Eext. The last block row matches the transmission
condition (6.1.13b): {(Op,ui)s,0 € Er} = Ar;U; + Arr;Ur. We can now define the algebraic
equivalent operators to H; and Q;:

HiA =V with A,V + ArA =0 [HiA = —A; AirA
Qi F; =V with A;U; = F; QiF, = A '

Note that here F; embeds both the source term fji and the Dirichlet boundary data g;,.
Likewise the discrete Steklov-Poincaré operator, which is formally the Schur complement, is
defined as:
Sih = (On, Hi\)oeer
= Ari(H;A) + Arr A
= (Arr; — Ar; A Air) A

The algebraic equivalent of y is simply X = —AF2A2_21 Fy—Apry A1_11 F as homogeneous Dirichlet
conditions on I' (or Ur = 0) are used to define operator @;. Thus following the same steps as
in the continuous formulation yields the algebraic form of the interface equation:

(6.1.15)

For a scalar conservation law, we choose the following discretization with an upwinding of
advected quantities with respect to b:

alKluig + 3 |oftis(bo - nx) = |K|fire (6.1.16)
ogEEK
Uiy = Ui if 0 = K|L € &y and b, -1, <0
with ¢ u;, =u;p if 0 = K|L € &g and by, -ng, >0 (6.1.17)

Uig = Jiy ifoe gext N GQin

and the discrete transmission condition on o = K|K' € &r,,, with K € G; and K' € G, i = 1,2
and j #

(ba- . nK/J)uiU = (bo- . nK,O’)qu/ (6118)
The algebraic system is the same as (6.1.14). For matrices Ar; and Arr; the rows matching

I'i out are filled with zeros. At the algebraic level the definition of operators H; and Q; is the
same, and yields to the same interface equation (6.1.15).
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6.1.2 Iterative substructuring algorithms

While original substructuring methods relied on a direct resolution of the interface equation,
recent methods use an iterative resolution of the interface equation (iterative substructuring).
Two classical iterative algorithms are reviewed for elliptic PDE.

Dirichlet-Neumann algorithm

In the Dirichlet-Neumann algorithm [28, 14, 114] for two subdomains, starting with an initial
guess u§ in Qp, u) in Oy, and A\° = uf|r on T the following problems are solved in sequence for
n=20,1,...

Au’f“ =f in AugJrl =f in Q9
=g on 90 NN uytl =g on 08 N 0N (6.1.19)
u’f“ =Atonl 8nu§+1 = 8nu71‘+1 onT

with next the update of the trace A:
AT = (1 = N 4 Gul ™ | (6.1.20)

with 6 €]0,1[ a relaxation parameter. When convergence is reached, both transmission con-
ditions (TC1) and (TC2) are satisfied. This algorithm can be interpreted as an interactive
resolution of the interface equation (6.1.8). Using decomposition (6.1.7) the Neumann condi-
tion on I' for the problem on 2, yields:

6nug+1 = (%u?ﬂ onT
& Op(ultt — Qaf) = Op(uf — Qaf) onT
& O, Ho(uh™|r) = 0n(Qaf — Q1f — H1A") onT
& So(ultr) = —SIA" + 0, (Qaf —Q1f)  onT

Then the iteration (6.1.20) can be reformulated as:

AL = A" 4 (uf T p — A7)
= A"+ 0(S; H(SIA™ — x) — A
= A"+ 0S5 H(SA" — x)

Therefore the Dirichlet-Neumann algorithm is equivalent to solving the interface equation using
a Richardson iterative procedure with preconditioner S5 1 and relaxation parameter 6. An
alternative formulation of the Dirichlet-Neumann algorithm consists in updating the trace \"
according to an iterative method preconditioned with S5 ! for instance preconditioned conjugate
gradient or GMRES which are scalable unlike Richardson iterations.

Using the same notations as in the previous section, we denote Ur ; the trace of the solution
vector U; on I'. The Dirichlet-Neumann algorithm reads at the algebraic level, starting with
initial guess A, for n =0,1,...

Solve first in 1 : Then solve in Qg :
AUt = Py — AjpA” AgUIH 4 AppULT = Ry
AF2U§+1 + AFFQUI@—’_I = —(AplUln—’_l + Arple")

followed by the update of trace A™:
AMT = (1 — 9)A™ + oUrT!
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As exposed at the continuous level, this algorithm is equivalent to solving the discrete interface
equation using a Richardson iterative scheme:

ApoUgtt 4 ArmUﬁJQl = —(ArUy ™ + App A7)

& Arg(Usth — Arg A Fy) + AFF,QUﬁJEl = —(Ar U™ + Apg Ay Fo 4 Arp A7)
—(

& —AraAgy AorUp' + ArrpUp ' = —(Ari (A7 Fi — A7 AirA™) + Arg Aoy Fo + Arra A7)
o SoUPS = —S1A™ — Arg Az} Fy — Ari AT Fy
hence:

A" = A" 4+ 05, H(SA" - X)

Neumann-Neumann algorithm

In the Neumann-Neumann algorithm [30, 14, 114] for two subdomains, starting with an initial
guess u! in Q1, u§ in Qg, and A = u{|r on T the following problems are solved in sequence for
n=20,1,...

AultTl=f in AyYPtl=0 in Q
u*t'=g on 09, N AN Yrtt=0 on 9; N 9N (6.1.21)
u?“ =ANtonl 8,11%”1 = 8nu7f+1 — 8nu3+1 onT

with next the update of the trace A:
AL = A" (o — oo T ) (6.1.22)

where o; €]0, 1] for ¢ = 1, 2 are relaxation parameters. As for the Dirichlet-Neumann algorithm,
transmission conditions (TC1) and (TC2) are verified at convergence. The Neumann condition
on €; for the second problem of (6.1.21) yields:

Vi e = 57 0nui ™! — Ouy ™)
— S;l(anHl)\” — 8nH2)\n — X)
= 571 (SA" = x)
The iteration (6.1.22) can be reformulated as:

AL = X" — (0187 + 0255 1) (SA" — )

Again, we have a Richardson iterative procedure preconditioned by (o157 by 0255 1) which
could be replaced by a more efficient iterative scheme (eg. Krylov subspace methods).

Using the same notations as in the previous section, the Neumann-Neumann algorithm reads
at the algebraic level, starting with initial guess A?, for n = 0,1, ...

First solve for U;, i =1,2: Then solve for W;, i =1,2:
AU + ArAn = F; AUt 4 ApUr,; =0
Ap U 4 App Up ;= ApUPH 4+ ApgUS + AppA”

with the iteration on A™:
AT = A" — (W p — Wy )
Similarly the iteration can we rewritten as:

A" = A" — (0187 + 0255 1) (SA" — X)
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6.1.3 Ghost-cell equivalent decomposition

In SAMR methods, a simple and common practice for solving (possibly inexact, eg. relaxation)
a discrete problem on a given level partitioned into Cartesian grids is to use ghost cells. Let us
start with the simple elliptic PDE dealt with previously.

Elliptic problems

The finite-volume discretization of the two-domain Poisson problem (6.1.2) using ghost cells
reads:

Z |U|Uia—UiK _
h/2

ocelfk

Uiy = (u,K —|—uiL)/2 ifo = K’L € Eint
|K|fir with { i, = gi, if 0 € Eoxt (6.1.23)
Uie = (uix +uj;)/2if o = K|L € &p

For an edge 0 = K|L € & with K € Gj, cell L belongs to the ghost-cell layers G of grid G.
u; denotes a cell-average belonging to ghost cell layer G, hence not a discrete unknown for €;.
Within an iterative algorithm we would solve the discrete problem on €2y, then update ghost
cells of 29 using overlapping interior cells of {21, then solve the problem on {29 and update ghost
cells of 2. This algorithm can be equivalently described with interface transmission conditions
by introducing interface unknowns:

First solve in Ql
n+1

ulK
> o e < K fi
gEEK
with:
” n+1+u n+1 .
Ulg+1 % if o = K‘L € gint
1 _ .
g+ =91s if o € gext
using transmission conditions on &r:
U2y = ul’;‘H
’U412+1 n+1 _ U207U’1‘2+1
h/2 = 2

Update Go ghost cells K € G5
LeG/LNK #{0}: usht!h =y t!

Then solve in Qg

u2n+1
> o] 2K K| fop
gEEK
with:

—+1 —+1
ugt = L i VAT K|L € &
o 2
1 .
g+ = 9245 if 0 € Eexy

using transmission conditions on &r:

_ 1
{ula' UQ7;+

n+1 n—+1 n+1
—u2 ulafugL

/2 = 2
Update Gy ghost cells K € G
LeGy/LNK #{0}: wjht? = uyit!

It yields the following equivalent algorithm at the algebraic level:

First solve in €y for Uy :

{AllU{l+1 + AlFUf}+1/2 =

AFlU{H_l + AF2 + AFFUICLJA/Z =0

Then solve in o for U :
{A22U§+1 + AorUpt = Fy

Arq U{H_l + AFQU;+1 -+ AFFUlfH_l =0

with Arr = Arr;i + Arr2. The two vector variables Uy and Uln+1 are the counterpart of
the ghost-cell update steps of the discrete algorithm. Starting from the algebraic transmission

condition for the second substep (in Q9):

ApUs™ + Ap U + AprUP ! = 0
& Arg Ay (Fy — AgrUP™) 4+ Ap AT (Fy —

AlFUICH_l/Q) + (AFF,I + AFRQ)UI@—H =0

& Apra (URT — UFH/Q) + SlUf}H/Z + SUPT - X =0
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FIG. 6.5 — More general domain decomposition with Cartesian grids.

A similar equation can be obtained for the first substep (in ;) as well:
Arro (U2 —umy 4+ S Um Y2 4 SUr — X =0

As a result this algorithm is equivalent to solving the discrete interface equation (6.1.15) with
an iterative procedure with two semi-implicit substeps. Let A = Ur ; then we have:

(1) AFF,Q(An+1/2 o An) + SlAn+1/2 1T SA" — X =0
(2) AFF,l(An+1 _ An+1/2) + SlAn+1/2 + S2An+1 X =0
We can identify in the above scheme the original Peaceman—Rachford alternating direction
implicit method [108] with relaxation parameters Arr; and Arr .
However, the above configuration is not representative of the domain decomposition gener-
ated by the clustering algorithm applied to level grids. Indeed at a fixed level, we should rather
assume a number N > 2 of subdomains with an arbitrary connectivity between each. Therefore

it is important to define the underlying iterative scheme on the interface equation for this more
general case as well. A straightforward calculation gives the interface equation:

SA=X
The right hand side is defined as the block vector X = (Xr)re(o,nq, izj} With
Xr = —AFZ‘AglFZ‘ — AFjAj_lej7 I'=Q;n Qj
and the Schur complement as the block matrix S = (Srr)p e (N9, ,i#j) With

Srrr = Srr,i + Srrj with Srr; = Arr; — ApAL Ar TV =T =Q;NQ;, i #j
Srrr = —Ar; At A Hr=0,NQ;, V=N, i £j#£k
St =10 else

Using the same iterative algorithm with ghost-cells for enforcing transmission conditions, the
update of interface unknown Ur with I' = €2; N2, resulting from the resolution of the subprob-
lem in domain €2; takes the general form:

i i,r—1/2 i i
App j(UFF = URT2) o Spp URT + Spp U™
¢Z‘ / d’ /
+ E SroeUp + E SroUp = Xr

I e {Q; Ny} I e {Q; NnQg}
ke[l N], k#i ke[1,N], k#3
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The values of the superscript ¢;r depend on the sequence in which the problems of each
subdomains are solved. In the above local interface equation, ¢;r = ¢;r + 1/2. For each
I’ € (Qz N Qk)1§k§N7 ¢i7l“ > ¢z‘,1" ; for I’ e (Q] N Qk)lgng; Qbi,F > (bj,l"" The local equations
verified by the interfaces of a subdomain are coupled together which makes it more difficult to
analyse the equivalent iterative algorithm solving the discrete interface equation.

As an example, let us consider a 2D rectangular domain partitioned into four subdomains
of equal size, indexed clockwise from {2; to €4. The interface between 2; and (); is denoted
I';j = I'j;. The same algorithm as with two subdomains is used. The subproblems are solved
sequentially starting with Q; then s, Q3 and 4. This procedure would be equivalent to solving

in sequence the linear systems:
+1/2 +1/2
<AF41F41,4 0 > Un 11 / _ <U1Z‘141> + <SF41F41,1 SF41F12 > Un /
0 Aryorys2 U?;;lﬂ Ulnm STyl STyalial U?;;UZ

+ <SF41F4174 0 ) (Ulzill) + SF41F34U1£L{14 9 _ (XF41> — 0
0 SF12F12,2 Uf}lg SF12F23U1:L2_3 / XF12
1 1
(AF12F12,1 0 ) UI@IE 5 | — U17_‘11+21/2 4 <SF12F12,2 SF12F23 > UI?;% )
0 AF23F23,3 U{‘L:; / UICL% SF23F12 SF23F23,2 UF;; /
+1/2
N <SI‘12F1271 0 ) Uglle/? . SFIQFMU;;H/2 <XF12> 0
0 ST23T23,3 Uf}% Sr231“34U1:L34 / X
1 1
(AF23F23,2 0 ) UI@QE/2 _ Ulllgl/Q + <SF23F23,3 SF23F34 n-i; )
0 Aryuaq 4 UF;: UI7‘134 ST34Tas SF23F23, 17}:; /
+ (SF23F2372 0 ) Ulr“t;gl/Z + (SF23F12U17“L;21> _ <XF23>
0 SF34F34,4 UF34 SF34F41 UF41 XF34
1 +1/2 1
(AF41F41,1 0 ) (UI@:;1> _ UIT41 / + (SF41F41,4 SF41F34 > (UI@:;1>
0 AF34F3473 UICL; UF;;I/Q STy OT3aT304 Upt

n+1/2 n
+ <SF41F4171 0 ) UF41 / + SF41F12U1“1J;1/2 o <XF41> -0
0 SF34F34 3 UI?:;I/Q SF34F23 Un+1 XF34

Ias

This is clearly not the ADI iterative method though there are some similarities: in each
linear system the 2 x 2 block matrices may be seen as a splitting of the matching block rows of
the Schur complement matrix .S.

Hyperbolic problems

The same results apply for a scalar conservation law, except that ghost-cell synchronization is
only carried out at the inflow part of the interface between two subdomains.
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’ Two-domain decomposition, solving in each subdomain
Poisson problem, domain decomposition with solving in each subdomain P 9

Poisson —a—
Conservation law —&—
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Number of iteration before convergence
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Iterations (total) Number of unknowns per subdomain

FIG. 6.6 — Solving subproblems with a two domain decomposition.

6.1.4 Numerical tests

First the ghost-cell domain decomposition algorithm is tested using a full resolution of each
subproblem, which is the usual way to proceed for solving decomposed problems. Then having
in mind the use of multigrid solvers we turn to a domain decomposition algorithm where a few
relaxation steps are performed in each subdomain instead of a full resolution.

Subdomain resolution

The efficiency of the ghost-cell domain decomposition is assessed on an elliptic problem and
on a hyperbolic problem. The elliptic problem under consideration is a Poisson problem on
Q =10, Ly] x [0, Ly]:
Au=f in
{u =g on 02

with right hand side f(z,y) = —87%sin(27z)sin(27y) and with Dirichlet boundary data g the
trace on 0f2 of the exact solution uef(x,y) = sin(27z) sin(27y). The finite volume discretization
is the same as (6.1.12).

The hyperbolic problem is a simple scalar conservation law on € = [0, L;] x [0, Ly]:

Owu + div(ub) =0 in Q
u=g on 0y,

with advecting velocity b = [2,1]!. The initial data is u® = 1 + exp[—(2? + 3?)/(1/20)]. The
exact solution is given by the method of characteristics by uet(x,y) = 1 4 exp[—((z — byt)? +
(y —byt)?)/(1/20)]. The inflow boundary data on 9, is set to the trace of ues. Using a simple
time implicit Euler scheme with time step 6t, the cell-centered finite-volume discretization of
the scalar conservation law is given by (6.1.16) with a = 1/t and f = u°/dt. The timestep 0t
is set to 1/128.

In the first test, we take L, = 2L, = 2. The domain () is decomposed into two subdomains
Q; and €9 of equal size. The objective is to evaluate the number of iterations of the domain
decomposition algorithm to reach convergence when the number of unknowns in each subdomain
increases. The respective grids of the two subdomains, G; and Gs, are set to 8x 8, 16x 16, 32x 32,
64 x 64, 128 x 128 and 256 x 256 cells. The solution is initialized by zero. At convergence, the
solution to the two-domain problem matches the solution of the single domain problem. For the
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FIG. 6.7 — Solving subproblems with more than two subdomains decompositions.

elliptic problem the energy norm of the consistency error decreases as o(h?), which is consistent
with the second order spatial discretization. Likewise a first order convergence is observed with
the conservation law, discretized with a first order scheme. When solving the Poisson problem
the number of iterations of the domain decomposition algorithm increases linearly with N,
denoting by N the number of unknowns and a > 0 (see figure 6.6). It clearly shows that this
algorithm is not scalable. A very different behaviour is observed with the scalar conservation
law: the method always converges always in one iteration. Indeed the first subdomain solved
(€21) has an outflow boundary I' with its neighbor 5. As a result using a first order upwind
scheme the discrete PDE in €24 is decoupled from €. This would not be the case had we started
with €y instead of €.

In the second test, we set L, = L, = 1. The domain (2 is partitioned into ng = 4k
subdomains of equal size, with 1 < k < 4. The aim is to observe the convergence of the
domain decomposition algorithm when the number of unknowns of the problem in € is fixed
while it is decomposed into an increasing number of subdomains. The subdomains are solved
in sequence and the order in which they are solved should affect the convergence. Only one
order will be dealt with, the order in which the subdomains have been created by the grid
generation algorithm. The solution is initialized by zero in each subdomain. The hyperbolic
problem always needs very few domain decomposition cycles. The number of cycles for the
elliptic problem is fairly stable around 10% (see figure 6.7). The evolution of the solution in
each subdomain and that of the local residuals can provide insightful information with respect
to the behaviour of the domain decomposition algorithm. On figure 6.7 right, the solution for
a 8 x 8 partition with the Poisson problem (first row) and the initial local residuals (second
row) are shown after respectively 1 cycle, 10 cycles and 400 cycles. The initial local residual is
useful in giving information on how well the transmission conditions are verified. After 1 cycle
and 10 cycles the order of magnitude of the residual is still 10~!: the transmissions conditions
(TC1) and (TC2) are very loosely satisfied. After 400 cycles, the order of magnitude of the
residual is 1078 the transmission conditions are much better verified and the solution on U;$;
is identical (up to machine precision) to the single domain solution on 2. Furthermore, it may
be noticed that the transmission conditions are almost immediately verified where the solution
is almost constant whereas they show a large error where the steepest gradients of the solution
are located. The highest error on the transmission conditions is situated at the intersection
between subdomain interfaces — which would be the so-called crosspoints in finite element
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domain decompositions.

Subdomain relaxation

As a prelude to multigrid methods which will be discussed in the next chapter, we investigate
the use of smoothers instead of solvers in the ghost-cell domain decomposition algorithm. The
same discrete problems are considered. The linear system associated with a subdomain €;
reads:

A-di= 3 Avagtan
A;U; = b; with I'=Q,UQ;,j#i .
b =F; + Z Aip Avh Ar;U;
FZQiUQj,j;ﬁi

Let us point out that further interpretations of smoothing on multiple domain exist: block
relaxation, local smoothing, line relaxation, grid partitioning approach, chaotic relazation. We
prefer to view relaxation on partitioned domain as a relaxation on individual problems coupled
with relevant transmission conditions, hence the choice of the domain decomposition framework.

In domain decomposition methods, it can be somewhat questionable to solve to machine
precision subproblems while they are not provided with the “correct” transmission conditions (in
the sense the latter are “approximate”). The same concern stands when relaxing on subdomains:
is it possible to define an optimal number of relaxation iterations per subdomain? The aim of
the numerical tests will be to assess the impact of the partitioning and of number of local
relaxation iterations on the overall efficiency of the smoother.

Smoothers are relaxation methods which feature a smoothing property [33], i.e. to be very
efficient at damping the oscillatory (high frequency) components of the error while having a
small impact on the smooth (low frequency) ones. Note that in this section the error refers to
the error with respect to the discrete solution of the PDE (e = A~'b — U), not the consistency
error. Such iterative methods are usually very inefficient for solving linear systems because
of their slow convergence on the low frequency components of the error. In contrast the high
frequency components of the error are typically damped after a few iterations, and this is what
makes them a key component of multigrid. Common smoothers include the Jacobi method and
the Gauss-Seidel method with different choices of relaxation patterns (eg. Red-Black ordering).
We will only consider the Gauss-Seidel method with lexicographical ordering.

We define the splitting A = Ay + Ag + A, with Ay the diagonal part of A, A, its lower
triangular part and A, its upper triangular part. The iteration scheme of lexicographical Gauss-
Seidel reads:

MUY = NUF b = UM = MTINUF + M

with M = A; — Ay and N = A, ; or put in more general form:
Uk—‘ru — RVUk + Ru—lb

with R= M~IN.

Now comes into question how efficient smoothers are when a domain is partitioned into
many subdomains. Also, how the number of relaxation steps in each subdomain impacts the
reduction of the high frequency components of the global error.

In the following tests, we will monitor the power spectrum of the global error. The base
grid G is a square Cartesian grid with N x N cells. Assuming each cell is indexed by the pair



94 SOLVING ON COMPOSITE GRIDS [CH.6

Poisson problem, base grid 128x128, mode (k,I)=(63,0) ng
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FIG. 6.8 — Poisson problem: base grid 128 x 128 cells, single relaxation step per subdomain. Initializa-
tion: solution to the discrete PDE perturbed with the mode w(%3). Left: evolution of the error in energy
norm with domain decomposition cycles. Right: normalized power spectrum after several cycles. The
power spectrum ranges from zero (black) to its highest value (white). The horizontal frequencies range
from mode k = —64 to k = 64 and the vertical frequencies from | = —64 to | = 64.

(i,7) € [1, N]?, the 2D Fourier transform of the unknown u;; reads:

1 o
_ o —J2w(ki+lj)/N
U = e E ujje
1<i,j<N

with J = +/—1. The domain decomposition algorithm will be initialized with the solution to
the discrete PDE perturbed with a mode w®) along the horizontal dimension, defined on the
base grid as:

27k
Vi,j € [LN]?, w(; =10sin (z;)

with —N/2 < k < N/2. Its Fourier transform results in two Diracs centered at frequencies
+k/N.

In the first test, we used as initial value a perturbation to the discrete solution with the
mode w(%) on a 128 x 128 base grid partitioned into 2 x 2, 4 x4, 8 x 8 and 16 x 16 subdomains.
On this grid, the mode w(%3) belongs to the highest frequencies. The number of relaxation steps
is set to ¥ = 1 and 10 domain decomposition cycles are performed. With the Poisson problem,
the reduction of the energy norm of the error is made up of two stages. First, a fast decrease
by several orders of magnitude: 4 orders in 10 cycles for the single domain problem, 3 orders
in 4 cycles for the 2 x 2 partition and only 1 order in 1 cycle for the other partitions. Then,
a slow decrease of the energy norm is observed until convergence (up to thousands of cycles).
During the first stage, the high frequency components of the error are damped but at the same
time some low frequency components are created. During the second stage, the total energy of
the error does not change much, but a transfer of energy from the high frequency components
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Advection problem, base grid 128x128, mode (k,)=(63,0) ng Init. Cycle 1 Cycle 2 Cycle 3 Cycle 10
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FIG. 6.9 — Advection problem: base grid 128 x 128 cells, single relaxation step per subdomain. Ini-
tialization: solution to the discrete PDE perturbed with the mode w®®. Left: evolution of the error in
energy norm with domain decomposition cycles. Right: normalized power spectrum after several cycles.
The power spectrum ranges from zero (black) to its highest value (white). The horizontal frequencies
range from mode k = —64 to k = 64 and the vertical frequencies from | = —64 to | = 64.

to the low frequency ones occurs. The influence of the domain partitioning is very noticeable:
after the first iteration, further high frequency modes are created. With 16 subdomains and
more, these additional modes spread over the whole spectrum of the error. In the second stage
for ng > 16, the energy norm is almost steady ; nonetheless the next domain decomposition
cycles do play an important role in the reduction of the oscillatory modes with what seems to
be a transfer of energy from the high frequencies to the low frequencies.

As for the advection problem, the energy norm of the error decreases in less than 10 cycles
to the floating point error. At the same time the high frequency components disappear, new
components are created in the low frequency range of the error.

In the second test, we deal with the influence of the number of relaxation steps v €
{1,2,3,5,10} carried out in each subdomain, i.e. the inner iterations of the algorithm in
contrast to the outer iterations corresponding to the domain decomposition cycles. The same
grid and the same initialization are used, with a fixed partition of 16 x 16 subdomains. Up
to two cycles of domain decomposition, the algorithm is less efficient at reducing the energy
norm of the error when using an increasing number of inner iterations. After three cycles and
more, this trend is reversed. Regarding the spectrum of the error, it appears that more inner
iterations help to concentrate the error in the low frequency components though the gain is not
significant.

As a conclusion of these numerical tests, when smoothing on a partitioned grid, very few
inner iterations (1 or 2) are necessary. The number of outer iterations should be greater or
equal to 2 to allow enough synchronizations between subdomain solutions.
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Poisson problem, base grid 128x128, mode (k,I)=(63,0) v Init. Cycle 1 Cycle 2 Cycle 3 Cycle 10
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FIG. 6.10 — Poisson problem: base grid 128 x 128 cells, partition into 16 x 16 subdomains. Initialization:
solution to the discrete PDE perturbed with the mode (k,l) = (63,0). Left: evolution of the error
in energy norm with domain decomposition cycles for several choices of relaxation steps v. Right:
normalized power spectrum after several cycles. The power spectrum ranges from zero (black) to its
highest value (white). The horizontal frequencies range from mode k = —64 to k = 64 and the vertical
frequencies from | = —64 to | = 64.

6.2 Coarse-fine interfaces

6.2.1 Domain decomposition with non-matching grids

In the previous section, we presented non-overlapping domain decomposition methods for smooth-
ing a level grid partitioned into patches, i.e. a domain decomposition method involving the same

discretization in each subdomain. Coarse-fine interface can also could also be dealt with do-

main decomposition methods, more precisely with the Mortar method. The latter is intended

to couple subdomains featuring different space discretizations. This technique was studied in

a side work to this thesis [118] in collaboration with A. Samake, S. Bertoluzza, M. Pennacchio

and C. Prud’Homme. We never actually used it for AMR and we simply give here the basis of

the its formulation, as it is a relevant technique for coupling coarse grids and fine grids. The

notations introduced hereby hold for this section only.

The mortar finite element method was initially introduced by C. Bernardi, Y. Maday and
A. Patera in [27] as a method for solving domain decomposition problems with different finite
element discretizations in each subdomain. In the original mortar formulation, the transmission
conditions between subdomains were defined through a modification of the original functional
spaces of each subdomain. Later another formulation introduced by F. Ben Belgacem and
Y. Maday [20], which will be considered here, uses Lagrange multipliers defined on a common
trace space at subdomain interfaces to impose the weak transmission conditions. For a given
interface between two subdomains, the Lagrange multiplier is chosen to belong arbitrarily to
the trace space of one of the two subdomains.
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Let us consider the simple Poisson problem

—Au=f inQ
u=0 on 0N

with Q CR", v € H}(Q) and f € L?(Q). The weak formulation of the problem reads:

/Vu-Vv—/fv Vv € HY ()
& &(,_,
v)

a(u,v)

which is equivalent to find u € H}(2) by solving the minimization problem:

1
Jw)= min {- [ |V 2—/ }: in_J
= min {5 [0 [sof = min g0

Now domain €2 is decomposed into two subdomains €2; and 9 i.e. Q = €y U 9y separated
by the interface I' = Q1 N Q. The restriction of the solution u to subdomain €2; is denoted
u; = ul|g,. The minimization problem can now be reformulated as:

J(ur) + J(uz) = min_{J(v1) + J(v2)}

v1,02€E

assuming the following definition for functional space E:
E = {(Ul,UQ) € Hl(Ql) X Hl(Qg) :up =ugonI and u; =0 on 8Qi\F}

This is equivalent [5, Chapter 10] to search uj,us € H'(€2;) x H'(22) and the Lagrange multi-
plier A € H'/2(T") such that:

L(U17U2,)\) = J(ul) + J(UQ) + fF A(ul — UQ)
L(v1,v9,A) < L(ug,uz,\) < L{ur,ug, ) Yoi,ve € HY(Q1) x HY(Q2), Yu € HY(T)

The last term on the right hand side stands for the weak form of the transmission condition
(presently the continuity of the unknown u) at interface I'. The above problem can be approx-
imated by the following saddle point problem:

al(ul, ’Ul) + b(vl, )\) = fl(vl) Vv € H(Ql)
az(UQ, 1)2) + b(Ug, A) = fg(?)g) Yvg € H(Qg)
b(ui, ) — b(ua, ) =0 Vu € HY(I)

with the bilinear forms a;(u,v) = fQZ uv and b(u,q) = [pugq. When discretizing this system of
equations with the finite element method, the Lagrange multiplier must be chosen to belong to
the trace space of the finite element space of €21 or 29, as we assume different discretizations
in each subdomain. For instance to relate the present example to AMR, the meshes of both
subdomains could be Cartesian grids, with the mesh of Qo twice as much finer as the mesh
of Ql.

An example of a four subdomain partition with non-matching grids is given in figure 6.11.
A possible algebraic formulation of the Mortar finite element reads:



98

SOLVING ON COMPOSITE GRIDS

A1 Uy

Bi3

t
1,3

By 5 Bi/s A2

Bza

i
B3 1 Az us
A3,1

¢
B3 o B35 A3

t
Bo/s Bi 4

Ao uo

Bo 3

t
0,3

FIG. 6.11 — Example of Finite Element Mortar domain decomposition.
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The interfaces of a subdomain §2; are denoted by I';, j with j = 1 for the left interface, j = 2 for
the lower interface, j = 3 for the right interface and j = 4 for the upper interface. The jump
matrices B; ; and the discrete Lagrange multipliers A; ; use the same notation. For instance Ag 4
belongs to the discrete trace space associated to {1 on its upper interface I'g 4. In this example,
Q3 hosts all the Lagrangian multipliers at its interfaces while €1 and €25 host respectively the
Lagrange multipliers of their lower and left interfaces.

The main issue with Mortar discretizations is to determine an appropriate preconditioning
to solve effectively the algebraic saddle-point problem arising from the discretization.

6.2.2 Composite discretizations using interpolation

The issue of the discretization at coarse-fine interfaces amounts to define a scheme for computing
edge values of a variable (eg. centered or upwind) or of its gradient on the fine side and on the
coarse side of the interface. A common approach consists in defining a ghost-cell at the fine
level using an interpolation scheme involving neighboring cells. This allows the definition of the
fine edge value with a stencil involving only fine grid cells. The coarse edge values would be
then deduced by averaging the fine edge values.

We first review a few techniques for computing such edge values at the fine level for the
example of an edge normal gradient. Then we give the actual discretization used to computing
centered or upwind values and edge gradients as well in our AMR implementation.
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FIG. 6.12 — Different choices of composite stencils.

Common approaches

When developing a second order Multigrid-SAMR method for the Poisson problem in 2D [100],
D.F. Martin and K.L. Cartwright used the following procedure to compute the fine edge normal
gradient. Let us consider the configuration of figure 6.12. First a quadratic interpolation with
coarse 1D stencil {¢d¢,, Geys Peq b is used to determine intermediate value ) f, i.e. in the present
configuration:

3
32
Note that éf is aligned with ¢, and ¢y,. Quadratic interpolation is used again with the fine
1D stencil {¢¢,, ¢, ¢} to compute “ghost cell” value ¢,

~ ) 15
d)f = 372¢C1 + EQZ)CQ - ¢03

2 8 ~
¢f0 = g¢f2 - ¢f1 + g(bf
3
20

2 1 3
= 5¢f2 - ¢f1 + Zgbcl + §¢7c2 - ¢03

Finally, the normal edge gradient at face o is calculated as:

(Va ¢)f 1,0 — M
f
with h the space step of the fine level. Therefore it yields a 2D stencil, coupling coarse cells and
fine cells. The second order accuracy of this scheme has been verified on the Poisson problem
in [100]. According to the authors quadratic interpolations are compulsory for reaching second
order accuracy. This coarse-fine discretization was also used for cell-by-cell refinement in [110].
Linear interpolation is also often used [50, 97] in place of quadratic interpolation for com-
puting intermediate values. An even simpler choice was proposed in [36, 97|, where only one
coarse cell and one fine cell define the stencil of the normal gradient at o on the fine level side:

(Vo d) 1o Doz — 11

B |x02 - xfl‘

The finite volume scheme was proved to converge in [36] provided the number of non conforming
interfaces is not too large; indeed, the numerical flux is not consistent on non conforming
interfaces. (Note however, such a two point scheme for the flux has the advantage of preserving
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FIG. 6.13 — Composite stencils actually used in our AMR implementation.

the physical bounds [56]). The theoretical convergence result was confirmed by numerical
experiments [36, 97]. One could also improve the computation of the numerical diffusive flux on
non conforming interfaces [54] by shifting the fine faces by an angle o as shown on figure 6.12
(right), and hence obtaining proper orthogonality. This scheme can be very simply implemented
by dividing the measure of the fine face by cosa.

High order discretizations at coarse-fines interfaces were also investigated by some authors,
see for instance [133].

Actual implementation

In our implementation of the SAMR method, we choose to use linear interpolation to define the
intermediate value ¢ ¢ depicted on figure 6.13. Three specific configurations are identified for the
definition of the linear interpolation stencil {¢., ¢~ }. In the regular configuration, the nearest
coarse values are chosen. In the case of a corner, <Z~> ¢ lies outside the stencil, hence an expected
degradation of the accuracy of the scheme. Finally near a physical boundary a fictitious coarse
value ¢ is defined depending the boundary condition. In practice, level grid faces are tagged
whether they are purely internal, on an interface with a coarser level, on an interface with a
finer level or on a physical boundary.

In any case the intermediate value ¢~> ¢ is expressed as:

¢ =ag.+ (1 —a)d,

o = |i; — 2l /|ec — )]
The fine grid normal gradient at face o is then determined by:

b=y
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Likewise, a centered fine edge value is calculated as:

bo; = agy + (1 —a)gy

o =|zo, —Ty|/lwy— Ty

and for an upwind fine edge value:

bo; = agy + (1 —a)gy
a=1 ifugf “Ngp < 0,else 0

For the consistency of the discretization, coarse level edge value are deduced from the average
of the fine level edge values:

|locldo. = Z ’Uf|¢0'f

0yCoc

In our implementation, this procedure is generalized to SAMR grids with any refinement
factor. Several simple tests are used to verify the implementation of coarse-fine discretization,
for instance the Poisson problem, the advection problem, and finally the full projection scheme
given in part I with smooth source terms.

6.3 Multigrid methods

Multigrid methods are very efficient for dealing with diffusion and advection equations, which
need to be solved at each iteration of the prediction-correction algorithm. We give here an
idea of the method when designed for uniform grids, and then turn to a particular choice of
implementation in the case of composite grids, which was adapted from [8, 100].

6.3.1 Multigrid on uniform grids

Gy
If%l < ) I[{:ﬂ

Gri1

FIG. 6.14 — Prolongation and restriction operators on two level grids.

Multigrid methods are best understood with elliptic problems, because of the spectral prop-
erties of elliptic operators though all the following results can be applied to more complex
operators (eg. advection equation, advection-diffusion equation).

Consequently we will consider in this section the discrete Poisson problem (6.1.1) on a square
domain €2 with a hierarchy of Cartesian grids Gy, £ > 1 after the notations introduced in the
first chapter. For the record two grids Gy and G4 are related by a constant refinement factor
Nyt = hpt1/he. Each vector and matrix associated with grid Gy bears the subscript “(¢)”. For
instance, the algebraic problem on Gy states:
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Two intergrid operators are defined: the prolongation operator If“ and the restriction operator
If 1 which are intended to approximate a discrete variable respectively from G, to Gyy1 and
from Gyy1 to Gy. We will define the prolongation operator as a bilinear interpolation and the
restriction operator as a weighted average, though other choices exist.

Historical account

Multigrid methods are iterative methods for solving linear and non-linear problems which take
advantage of the representation of a problem at different space scales. Three ideas are at the
basis of multigrid: the use of smoothers, the correction scheme and the use of a good initial
guess.

Some of these ideas can be traced back to the beginning of the XXth century. Back then,
relaxation methods were very popular among the engineering community to solve linear systems.
Despite their simplicity, they were plagued with a very slow convergence rate and they were
not scalable. One way to improve the convergence of relaxation methods was to find a good
initial guess. In the 1920’s, R. Southwell introduced the idea of using a much coarser auxiliary
grid to compute an approximation to the discrete solution defined on the original grid. Once
interpolated back on the original grid, this approximation would make a very good initial guess.
This was formalized in his 1935 paper [121] and later in [122]. The idea could be further
extended using a set of even coarser grids in order to speed up the computation of initial guess.
It leads to the following algorithm, which starts at the coarsest grid £ = 1 with an initial guess
for u(yy:

SOUTHWELLRELAX (£,u(y))
1 uggy < S(Awy, foyiugy,v) with v >0 and [f) — Agyue)l <e
2: if ¢ < {ax then
3. call SOUTHWELLRELAX(C + 1,7, ™ uy))

It was already a great improvement over the usual practice of relaxation methods. However this
algorithm, which could be classified as one way multigrid [52], did not take full advantage of the
coarser problems. It is only in the 1960’s that the very first multigrid algorithm was introduced,
with the works of R.P. Fedorenko in the case of the Laplace equation (see [62] for numerical
experiments and [63] for an analysis of the algorithm). As outlined in the previous chapter,
smoothers eliminate the oscillatory components of the error in a few iterations but take a lot of
time to converge on the smooth components. Fedorenko proposed to solve the error equation
to eliminate the smooth components of the error, but on a much coarser grid in order to make
this step less computationally expensive: “the computer operating time necessary for this can
be reckoned insignificant.”[62]. The error would then be interpolated back on the original grid
to correct the solution. This cycle is repeated again until convergence. The method proposed
by Fedorenko was using only two levels and it started with £ =2 and r; = f(y):

FEDORENKOMG (4,7(y))
1: repeat

2 U(p) < S(A(g) y T'(0)5 U(Z), V)

3 1) < fuy — Awue

4: if /> 1 then

5 U(g) < U(p) + IgﬁlFEDORENKOMG(f — 1,15717“(4))
6

if £ < lyax then return v,
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7. until [r)| <e

While this algorithm is pretty close to the current form of multigrid algorithms, Fedorenko
did not investigate the effect of intergrid operators nor the correction scheme on the Fourier
components of the error. The ideas introduced by Southwell and Fedorenko were the starting
point of the fundamental work of A. Brandt [31] in the 1970’s which laid the basis of today’s
research on multigrid methods. A standard multigrid iteration reads [52], starting with £ = fyax
and 1y = f.0"

STANDARDMG (£,74))
1: if / =1 then

-1
2 u=AyTe
3: else
4 forizl...,u(g)do
b u@y < S(Aw), T(e);u(z),m)
6 @) < foy — Awwe
7 wey < ugy + Zf_1 STANDARDMG (£ — 1.7, 'r(p)
8 U( ) — S(A(g) ( ) (Z), 1/2)

return v )

Different variations of the algorithm are obtained with different choices for p.

Interpretation

Let us write the simple two level multigrid cycle with no post-smoothing:

TWOLEVELMG (u(y))
1: U(2) — S(A(Q), (2 );U(Q),I/)
2 1) = Jo) ~ Adpyue)
3: Uy A( )1'27“( 2)
4 u(z) < Uz) + Tiuq

At the fine level ¢/ = 2, v smoothing iterations are performed on the original linear system
Apyu(2) = f(2), starting with the provided initialization for w(). Then the residual 7y is
transfered to the coarse level ¢ = 1 with the restriction operator Z, providing the right hand
side to the coarse level error equation. Upon solving the error equation, the error w(q is
transfered to the fine level with the prolongation operator Z? to correct the solution u(y).-

The v smoothing iterations eliminate the high frequency components of the error to the
solution u(z). On the other hand, the direct resolution at the coarsest level (line 3) ensures that
the remaining low frequency components of the error are completely removed.

To conclude, the definite features of multigrid methods are the nested nature of the smooth-
ing of the different components of the error and the coarse-grid correction procedure. Multigrid
methods are scalable and SAMR grids provide a natural framework for these methods.

6.3.2 Multigrid on adaptive grids

Multigrid-AMR algorithms

Multigrid methods extend intuitively to SAMR, grids. The residual at a given level is not
defined solely with respect to the finest level. Rather the residual is composite in that the
regions of Uy, <¢<y,{¢ are somehow associated to a multigrid process between the corresponding
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FIG. 6.15 — Example of multigrid-AMR algorithm with a two levels of refinement.

overlapping regions of level grids for levels £ € [¢1, ¢3]. A SAMR multigrid V-Cycle can be viewed
as several classical multigrid V-Cycle coupled at coarse-fine interfaces through the definition of
the residual of the original problem. A example of such procedure is illustrated on figure 6.15.
In practice, depending on the type of discretization, on the use of time refinement or not, several
complications may arise.

The possibility of extending multigrid methods to locally refined grids was first pointed by
A. Brandt [31, pp. 359-360]. Regarding the present class of SAMR methods, earliest works
include [6] where a multigrid-SAMR extension of a “particle-particle particle-mesh” method for
finite difference discretizations was introduced. This served as a basis of the multigrid-AMR
solver proposed later by D.F. Martin and K.L. Cartwright [100] for solving elliptic problems on
finite-volume discretizations. Our multigrid-AMR solver — presented hereafter — is actually a
simplification of the original algorithm of the latter authors.

Multigrid-AMR algorithms based on the original aforementioned methods were involved for
solving complex problems including, but not limited to the incompressible Euler equations [101],
high order elliptic problems [16], the variable density Navier-Stokes equations with time refine-
ment [7] and two-phase flows in porous media [107].

Implemented algorithm

We now describe the Multigrid-AMR algorithm as it was implemented in our numerical code,
given under a simplified form hereafter. The “RelaxLevel” function is a recursive function which
performs a complete V-Cycle for solving a linear system, itself obtained from the discretization
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of a hyperbolic or elliptic partial differential equation on the composite grid:
Au=1b

Within the grid hierarchy, each patch €y ; at level £, £ < £, features a local version of this
linear system:
Agiug; = be

The linear system sys={Ay;, by} is assembled by function “asbOpr(sys,var,compwe,compcf)”.
The latter always take into account the physical boundary conditions attached to variable “var”
which are set by function “setPhysGC(var)”. The discretization at interfaces with the finer
level (located inside the patch) is taken into account when “compwf” flag is activated. Likewise
interfaces with the coarser level (located at the boundaries of the patchs) are accounted for
if “compwc” is activated. In practice the linear system “sys” is never fully reassembled, only
relevant rows of the linear system are redefined.

The “RelaxLevel” function is intended to be called first from the finest level, i.e. RelaxLevel({yax,
Ndd, Msm)- At the finest level, the algorithm first computes the residual of the current level ry;
(lines 9 to 14). This residual is defined with respect to the composite problem, i.e. both inter-
faces with the coarser and the finer level are considered. Prior to the calculation of the residual,
the ghost-cells of all level variables u,; are synchronized with “synAll” function (line 10).

The error equation of the current level is then relaxed (lines 17 to 26). The outer loop
controls the number of iterations of the ghost-cell domain decomposition technique, set to ngq-
The inner loop over each patch of the level performs ngy local relaxations with a Gauss-Seidel
smoother. The linear system associated with the error is coupled with the coarser level only
and is provided with homogeneous Dirichlet conditions. Once the error is relaxed on €2y ;, the
ghost-cells of each neighboring patches are updated with “synFromSrc” function (line 26). At
the end of the level relaxation procedure the main unknown is updated (lines 28 to 30).

After that, the residual of the coarser level is calculated. First, the residual of the original
problem over the non-overlapping region is defined (lines 31 to 33). Therefore, the linear system
line 35 is assembled for the composite problem, i.e. by taking into account both the interface
with coarser and finer levels with respect to level £ — 1. This amounts to start a new multigrid
cycle on the subset of the coarser level which does not overlap with the current level. In practice,
this coarser residual is defined everywhere on the coarser level. Indeed, on overlapping regions
between the current level and the coarser level, the coarser residual will feature the residual of
the error equation of the current level (lines 34 to 38). This correspond to a continuation the
multigrid cycle started at the current level or at a finer level if applicable.

Once the coarser residual is defined, the same operations are executed recursively up to the
coarsest level. At the coarsest level (¢ = 0), the error equation is solved directly up to machine
precision (lines 1 to 7). The V-Cycle then continues down to the finest level again, by importing
the correction calculated by the coarser levels to improve the solution (lines 40 to 49).

RELAXLEVEL({, ngqd, Nsm)
1: if /=0 then
2 asbSys(sys={A4y, by}, var=ey)
3 by <+ 1y
4: solve(sys={Ay, b¢}, var=ey)
5 Up <— Up + €y
6 setPhysGC(var=uy)
7 setPhysGC(var=ey)



106 SOLVING ON COMPOSITE GRIDS [CH.6

8: else

9: if / = (a2 then

10: synAll(var=(ue;:)c, ,ca,)

11: for Gy; C Gy do

12: asbOpr(sys={A¢;, be;}, var=uy;, compwc=T', compwf=T")
13: Tei < Sei — (Agituei — bey)

14: e <0

15: ZALZJ' — Up VGZ,Z' C Gy

16: €r—1,i < 0 VGg_lyi C Gy_q

17: repeat ngq times

18: for GM C Gy do

19: asbOpr(sys={A¢;,be;}, var=ey;, compwc=T, compwf=F)
20: ré,i T — (A&ieg,i — bgﬂ')

21: bei < 1y,

22: ey, <0

23: répeat Ngm times

24: smooth(sys={A;, be;}, var=e} ;)
25: eri < €eri+ €, 7
26: synFroerc(Vér:eg’,-)

27: setPhysGC(var=(es;)a, .cq,)

28: Up; < Up; + €y VGM c Gy

29: synAll(var=(u¢;:)q, ;cc,)

30: setPhysGC(var=(us)q, ;cq,)
31: for Gg_l,i C Gy_1 do

32: asbOpr(sys={A¢_1,br—1,}, var=uy_1 ;, compwe=T", compwf=T")
33: To14 4+ Soe—14 — (Ae—1iue—1i — be1,)

34: for GU C Gy do

35: asbOpr(sys={A¢;, be;}, var=ey;, compwc=T, compwf=F)

36: Té,i T — (Af,ieé,i — bgﬂ')

37: for Ggfl’j C Gy_q s.t. Gg,Lj N Gg}i %+ {(Z)} do

38: rf—l,j|Gg,¢ﬂG[,1,j — rest(var:rzi, SetIGgyi N Gé—l,j)

39: RelaxLevel(¢ — 1,44, Nsm)

40: for GU C Gy do

Al: ep; <0

42: for Gg_Lj C Gy_q s.t. Gg_Lj NG % {@} do

43: ezﬂ-lgm.m(;[_l’j — e;z,z“Ge,mGe_l,j + intp(var=e;_ j, set=Gp; N Gy_1 ;)
44: eri = er; + ey,

45: Up; = Ug; + €p;

46: synAll(var=(e¢:)q,;cc,)

47: setPhysGC(var=(esi)qG,,cq,)

48: synAll(var=(u¢;:)q, ;cc,)

49: setPhysGC(var=(us;)q, ;cc,)
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Compressible Euler equations

The pressure-correction algorithm presented in part I straightforwardly to AMR if no time
refinement is involved. A simplified form of the algorithm implemented in our code is presented
below.

The prediction step is performed by solving the equivalent composite problem to (4.2.3) with
the multigrid AMR algorithm formerly introduced (lines 5 and 6). The non-linear projection-
correction step is carried out with a fixed point procedure. Though less robust than Newton’s
method, it was found to converge with no more than 5 iterations in our numerical tests. Within
these inner iterations, the density and the energy balance are solve on the AMR hierarchy
(lines 22 to 23).

Once the resolution of the problem is completed for the current timestep, the adaptive grid is
regenerated according to the new state of flow variables (line 25). The newly calculated solution
is transfered to the new hierarchy (line 26) either through a direct copy of cell values (eg. if
an old patch and new patch overlap) or by using a bilinear interpolation of coarser cell values
from the old AMR hierarchy. The linear system of each patch are also reinitialized (line 27).
The latter remain unchanged during a complete timestep at the exception of the rows affected
by the coarse-fine discretization.

SOLVEEULER

1 init AMR()

2: initGrid()

3: initOpr()

4: while t < tgn, do

5: solvePredUx()

6: solvePredUy()

T: setBC(var=u,, physbc=T, compwc=T", compwf=T)
8: setBC(var=u,, physbc=T', compwc=T", compwf=T")
9: setBC(var=p, physbc=T, compwc=T, compw{=T")
10: R + ... according to (1.3.8)

11: p* < ... according to (1.2.14d)

12: synAll(var=p*)

13: 10

14: while (i =0 or |6p|r., > ¢€) or (i < 50) do

15: 11+ 1

16: ul < ... according to (4.2.4)

17: Uy < ... according to (4.2.4)

18: synAll(var=u?)

19: synAll(var=uy)
20: setBC(var=u?, physbc=T, compwc=T, compwf{=T)
21: setBC(var=uy, physbc=T, compwe=T', compwf=T)
22: solveDensity()
23: solvelnternalEnergy ()
24: p* « ... according to (1.2.14d)
25: regrid()
26: reinitAMR()
27: initOpr()






CHAPTER 7

APPLICATION TO COMPRESSIBLE FLOWS

In this chapter, three numerical tests are carried out in order to assess our adaptive pressure-
correction scheme on shock hydrodynamic problems. The first section is dedicated to a 2D
Riemann problem already tested in part I on an uniform grid. The second section addresses
a more complex problem with Mach reflections. Mach reflection were originally discovered by
Ernst Mach in the late 1870’s. A large body of research on this phenomena was initiated
during Manhattan Project [68] and it constitutes nowadays a well-documented and challeng-
ing benchmark. The numerical calculations performed in this chapter will ultimately give an
appreciation on the suitability of our adaptive pressure-correction scheme for the weakly and
highly compressible flow problems in nuclear reactors.

The numerical method presented in the three previous chapters was implemented in our
numerical code MNFD, specially created for the purpose of this work. All the numerical results
were post-processed with Vislt visualization software [41], using in our code the HDF5 format
with a hierarchy compatible with the import format for Chombo AMR code [1] in Vislt.

7.1 2D Riemann problem

7.1.1 Problem setting

This preliminary AMR test deals with the 2D Riemann problem 12 presented in part I. Three
levels of refinement are used, reaching a space resolution of hg = 1/400 at the finest level with
a refinement factor n..s = 2. The refinement criteria is based on the variations of the density.
A cell K belonging to the level grid Gy is flagged for refinement if the following condition is
satisfied:

Léﬂ/\%();{) lpx — pr| > he - € (7.1.1)

with € = 1. The adaptive grid generation algorithm presented in chapter 5 is used with the

“standard Laplacian” for edge detection. The efficiency is set to emin = 0.6 and the shape of
the patches is controlled by parameters rvmin = 0.3 and vmin = Imin = 0.

The compressible Euler equations are solved with the Multigrid-AMR, method presented in
Chapter 6. The stopping criterion for the multigrid solver is 107° on the absolute L* norm of
the composite residual. In each multigrid solve, the smoothing procedure on level grids consists
in three outer iterations over all the patches, with for each patch two smoothing steps (Gauss-
Seidel) with synchronization of ghost-cell values. The iterations of the fixed point procedure
for the non-linear projection-correction step end when the absolute L norm of the pressure

109
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FIG. 7.1 — Top to bottom: isopycnics (30 values) with a streamline leaving from (0,0), iso-values of
A =p/p"” (30 values) and pressure field at t = 0.25 with the patches of the three levels of refinement.
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FIG. 7.2 — Top: close up view of the pressure field belonging to the level grid of the second level of
refinement. The red lines indicate the boundaries of the patches belonging to the third level of refinement.
Bottom: pressure profile at t = 1005t (in red) and t = 2008t (in blue) along the line delimited by the
two arrows in the pressure fields. For the record the timestep is 6t = 1.25 x 1073,

increment with respect to the fixed point iterations is below 1072, Finally the outer iterations
in time have a timestep tied to the finest grid step size as 6t = h3/2 = 1.25 x 1073,

7.1.2 Numerical results

The results of the AMR simulation are compared on figure 7.1 to the numerical results obtained
in part I with the same problem. The latter were calculated on an uniform grid of space step
= 1/400. The adaptive solution features the two static contact waves and the two straight
shocks moving to the top right corner of the domain. Two bow shocks grow between the contact
waves and the straight shocks. A jet is produced at the center of the domain towards the lower
left corner. The isopycnics confirm the symmetry of the solution. The three levels of refinement
are also symmetric, and they are concentrated at shocks, contacts and around the jet. Despite
the increase of resolution (factor 6 between the finest level and the base grid) shocks are poorly
calculated, which is quite unexpected for the two straight shocks present at initialization. The
jet grows as expected, as evidenced by the trajectory of the streamline leaving from the center
of the domain (blue line on figure 7.1).
However the main issue in this test is not the lack of resolution at shocks but the presence
of spurious pressure oscillations which grow in amplitude with time. This numerical noise is



112 APPLICATION TO COMPRESSIBLE FLOWS [CH.7

located along the two contact waves and is visible on the contours of A = p/p?. Figure 7.1
shows the pressure field on the second level of refinement (hy = 1/200). The boundaries of
this second level are either physical boundaries or coarse-fine interfaces with the first level of
refinement. The patches of the third level of refinement help to locate the coarse-fine interfaces
with the latter. The spurious pressure modes are located solely on the composite grid of level 2,
which has only one cell in height.

A comparison of the pressure profiles on the composite grid at ¢ = 1006t and ¢ = 2000t shows
that the numerical disturbance grows in amplitude and is propagated along the contact wave to
the domain boundary. It seems to originate from a “triple corner”, i.e. a location at x = —0.11
where three corners from different levels are separated by only one cell. We believe the specific
coarse-fine discretization at this corner is responsible for the generation of this numerical noise.
Such spurious oscillations were never observed on further AMR tests of the same problem using
a single level of refinement. This issue could be addressed by imposing a buffer of at least two
cells between successive levels of refinement.

7.2 Double Mach Reflection

7.2.1 Introduction

In this section we present numerical simulations of a Double Mach Reflection problem (DMR)
using the all-Mach solver and the SAMR method respectively introduced in parts 1 and 2. The
problem under consideration is a shock diffraction with a concave corner. Depending the Mach
number Mg of the shock, the heat capacity ratio v of the fluid and the angle 6 of the corner
different complex structures unfold. In our case this will be a Double Mach Reflection of type
“DMR+"” with an attached shock, resulting from the interaction of a straight shock at Mg = 10
of an ideal diatomic gas with a corner inclined by 6 = 30°.

In 1989, M.J. Berger and P. Colella presented the first adaptive mesh refinement algorithm
applied to the DMR problem [25]. The compressible Euler equations were solved using a second-
order Godunov-type scheme [45]. The adaptive mesh refinement method was based on the
patch-based AMR algorithm introduced by M.J. Berger and J. Oliger in [26]. The second order
accuracy in space and a refinement factor of 4 on two levels allowed the authors to perform
numerical simulations of the DMR problem at a resolution never reached before. A triple Mach
stem configuration was observed for the first time for the DMR problem with low ~.

Since then DMR has become a standard benchmark for assessing numerical codes for com-
pressible flows [130] and in particular AMR codes. Indeed the physics of DMR are rather
well understood nowadays [21, 78, 93] both qualitatively (eg. shock configurations) and quan-
titatively (eg. shock polars) and have been largely studied both through numerical simula-
tions [130, 69, 46] and physical experiments [22, 23, 46]. Moreover for the former the most
complex flow structures are only solved beyond a certain level of accuracy, which makes this
benchmark especially relevant for testing adaptive resolution methods.

In the original work of M.J. Berger and P. Colella [25] the numerical method was second
order in space and the finest level had a space step of hg = 1/320. In contrast our all-Mach
pressure correction scheme, presented in the first part of this thesis, is only first order in space
and in our simulations, the space step at the finest level is hy = 1/1600. Our objective is to
first evaluate the relevance of our numerical method with respect to the physics of DMR, then
to determine how close to [25] — where a five times coarser grid is used — the results of our
first order method can be.
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In a first section, we recall some background knowledge on shock wave diffraction which will
be at the basis of the analysis of our numerical results. Then a comparison of the simulation of
the DMR problem on adaptive grid and uniform grid is presented. Finally a refined simulation
of the DMR problem with adaptive refinement on the two Mach reflections is analyzed.

7.2.2 Shock diffraction

FIG. 7.3 — Shock systems for a RR, SMR, TMR and DMR. Solid line is a shock wave, dashed lined
is a contact wave. The subsonic regions in the self-similar frame of reference are in light blue. The
pseudo-streamlines of states (1) and (2) are in blue ; note that the former converge to point A.

Introduction

When a straight shock of Mach number Mg with uniform induced flow (ug,p2, p2) moving
through still air (p1, p1) encounters a concave corner with angle 6, the shock wave diffraction
at the apex creates a complex self-similar structure which grows along the corner wall. Shock
diffractions can be of four types [95], all represented on figure 7.3 : Regular Reflection (RR), Sin-
gle Mach Reflection (SMR), Transitional-Mach Reflection (TMR) and Double Mach Reflection
(DMR). G. Ben-Dor and I.I. Glass proposed in [22, 23] an empirical delimitation of the domains
of these four shock diffraction in the (Mg, #) plane, reproduced on figure 7.6 for a diatomic gas.
A large body of studies is dedicated to the transition criteria between these different shock
diffractions, see for instance [21] and references therein. Two specific frames of reference will be
used, in addition to the laboratory frame of reference: the self-similar frame, more adapted to
the study of the physics of shock diffraction globally, and the frame of reference attached to a
triple point, more relevant for analyzing locally the corresponding oblique shock configurations.

The self-similar frame is defined through the change of variables (z,y,t) — (£,7n,() with
& =ux/t, n = y/t and ¢ = t. In this frame of reference instead of u we use the pseudo-
velocity 1 = u — [z/t,y/t]'. As a result in a constant state, the uniform velocity field u in the
laboratory frame of reference will be radial in the self-similar frame of reference, with center the
point (ug, uy). The corresponding pseudo-Mach number is denoted M = |i|/a, with a = \/vp/p
the speed of sound. Solving the compressible Euler equations (1.1.2) in the laboratory frame is
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equivalent to solving the following stationary hyperbolic system in the self-similar frame [120]:

div(pt) = —2p in Q (7.2.1a)
div(pi ® ) + Vp = —3pt in (7.2.1b)

—~ (/1
div <<2p\ﬁ\2 + pe +p) ﬁ) = —2(p|a|* + pe + p) in (7.2.1c)
p=>0,e>0,p=(y—1)pe (7.2.1d)

with div and V the divergence and the gradient operators defined in the (£,7n) coordinate
system. This system of equations is identical to the steady compressible Euler equations with
the addition of source terms (—2p), (—3pti) and (—2(p|@|?> + pe + p)) respectively in the mass
balance, in the momentum balance and in the total energy balance. An extensive analysis of the
self-similar Euler equations in the context of shock diffraction is found in references [120, 83].

Deflection vs Reflection

As depicted on figure 7.4, a shock diffraction develops from the interaction between of two
phenomena [93, 95, 78] : flow deflection and shock reflection. Upstream at the wedge apex A,
a bow shock (b) deflects the flow along the corner wall. The bow shock can be either attached
or detached at point A. It generates compressive (resp. expansive) waves towards state (3)
when py < p3 (resp. pg > p3). Downstream a shock reflection occurs with incident shock (7).
The most simple reflection is the Regular Reflection (RR). As shown on figure 7.4 (right) the
deflection of the streamline through the reflected shock of a RR ensures that the flow still
verifies the wall boundary condition. In addition to the classical [92] limitation on the incidence
angle «, such reflection can only subsist without the influence of the pressure perturbations
from the apex, i.e. the flow is supersonic in region (0) in the self-similar frame (see figure 7.3).

FLOW DEFLECTION 7SHOC}< REFLECTION
@
b/ ©
0
A
Attached shock
® /o
(0)
0
A
Detached shock
Mach Reflection

FIG. 7.4 — Single Mach Reflection (center) ; flow deflections (left, laboratory frame of reference) and
shock reflections (right, local frame of reference). Solid line is a shock wave, dashed lined is a contact
wave.
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As suggested in [79] if the flow in region (0) is subsonic in the self-similar frame, a length
scale — that could be for example the distance [AR] — is communicated to the RR which turn
to a more complex shock system. The reflection point R is detached and a third shock called
Mach stem (m) links the reflection point to the wall at point I. The reflection now takes places
at triple point T, located at the intersection between the three shocks. Another consequence of
the pseudo-subsonic speed of the flow is the continuous curvature along the bow shock and the
reflected shock at T', the latter being straight (see figure 7.4, right) without the influence of the
compression waves [95]. This complex shock configuration is called Mach reflection, after Ernst
Mach who discovered it in 1878 (see [89] for a historical account). A SMR is a shock diffraction
featuring only a Mach reflection.

Note that the Mach stem has a finite length in contrast to (i¢) and (r), which is directly
related to the length scale communicated to it [75]. Unsurprisingly (m) is perpendicular to the
wall so that the streamlines close to the wall verify the boundary condition. The incoming flow
from state (1) reaches the region left to T" either through the two shocks (i) and (r) or through
shock (m). The two flows from these two paths have different velocities, hence the appearance
of a contact discontinuity — named slipstream or vortex sheet. The slipstream (s) splits the
region left to T' into state (3) and state (4).

Towards TMR and DMR

When the flow in state (3) becomes supersonic in the self-similar frame, the pressure pertur-
bations coming from the apex through the subsonic channel of region (0) stop at the sonic arc
delimiting states (0) and (3) in figure 7.3, middle right (see [95, 93]). This arc intersects with
the reflected shock (r) at point K. Therefore (r) stays straight up to point K. Left to K the
shock is curved under the influence of pressure perturbations in the subsonic channel. When the
latter are of compressive type this shock diffraction configuration is called Transitional-Mach
Reflection' (TMR).

If the compression waves converge to form a shock wave — denoted (') in figure 7.3 — a
second Mach reflection arises, defined by triple point 7”7, incident shock wave (r), reflected shock
wave ('), Mach stem (m') and slipstream (s’). This shock diffraction pattern is named Double
Mach reflection® (DMR). It was discovered in 1951 by D.R. White [129]. When the angle x
associated to T is lower than the angle y associated to T”, we have a DMR+ diffraction [21] (see
figure 7.5). When the first slipstream reaches the wall it is being “rolled” towards the Mach
stem, because of the compression waves. A jet is created in region (4), which has an impact on
the curvature of the Mach stem. An extensive study of the wall-jetting effect is found in [75].

Modelling DMR

For analysing the interaction between the flow deflection at A and the shock reflection at I it is
very convenient to use the self-similar frame of reference. In this self-similar frame of reference
regions (0), (5) and (5) are subsonic while region (3) is supersonic. As explained previously,
shock (r') is created by the compression waves coming from the apex. In self-similar frame these
pressure signals are not coming from A but from A3 = A+ us. In this stationary problem their
farthest reach is determined by a3 (the speed of sound in state (3)) i.e. by the arc of center As

!'TMR is also referred to as Complex Mach Reflection (CMR) and Transitional-Irregular Reflection (TIR)
*DMR is also known as Double Irregular Reflection (DIR)
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and radius az. Using a simple geometrical construction introduced by H. Li and G. Ben-Dor
for TMR, it is possible to determine us and therefore predict the position of this arc.

First Mach reflection, frame of reference of T

FIG. 7.5 — Modelling DMR. Left: geometric construction (in red) for locating the leading pressure
disturbance (in green) in the self-similar frame of reference. Right: notations for oblique shock (in red)
refractions in the two triple shock systems.

Let us focus on the refraction at shock (r) (figure 7.5) between states (2) and (3). According
to classical oblique shock theory [92] incident velocity uy and refracted velocity us at shock (r)
have the same tangential component. As a result the vector ug — uy is orthogonal to (). On
figure 7.5, point A3 will necessary be on the line perpendicular to (r) passing through As. Now
let us switch to the self-similar frame: in the radial velocity field @iz in state (3), which originates
in As, we know that the streamline passing through 7" will be tangent to the slipstream (s).
Thus A3 will be at the intersection between the line coincident to the slipstream (s) and the
line perpendicular to (r) passing through A,.

Now we turn to the local Mach reflection at the two triple points. The flow being self-similar,
triple points 7' and 7’ move with a constant radial direction from A with respective angles y
and X’ defined on figure 7.5. The distances between A and the projections of 7' and 7" on the
x-axis are denoted Ly and Lyv. Point T is tied to the incident shock (i) hence:

LT = ]uS]At

or Ly = |ug| in the self-similar frame. Regarding the trajectory of the second triple point,
the Law-Glass assumption states that point 7" travels with the speed us of the incident shock
induced flow:

Ly = |ug|At

A physical justification of this assumption is found in [93]. A major concern over this approach is
that it does not take into account the compression waves generated by the deflection [95], which
is the very phenomenon causing the curvature reversal at 7. Another approach was proposed
by H. Li and G. Ben-Dor in 1995 [95]. It consists in applying the general triple shock theory
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to the two Mach reflections of DMR. This requires a stationary shock system, hence the use of
the frame of reference attached to a triple point. This yields a complex non-linear system, the
resolution of which gives access to all three thermodynamic states, oblique shock angles and the
trajectory angle of the triple point. Instead, we will rather verify individually classical results
for the contact discontinuity and the three oblique shocks of each Mach reflection. For the
contact discontinuity, the slipstream matching condition from the triple shock theory states [21]
in the frame of reference of the triple point:

bi = Dj
{0]- — 0. — 0, (7.2.2)

referring to the notations of figure 7.5, with 6 the deflection angle. For the Mach reflection at T',
we have ¢ = 3, j = 4 and k = 2 and at triple point 77,4 = 6, 7 = 5 and k = 3. The second
equation of condition (7.2.2) ensures that the streamlines deflected by the Mach stem and on
the other hand by the incident shock and the reflected shock are parallel. As for the three
shocks of each Mach reflection, classical oblique shock theory [92] gives the deflection angle 6;
and the thermodynamic state (pj, p;, M]) behind the shock wave in the frame of reference of
the triple point:

2y o

pj = pi (1 + poare 1 ( 7 sin’ ¢ — 1)) (7.2.3)
24 (M?sin ¢; — 1

P, <1+ (M; = ‘fﬂ ) ) (7.2.4)
(v = 1)M7 sin® ¢; + 2

N -1
+1)M?
tanf; = [tan b; (2(]\22(5112 ¢J) ~ 51 - 1)] (7.2.5)

24 (y —1)M? M2 cos? p; V2
M = ( 7 iy ’ : ) (7.2.6)

2y M2sin2g; — (Y — 1) 2+ (v — 1)MZsin? ¢,

referring to the notations of figure 7.5, with ¢; the incident angle, 6; the deflection angle and
M; the Mach number in state (i) with respect to the triple point. The values of (i, j) for each
shock are given in the tables of figure 7.5.

7.2.3 Problem setting
Physical problem

The DMR configuration to be solved is defined in [130]. We recall here the geometry, the
physical problem and the implementation of the boundary conditions as given by the authors.
The computational domain 2 x [0, 7] with Q = [0,4] x [0,1] and T' = 0.25 (see figure 7.6). The
angle of the corner is # = 7/6. In order to avoid the complications of the wedge geometry, the
wedge wall is taken horizontal and the incident shock is turned by an angle #. The half-line
along the x-axis of figure 7.6 starting at xg is the a’-axis of the wall in figure 7.4.

A shock with angle o = 7/2—6 and Mach number Mg = 10 moves through still air (y = 1.4)
with density p; = 1.4 and pressure p; = 1 hence a shock speed of |ug| = 10. The post-shock
state is determined by the Rankine-Hugoniot jump conditions. The shock reaches the apex
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A = (20,0) of the wedge at ¢t = 0. The initial conditions are therefore defined as:

Pre-shock state
x>z +ytand

Post-shock state
x <zo+ytand

gy = 0 Uzo = 8.25cos(h) (7.2.7)
Uy, = 0 Uy, = —8.25sin(6)

Pl = 14 P2 = 8

o =1 py = 1165

The left boundary has inflow boundary conditions. The lower boundary for z < zg and the
right boundary have outflow conditions. Regarding the upper boundary condition, an artificial
boundary condition is set to follow the shock as it moves to the right of the domain. The
intersection point between the shock and the upper boundary moves at speed |ug|/ cos(f) and
is located at zg(t) = xo + tan(f) + |ug|/ cos() t. This results in the following set of boundary
conditions:

z=0and y € [0,1]
Uy = 8.25 cos(0)
uy = —8.25sin(d)
p =14

x € [0,z9] and y =0
p=116.5

x € [0,zg(t)] and y =1
ugy = 8.25 cos(0)

x=4and y € [0,1] uy = —8.25sin(0)
p=14 p =14

p =116.5

(7.2.8)

x € [zg,4] and y =0
V(ug) =0 z € [z5(t),4] and y = 1
Uy =0 Uy =0
Uy =0

Numerical method

Our objective is to have an increased spatial resolution for shock waves, contacts waves and
for the jet as well. The first AMR test — presented in section 7.2.4 — features two levels of
refinement both determined with criteria (7.2.9). The refinement factor is n,f = 2 and the
finest level step size is he = 1/200. Instead of focusing of the whole domain we may rather
assign all the computational effort to increase the resolution at the two Mach reflections. In the
second AMR test featured in section 7.2.5 two levels of refinement are used but the first level is
defined by the arbitrary window of refinement (7.2.10) encompassing the two triple points. The
second level of refinement is generated using criteria (7.2.9). The refinement factor is nys = 4
and the finest level step size is ho = 1/1600.

The first refinement criteria is based on the variations of the density. A cell K belonging to
the level grid Gy is flagged for refinement if the following condition is satisfied:

- >e-h 7.2.9
Jmax lpw = pul > e he (7.2.9)

with € = 1 in the test of section 7.2.4 and € = 50 in the test of section 7.2.5. The second refine-
ment criterion defines an arbitrary window of refinement focused on the two Mach reflections.
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FIG. 7.6 — Left: shock diffraction domains for a diatomic gas, reproduced from [22]. Solid curves are
the boundaries of different shock diffraction domains. Below the dashed curve the bow shock is attached,
above it detached. The blue mark matches the parameters of the benchmark. Right: domain for the
DMR problem to be solved under such parameters.

This window is moving with triple point 7". The latter speed is |ur| = |ug|/ cos(f + x) and its
space coordinates are:

x7(t) = xo + |ur| cos(x)t

yr(t) = [up|sin(x)t

An empirical determination of x yields z7(t) = xo + 12.8¢ and yr(t) = 2¢t. A cell K belonging
to the level grid Gy is inside the window of refinement at time ¢ if the subsequent condition are
verified:

x> xp(t) — max(a, (xp(t) — x9)/4)

yr >0

g <axp(t)+a

yx <yr(t)+a

(7.2.10)

with @ = 0.15. In the original work [25], a window of refinement was also used for the first level
but it constantly covered the height of the domain so that the incident shock would not cross
any coarse-fine interface in contrast to our refinement strategy. The impact of this choice will
be discussed in section 7.2.5.

The adaptive grid generation algorithm presented in chapter 5 is used with the “standard
Laplacian” for edge detection in the clustering algorithm. In the test of section 7.2.4 the
efficiency is set to emin = 1. In the test of section 7.2.5 the efficiency is set to emin = 0.5. It was
chosen not to add any restriction on the shape of the patches, i.e. rvmin = vmin = Imin = 0.

Once the composite grid has been generated, the compressible Euler equations are solved
with the Multigrid-AMR method presented in Chapter 6. The stopping criterion for the multi-
grid solver is 10719 on the absolute L> norm of the composite residual. In each multigrid
resolution, the smoothing on each level consists in three outer iterations over all the patches,
with for each patch two smoothing steps (Gauss-Seidel) with synchronization of ghost-cell val-
ues. The iterations of the fixed point procedure for the non-linear projection-correction step
end when the absolute L> norm of pressure increment with respect to the fixed point iterations
is below 10712, Finally the outer iterations in time have a timestep tied to the finest grid step
size as 0t = hy/40 = 1.25 x 10~ in the test of section 7.2.4 and as 6t = hy/20 = 3.125 x 107>
in the test of section 7.2.5.
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7.2.4 Adaptive and uniform grid solutions

The aim of this first test is to compare two numerical simulations of the DMR problem, one with
adaptive mesh refinement — as described in the foregoing section — and one with an uniform
grid using the space step ho = 1/200 of the finest AMR level. The uniform grid solution will
stand as a reference to assess the accuracy of the adaptive solution.

Self-similar solution

The evolution of the solution in the self-similar frame of reference is given in figure 7.7. In both
solutions the isopycnics allow to identify clearly the incident shock (i), the reflected shock (r)
connected to the attached bow shock (m’) through a curvature reversal and the Mach stem (m).
Triple points can be therefore located accurately and they appear to be perfectly aligned in the
self-similar frame at different timesteps (see green lines in figure 7.7). This confirms the self-
similarity property of the numerical solution with both adaptive and uniform grids.

Regarding the flow inside the diffraction pattern, the base grid in the adaptive solution (with
space step hg = 1/50) is unfortunately too coarse for our first order pressure-correction scheme:
the variations of the density are too loose to trigger the aforementioned refinement criterion.
Thus only the uniform grid solution features the reflected shock (r') and the slipstream (s).

The comparable sharpness of shock waves (i), (r), (m') and (m) in both adaptive and
uniform grid solutions is misleading. Indeed the adaptive solution features a small though not
negligible error in the computation of these shocks. In the uniform grid solution, triple points
are located at T' = (12.75,2.04) and 7" = (10.37,1.98) while in the adaptive grid solution we
have T' = (12.69,1.94) and 7" = (10.53,1.94). We believe that this is difference is caused by
the difference of resolution in region (0) U (3) U (4) U (5) U (6), i.e. ha = 1/200 for the uniform
grid solution and hy = 1/50 for the adaptive grid solution.

Local refinement

The evolution of the number of unknowns for the adaptive grid calculation is compared to the
number of unknowns for the uniform grid case. The ratio between the two is given in the last
column:

Time  Level 0 Level 1  Level 2 Composite  Total Ratio

0 10000 1028 2408 1.3x10* 1.3x10* 0.08
2508t 10000 1632 5072 1.5 x 10* 1.7 x 10* 0.10
5005t 10000 2160 6776 1.7x10* 1.9 x 10* 0.12
7505t 10000 2684 8344 1.8 x 10* 2.1 x 10* 0.13

10005¢ 10000 3104 9704 2.0x10* 2.3 x10* 0.14
12505t 10000 3596 11240 2.1x10* 25x10*  0.16
15005t 10000 4120 12896 2.3x10* 2.7x10* 0.17
175068t 10000 4620 14456 2.4 x10* 29x10* 0.18
20006t 10000 5160 16184 2.6 x 10* 3.1 x10*  0.20

TAB. 7.1 — Evolution of the number of unknowns in adaptive and uniform grid calculations.

At t = 20000t = 0.25, the number of unknowns with adaptive grids is five times smaller
than the number of unknowns with the uniform grid. The number of unknowns of finest level
being significantly larger than that of the first level of refinement, the composite grid size does
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not differ much from the total number of unknowns. The evolution of the number of patches is
given hereafter:

Time  Level 0 Level 1  Level 2

0 1 66 66
2500t 1 61 95
5006t 1 68 105
7506t 1 86 121

10006t 1 75 122
12500t 1 93 128
15000t 1 103 145
17506t 1 117 157
20006t 1 125 161

TAB. 7.2 — Evolution of the number of patches in adaptive grid calculation.

The refinement being concentrated on shocks, the clustering algorithm with efficiency set to
emin = 1 generates a large number of patches, which increases the computational cost of the
adaptive grid calculation.

Conclusion

This first numerical test emphasizes the need to start with a minimal resolution at the coarsest
level so that essential flow features can be detected by the refinement procedure. Moreover,
the refinement factor should be large enough to yield a sufficient increase of resolution between
two levels, which is an issue given the amount of diffusion generated by our first order pressure
correction scheme. In consequence in the next test the base grid will have a step size hy = 1/200
and the refinement factor will be n.t = 4.

7.2.5 Local refinement on the Mach reflections

Non-steady solution

Figure 7.9 gives an overview of the solution at different timesteps up to ¢t = 0.25. The first triple
shock system and the curvature reversal are clearly seen on the isopycnics, thereby identifying
the two triple points. The green lines start at points 7" and T” of the solution at ¢ = 80000t
and are absolutely aligned with the triple points of the solution back to t = 40006t. At earlier
timesteps, a small discrepancy is observed. Evidence of this error is more easily seen by locating
the intersection of the two green lines, which should cross at point A at ¢t = 0. While for
t > 40006t the solution seems perfectly self-similar it is expected to feature a slight error
introduced at earlier timesteps. This should have an impact for instance on the position of
point 1.

Despite this small source of error the numerical solution we will be considered self-similar
hereafter. The numerical results will be analyzed using the solution at ¢ = 80006 = 0.25 in the
self similar frame of reference.
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FIG. 7.7 — Evolution of the solution in the self-similar frame of reference between t = 3.125 x 10~2 and
t = 0.25. For the record the timestep is §t = 1.25 x 10™4. Left: isopycnics (30 values, in black) of the
solution with AMR (finest level: ha = 1/200) ; AMR patches for the two levels of refinement are in red.
Right: isopycnics (30 values) of the solution with uniform grid (h = 1/200). Note that the horizontal
axis starts at xo. The green lines follow the position of the two triple points.
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Frame of reference of first triple point T Frame of reference of second triple point T’

T T,
10 11 12 135 10 11 12 13€

FIG. 7.8 — Isopycnics (in red, 100 contours, p € [1.4,17.6]), pseudo-subsonic region (in light blue) and
velocity streamlines (in blue) respectively in the frame of reference of triple points T (left) and T’ (right).
The line segments approximating shocks (in black) and streamlines (in green) are used for measuring
oblique shock deflection angles.

Self-similar solution

The isopycnics and the isobars of the solution (figure 7.10) identify very clearly the discontinu-
ities of the density and of the pressure. Regarding the first triple shock system, the incident
shock wave (i), the reflected shock wave (r) and the Mach stem (m) are very sharp whereas the
contact discontinuity (s) features a lot of diffusion. The Mach stem hits the wall perpendicularly
at point I of coordinates (13.05,0). The triple point T is found at coordinates (12.80,2.19).
It makes an angle y = 9.24° with the ¢’-axis, hence an expected speed |up| = 12.91 which is
consistent with the position of 7" in the self-similar frame.

As for the second triple shock system, the incident shock wave (r) and the second Mach
stem (m') are also very sharp. However we observe a lot of diffusion at the reflected shock (/).
The latter features a small deviation at it reaches the first slipstream (s), whereas it should
have a continuous curvature. This issue will be addressed later on. The second slipstream (s')
is not noticeable at all. It is known to be very difficult to observe experimentally [22] and to
compute accurately [25] due to the very slight variations of density across it. Nevertheless some
authors have succeeded to observe it using local mesh refinement [75]. The curvature reversal is
apparent and allows to identify the second triple point 7" at (10.22,1.94). The latter trajectory
angle is found to x’ = 10.12°, greater than x and thereby confirming that we have a DMR “+”
shock diffraction. The expected speed of 7" with the Law-Glass assumption is |up/| = 10.79
which is coherent with the measured position of 7" in the self-similar frame.

The pseudo-velocity streamlines on figure 7.10 provide a good understanding of the flow
in the different regions of the solution. In pseudo-supersonic regions (i.e. with respect to the
pseudo-Mach M) (2), (1) and (3) the density and the pressure are constant and the streamlines
are straight lines converging to three different sink points. The streamlines passing near triple
point T either through shocks (7), (r) or through (m) are parallel to the first slipstream. They
reach the wall at stagnation point P, = (10.32,0). At P», part of the flow (actually from state (3)
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is directed towards sink point P; = (6.09,0) in region (0) U (5) U (6). We believe the second
slipstream to be parallel to the streamlines leaving second triple point 7" towards P;. Along the
wall between A and P, the density has almost reached its minimal value at P;. Its maximum
is located at point A, which is in line with the experimental observations of G. Ben-Dor and
LI. Glass in [22] for an attached bow shock.

A closer view of the two Mach reflections is provided in figure 7.12. At stagnation point P,
the streamlines belonging to state (4) form a jet along the wall in state (4) as observed by
P. Woodward and P. Colella in [130] for this very DMR configuration. The jet rolls up behind
point P3 = (12.75,0) to form a vortex, which is correlated to the slight peak in the density
profile along the wall between P, and I. This does not impact the general trend of the density
along this portion of the wall which increases from I to P» as noticed experimentally in [22].
This indicates a compression of the flow along the wall. The jet has a strong influence on the
Mach stem, moving its foot forward. As a result the Mach stem features an inflexion point as
pointed out in [75]. The foot of the Mach stem is clearly perpendicular to the wall, which is in
accordance with the description of the Mach reflection given in the introductory section.

We use after [130] the iso-values of A = p/p? (figure 7.10) to identify the numerical noise
to the solution. Three regions of disturbance stand out. First at the intersection between the
incident shock and the window of refinement, a severe disturbance is generated and propagates
along the incident shock towards the reflected shock and state (3). This issue was pointed out
by the authors of [25], who found the amplitude of the disturbances to be proportional to the
strength of the incident shock. Let us notice that in the previous test, where no shock was
crossing any coarse-fine interface, no such numerical noise was observed. Another issue, listed
in [130], is caused by the initial shock width being spread over a few cell in contrast to the
boundary condition at the upper wall which is “exact”. Finally an artificial boundary layer
spreading along the wall from the apex A adds further numerical error. The latter two distur-
bance were found to be impactless while the first one has a strong influence on the boundaries
pseudo-supersonic region (3).

Deflection vs reflection

As explained in the introductory section, shock diffraction results from the interaction between
flow deflection and shock reflection through the propagation of pressure disturbances. Using the
geometric construction presented in the foregoing part of this chapter, we will try to estimate the
origin of the pressure disturbance and their leading front. On figure 7.11, two half-lines starting
at triple point 7" extend the reflected shock (r) and the first slipstream (s). The constant velocity
vector ug is represented using its theoretical value hence a length of |ug| = 8.25 in the self-similar
frame of reference. The line perpendicular to the extension of shock wave (r) passing through
the tip of uy intersects the extension of the slipstream at point Az. Vector AAz matches the
velocity vector ug of state (3). The norm of the velocity vector uz obtained with the geometric
construction is |uz| = 7.3, which is in line with the measured value |u3| = 7.4 in our numerical
results. Pressure disturbances in the self-similar frame of reference originate at point As (which
is stationary) and move towards triple point 7" with the speed of sound a3 = \/vp3/ps = 4.95.
The resulting arc (in green) indicates the farthest theoretical reach of the pressure signals leaving
from As. Remarkably the arc matches very closely pseudo-sonic line next to the slipstream.
This somehow confirms that the window which arbitrarily separates the flow defection from the
shock reflection does not have a significant impact on the propagation of pressure disturbances
from As.
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Triple shocks systems

We now assess the deflection angles of the two triple shock systems. The streamlines in the
frame of reference of T' and T” are shown on figure 7.8. Referring to the notations of figure 7.5,
classical oblique shock theory yields the following predictions:

(4, 7) ®; M;  p; pi | 05 0; | M7  M; | p; pi| P P
) 50.0 1297 1 14| 382 36.6 | 190 1.82 | 115 117 8.0 8.0
) 40.7 1.82 117 8.0 7.6 94 | 1.56 1.50 | 172 192 | 10.6 11.3
) 86.3 1297 1 1.4 | 16.8 28.6 | 0.41 0.45 | 195 196 8.2 8.2
)
)
)

56.5 144 117 80| 8.1 9.0 | 1.13 1.08 | 176 192 | 10.7 11.3
80.4 1.08 192 11.3 1.0 261|096 0.83 222 279 | 12,5 14.7
111.5 144 117 80| 105 83| 090 0.70 | 225 284 | 12.7 148

3|
e e B
TR E SN

TAB. 7.3 — Predicted and measured deflection angles and states at oblique shocks.

The two first columns indicate the frame of reference (FoR) and the oblique shock ((3,j)
indices, see figure 7.5). The four next columns give the data used to predict the deflection
angles and the state before the shock using equations (7.2.3). The next columns feature the
predicted value using oblique shock theory (with a star superscript) and the value obtained with
our numerical simulation.

For the first triple shock system, the predicted deflection angles are in quite good agreement
with measured angles except for the Mach stem (i = 1 and j = 4). However unlike the predicted
values, the deflection angles obtained from the numerical simulation do verify the slipstream
matching conditions:

03 — 0y =27.2
04=28.6

which is consistent with the two selected streamlines being parallel in figure 7.8. The error in
the prediction of the deflection angle 6} is probably to blame to the assumption of a straight
shock whereas (m) is curved. The Mach number, the pressure and the density predicted are in
rather good accordance with the numerical values.

As for the second triple shock system, the predictions are more difficult to carry out because
of the important variations of density and of pressure in states (5) and (6). The predicted
values and the numerical values of the deflection angle and of the state before the shocks
coarsely match.

Local refinement

The numerical solution obtained in the window of refinement is represented on figure 7.13 (left),
scaled to the self-similar frame of reference. The green lines follow the two triple points and
confirm the self-similarity of the numerical solution.

The refinement criterion is seen to match very accurately the regions of high density gradient
thanks to the fine space step of the first level of refinement (h; = 1/800) and to the refinement
factor nyer = 4. The second level of refinement covers the jet with its vortex and shock waves (i),
(r), (m'), (m), (+') and (s). However the latter two waves feature a high amount of diffusion,
which results in larger patches and a higher computational cost.
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A more serious concern is the propagation of the numerical disturbance along the incident
shock (figure 7.13, right). This noise originates to the intersection of the incident shock with
the coarse-fine interface of the window of refinement. Its influence is considerable at earlier
timesteps. At ¢ = 20000t the disturbance crosses reflected shock (r) into state (3) up to
stationary point P». Clearly this moves the sonic line separating state (3) and state (5) to the
wall. Hopefully the amplitude of this numerical noise appears to decrease at later timesteps. The
sonic line recovers its shape though at ¢ = 80004t it still features a slight deviations towards Ps.

The evolution of the number of unknowns as the diffraction pattern grows is given in the
table below. Compared to a numerical simulation with an uniform grid of space step equal to
ho, i.e. with 1.024 x 10" unknowns, the gains in computational effort with AMR are evident.
Thanks to the refinement factor n..t = 4, the size of the problem at the final timestep is as little
as 5% of that of the uniform grid problem.

Time Level 0 Level 1  Level 2  Composite Total Ratio

0 40000 8192 7424 5.5 x 10* 5.6x10* 0.005
10006t 40000 11264 65040 1.1 x10° 1.2x10° 0.011
20006t 40000 16576 107664 1.6 x 10° 1.6 x 10° 0.016
30006t 40000 26320 166368 2.2x10° 23x10° 0.023
40006t 40000 37392 181616 2.5x10° 2.6 x10° 0.025
50006t 40000 50384 226208 3.0 x 10° 3.2x10° 0.031
60006t 40000 65296 262592 3.5x10° 3.7x10° 0.036
70006t 40000 83520 301760 4.0 x 10° 4.3 x 10°  0.042
80005t 40000 102432 351504 47 x10° 4.9x10° 0.048

TAB. 7.4 — Evolution of the number of unknowns compare to the case of uniform grid.

In our numerical experiments, the inter patch operations with our current implementation
were found to be quite expensive and to impede the scalability with respect to the number of
patches (hence a soaring computational cost as the self-similar solution grows). This motivated
the choice of a low efficiency in the clustering algorithm with emin = 0.5. As a result the
number of patches increases at a much lower pace and stays below 100.

It should be emphasized that use of the procedure for fixing incompatible clusterings pre-
sented in chapter 5 was found to be compulsory. During the present calculation, as many
as 30539 new patches were generated by this procedure over the 8000 timesteps.

Time  Level 0 Level 1  Level 2

0 1 1 23
10006t 1 1 9
20004t 1 1 13
30006t 1 1 20
40006t 1 1 45
50000t 1 1 50
60006t 1 1 57
70000t 1 1 69
80004t 1 1 90

TAB. 7.5 — Evolution of the number of patches.
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Finally the scalability of the Multigrid-AMR, solver proved to be essential. The average
number of iterations was always between 3 and 5.

Conclusion

These numerical results are very insightful, as they demonstrate the capability to accurately
compute the complex shock systems of shock diffraction with a first order all-Mach pressure
correction scheme using a Multigrid-AMR method. In contrast the very first AMR simulation of
this problem was performed with an explicit AMR method based on a Godunov-type solver [25].

Ongoing work include a second order extension in a bid to recover the same accuracy as the
results from [25]. More broadly the numerical accuracy was found to play a critical role in the
ability of the AMR method to produce physically relevant results. An increased resolution in
some region of the flow is pointless if essential flow features are missed because of the refinement
criterion.

Finally, we should insist on the fact that the arbitrary window of refinement did not seem
to disturb the interaction between flow deflection and the shock reflection, which is quite re-
markable.
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Density field
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FIG. 7.9 — Growth of the self-similar solution between t = 0 and t = 0.25. For the record the timestep
is 6t = 3.125 x 10~°. Left column: density field. Right column: isopycnics (in black, 12 contours) with
patches (in red) for the two levels of refinement. Note that the horizontal axis has been trimmed down.
The green lines follow the trajectory of the two triple points and they intersect at the green cross.
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FIG. 7.10 — Top: isopycnics (in red, 30 contours, p € [1.4,21.3]), pseudo-subsonic region (in light blue)
and pseudo-velocity streamlines (in blue). The dashed gray line delimits the first level of refinement.
Middle top: density profile along the wedge wall. Middle bottom: isobars (in green, 30 contours,
p € [1,624]). Bottom: contours of A =p/p" (in black) with problematic regions overlayed in red.
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Q

FIG. 7.11 — Construction (in red) of the sonic line (in green) w.r.t. state (3), which gives an insight on
the location of the reflected shock (r') of the second Mach reflection. The pseudo-subsonic region is in
light blue and the isopycnics are in black.

FIG. 7.12 — Close up view of the window of refinement. Left: isopycnics (in red, 100 contours, p €

[1.4,17.6]), pseudo-subsonic region (in light blue) and pseudo-velocity streamlines (in blue). Right:
isobars (in green, 100 contours, p € [1,351]).
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FIG. 7.13 — Comparison of the Mach reflections in the window of refinement at different times, repre-
sented here in the self-similar frame of reference. The first column features the isopycnics (100 contours,
in black) and the right column the iso-values of A = p/pY (100 contours, in black). The pseudo-subsonic
region is in light blue and the patches of the two levels of refinement are in red. The green lines follow
the two triple points.
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CHAPTER 8

MODELLING AT DIFFERENT SCALES

In this chapter, we review the porous modelling in the GENEPI code at CEA. Then we recall the
classical approaches for modelling cross filtration at the mesoscopic scale and at the macroscopic
scale in the linear viscous regime.

8.1 Porous model in GENEPI

8.1.1 Governing equations

We recall here the two-phase flow model of GENEPI first presented in Chapter 4. For each
phase K of the secondary loop fluid (either liquid or vapour) the local conserved equations
read [104]:

at(p]() + div(pKuK) =0 (8.1.1)

O(pruk) + div(pgurg @ ug) = —div(r(ug)) + px Fx (8.1.2)

2 2
o (ex+ 15T ) i (e (e 455 i) = it + i) )

(8.1.3)
+pxFk -ug

where 7(u) the viscous stress tensor and Fy an external force (eg. gravity). For the primary
fluid the local enthalpy balance reads:

at(pphp) + diV(ppUphp) = — diV(qP) + diV(T(llp) . uP) (8.1.4)

with Ap denoting the enthalpy. The subscript P associates a variable with the primary loop
fluid. This set of equations is closed by the equation of state of the secondary fluid. This local
set of equations is then volume-averaged twice over a representative elementary volume (REV)
(see figure 8.1). The first averaging, over the two phases, yields an homogeneous two-phase flow
model. These equations are then averaged over the free-fluid regions and the obstacles within
the REV, introducing the “artificial” porosity 8. The final averaged equations (see [104] for a
step-by-step derivation) give a balance of the system at the mesoscopic scale:

e Primary fluid, energy balance:

B Y0 heq
Bry

ppCpdiTp + ppCpup -VTITp — diV(CpXT VTP) = (TP — Tw)

135



136 MODELLING AT DIFFERENT SCALES [CH.8

Secondary fluid, mass balance:

B0up -+ div(pu) = 0

Secondary fluid, momentum balance:

Bpoyu + Bpu - Vu — div(B2ur(Vu + Viu)) + BV p = Bpg — BA - pu
—div(BX (1 — X)pur ® ug)

Secondary fluid, energy balance:

Bpdhh + fpu- ¥ h — div(Bxr V ) = T0hea(Tp — Tiy)
—div(BX (1 — X)pLugr) + Dp/Dt

Secondary fluid, equation of state: tabulated values for water, fitted with high order
polynomials.

Here are denoted by T the temperature, C' the specific heat capacity, xr the turbulent thermal
conductivity, heq the equivalent exchange coefficient, Sp, the bundle primary porosity, vy the
heating surface density between the primary loop and the secondary loop, Ty the temperature
at the wall of the U-tubes, ur the turbulent viscosity, g the gravitational constant, A a friction
tensor and ug a drift velocity. The latter is associated with the static quality X defined in
chapter 4. In the above equations, p, T, u, p and h are all mixture variables.

8.1.2 Discussion

The above mesoscopic porous model is referred to as the continuous porosity approach. The
porosity and the flow variables present a continuous variation between the porous medium
representing the evaporator and the free-fluid, as outlined on figure 8.1 (center). The relevance
of this approach strongly depends on the space resolution of the numerical method in the
region of transition between the porous medium and the free-fluid. In practice for industrial
simulations, the accuracy in space in this region is not sufficient and an incoherent behaviour
is observed at the fluid-porous interface in the upper part of the evaporator. The flow rate is
higher than expected, which yields to the use of cumbersome workarounds.

Lately, an alternative modelling with a discontinuous porosity (figure 8.1, right) was consid-
ered. This model is defined at the macroscopic scale so proper transmission conditions must be
established. The third part of this thesis aimed at contributing to the derivation of such condi-
tions for realistic industrial flows, starting with the incompressible single-phase Navier-Stokes
equations.

8.2 Modelling cross-flow filtration

In what follows, we consider a viscous incompressible pressure-driven flow over a porous bed.
The flow is assumed to be mear parallel [86]: the pressure gradient has the same order of
magnitude in the plain fluid region and in the porous medium. The dynamic viscosity of the
fluid is denoted by p and the porous medium is characterized by its porosity ¢ € [0,1] and its
permeability tensor K. The physical domain extends over Q = [0, L] x [-H, H| as shown on
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FIG. 8.1 — Two modelling approaches for GENEPI: continuous porosity and discontinuous porosity.

figure 8.3. Three subdomains are defined: the “free-fluid region” Qy, the “transition region”
) and the “plain porous region” €2,. They are separated by two interfaces I'y = €2y N €); and
Iy =Q,NQ;.

Here, we consider a porous medium formed by an array of solid inclusions, the pores being
occupied by the fluid. The two subdomains 2y and €2, are homogeneous, in the sense that the
former contains only plain fluid and the latter only plain porous medium. The free-fluid and
the porous medium both overlap with the €2; region. The surface tangent to the inclusions of
the porous medium is strictly above I';, and strictly below I'y.

For a variable v, the volume average over a representative elementary volume Ve, is de-
fined as:
1

‘/rev Viev

(¥) Y(z,y) dedy

Likewise the average along x:

L
W= | vla)ds

L
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FIG. 8.2 — Fluid-porous problem under consideration.
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FIG. 8.3 — Filtration with a near parallel flow, viewed from three different space scales.

8.2.1 Filtration phenomena

The pressure gradient imposed between i, and ¥,u; generates in the free-fluid region Qy a
Poiseuille flow with a zero velocity at the upper wall and a non-zero slip velocity on I'; caused
by the filtration into the porous medium (figure 8.2). The flow in €, and in €2, can be described
from three different space scales [38]: microscopic, mesoscopic and macroscopic.

At the microscopic scale (figure 8.3, left), the flow is governed in the entire domain Q =
QU UQ, by the incompressible Navier-Stokes equations (or possibly the Stokes equations in
the linear viscous regime) using the local variables (u,p). As opposed to the simple Poiseuille
flow in ¢, the flow between the inclusions in €}; and (2, is complex and depends on the structure
of the porous matrix.

At the mesoscopic scale (figure 8.3, center), the flow is described in the whole domain
Qr U Q UQ, by volume averaged variables ((u),(p)). The domain can be seen as a single
porous medium characterized by a permeability varying continuously from a constant value K,
in 2, to Ky = oo in 1y with transition in ;. At this space scale, a boundary-layer of thickness
§ = O(V'K) makes the transition between the flows in ; and 2,,. The flow in 2 is governed by
upscaled conserved equations, for instance by the Darcy-Brinkman equation at low Reynolds
number. Note that in {1; volume averaged variables identify with local flow variables.

Finally at the macroscopic scale (figure 8.3, right), only Q; and €, are considered. An
“abstract” interface I' separates the two domains: ' N Qy = I'y and I' N2, = I',. Carefully
chosen transmission conditions on I' make the coupling between 2; and 2,. These conditions
embed the physics of the transition region €2; which is now reduced to the interface I'. Across
I', volume-averaged flow variables can be discontinuous. If Q; has a thickness § = O(VK),
then I' may embed the boundary-layer. Other definitions of I" allow a boundary layer inside
Q. In Qf, the flow is governed by the local (Navier-)Stokes equations while in €, which is
viewed from an upper scale, the Darcy law is used (or alternatively the Darcy-Brinkman law
for high porosities or also the Darcy-Forchheimer law at high Reynolds numbers). This issue of
the transmission condition is two-fold: first the condition has to be physically relevant, second
the coupled problem has to be well-posed.
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8.2.2 Fluid-porous models
Mesoscopic scale modeling

As exposed in the previous section, at the mesoscopic scale the flow can be modeled by a
unique set of equations in the whole domain € = Q; U £ U €),. The main advantage of
this approach is that no further modeling is required to compute the flow in 2 in contrast to
macroscopic models which depend on undetermined parameters. The downside is that the thin
boundary layer between the fluid flow and the porous medium must be accurately computed.
As a consequence mesoscopic models are more adapted to porous media which feature a smooth
transition of the permeability to the free-fluid.

An example of mesoscopic model is the generalized Brinkman equation [9] which embeds in
a single system of equations the Stokes flow in the fluid region and the Darcy-Brinkman flow in

the porous region:
. o~ H .
—d \Y% \Y —u=20 Q
iv(aVu)+Vp+ < in (8.2.1)
divu=0 in
where i = /¢ is the effective viscosity, p the dynamic viscosity of the fluid, ¢ the porosity and
K the permeability tensor defined as:

K, inQy=Q,UQ
K=<¢1 )
5 in €y
with e — 0. A similar approach was presented by E. Arquis and J.-P. Caltagirone [13] for
a flow governed by the Navier-Stokes equations in the fluid region. The following generalized
momentum equation was used:

poyu+ pu-Vu=puAu — (%u +Vp+ pg) (8.2.2)

A transition region of variable permeability (in the present case €);) where the generalized mo-
mentum equation is loosely equivalent to the Brinkman equation makes the transition between
two regions of constant permeability, respectively the fluid region Q¢ (infinite permeability so
that (8.2.2) tends to the Navier-Stokes momentum equation) and the porous region 2, (where
the Darcy term prevails in (8.2.2)). As for the generalized Brinkman equation (8.2.1) despite
being defined at the mesoscopic scale, it can be interpreted as a specific macroscopic model.
Indeed as proved by P. Angot in [9] the limit model of (8.2.1) is a two domain problem coupling
Stokes/Brinkman with continuity of the velocity and of the normal stress at the interface I';:

—pAu+Vp=0 in Qf
ﬂAu—}—Vp—l—%u:O in Q, U,
divu=0 inQ;UQ,UY (8.2.3)
ulo, = ulg,uo, only
(=pn+pVu-n)lg, =(-pn+jiVu-n)lg,ue, only

The equivalence between the single domain problem (8.2.1) and the two-domain problem (8.2.3)
has been confirmed with numerical experiments by B. Goyeau & al. in [70]. This so called
“two-domain” formulation leads us to classical two-domain interface conditions: two domains
are considered, {0y and ), which are respectively governed by a different set of equations and
coupled on the interface I' with proper jump conditions. Further discussion on the equivalence
between the single domain and the two domain approach is found in reference [82].
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Ochoa-Tapia—Whitaker model

In 1995, J.A. Ochoa-Tapia and S. Whitaker used the homogenization technique to derive from
the local Stokes equations an interface condition for coupling the Stokes/Brinkman problem [105,
106]:

i (u-) la, — sl = 22 (ur) o, on T

VK P (8.2.4)

(ur) la, = urla, onT
with (ur) |, the tangential component w.r.t I' of the volume-average velocity in the porous
medium and S the parameter of the law. It was later re-derived by M. Chandesris and D. Jamet
using the method of matched asymptotic expansions [37]. The determination of /3 is still an
open problem: indeed in the derivation of OTW law, 8 depends on surface excess quantities
for which a closure problem is yet to be determined.

This condition yields a small boundary layer in the porous medium €2,. As a result, the
Ochoa-Tapia—Whitaker (OTW) model may not be strictly considered as a macroscopic interface
model. The continuity of the tangential velocity and therefore of the convection term at the
interface I' is attractive for modeling heat transfer at moderate Reynolds number. However the
relevance of the OTW condition depends on that of the Brinkman model, which seems limited
to porous media with high porosities [103] (typically ¢ > 0.8).

Despite the OTW law allows a jump of the normal derivative of the tangential velocity, it is
closely tied to the mesoscopic model (8.2.1). Indeed in 2003, B. Goyeau & al. [70] established an
explicit expression of 8 as a function of the permeability, the effective viscosity, the thickness of
the transition region €; and the average fluid velocity in the porous medium, solution of (8.2.1).

A generalized methodology for determining such semi-analytical expression of [ is exposed
in [127].

Beavers-Joseph model

A properly macroscopic interface model was introduced by G.S. Beavers and D.D. Joseph in 1967
upon physical experiments for coupling the Stokes/Darcy problem [17]:

«
pOpur|o, = L\/E(UT‘QJ, —Up) onT (8.2.5)

(8.2.6)

where U, is the Darcy velocity in the porous medium and « the slip coefficient, only parameter
of the law. The latter is non-dimensional and according to Beavers and Joseph [17], it should
depend only on the structure of the porous medium (in particular close to the interface) and
not on the properties of the flow. This law is widely accepted for moderate Reynolds numbers
at low porosities and high porosities as well. For the case of a small Darcy velocity w.r.t the
slip velocity, P.G. Saffman [116] derived a simplified version of (8.2.5) in 1971 :

o

ponurlo, = \/FUT‘QJ, on I (8.2.7)

(8.2.8)

The Beavers—Joseph—Saffman law was later rigorously derived using the theory of homogeniza-
tion by W. Jager and A. Mikeli¢ [80].

The issue of the well-posedness of the coupled Stokes/Brinkman problem with condition (8.2.4)
was investigated in [10] and that of the Stokes/Darcy problem with condition (8.2.5) in [35, 10].



CHAPTER 9

CONVECTIVE REGIME

In this chapter, we focus on an extension of the Beavers-Joseph interface condition for convective
flows. First we recall past studies on the dependence of Beavers-Joseph slip coefficient with
increasing advection. Then a non-linear interface condition derived from a kinetic energy balance
is proposed and evaluated against direct numerical simulations for different flow regimes and
porous mediums.

9.1 Previous work

9.1.1 Experimental observations

Notations refereed to in this section are defined on figure 9.1. The interface I' is parallel to
the horizontal axis. The average of the velocity component tangent to the interface I' along
direction z is denoted (ug), and the Darcy velocity U,,.

Y, Y,
H H
<u1>x Uy <u$>x
. Qy - . Qy
f' U — f‘
0 -------------- ) Lt O ------- nt i
--------------- Ty e ——
Iy T,
oo Uy <1 “lo
P K P
Microscopic scale Macroscopic scale

FIG. 9.1 — Pressure-driven flow over a porous medium ; microscopic scale (left) and macroscopic scale
(right).

Few studies have challenged the validity of the Beavers-Joseph law for high speed flows
and no definite conclusion can be drawn yet from these prior works. In 1974, G.S. Beavers,
E.M. Sparrow and B.A. Masha performed several physical experiments [18] involving an air flow
over a sample of Foemetal for increasing Reynolds numbers in the same configuration as the
original experiment of G.S. Beavers and D.D. Joseph [17]. Their measured Reynolds number
Rey is based on the height and on the average velocity in the duct section. Their experiments
were performed with Rey up to 1000 and the corresponding values of the slip coefficient o did
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not seem to show a dependence of a with Re;. The dispersion within the values of o deduced
from their measurements was lower than 5%.

M. Sahraoui and M. Kaviany investigated this issue in their 1991 paper [117] using direct
numerical simulations also in the same configuration as [17]. The incompressible Navier-Stokes
equations were solved in a 2D channel over an array of cylinders. The authors were interested
in the dependence of a with respect to a Reynolds number Re; defined by the length of the
porous periodic cell and the Darcy velocity. The slip coefficient o was found to increase with
the local Reynolds number Re; for 0.1 < Re; < 10.

Direct numerical simulations were also performed in 2011 by Q. Liu and A. Prosperetti [96]
in a configuration similar to [117] but with a porous medium instead of the upper solid wall.
The incompressible Navier-Stokes equations were solved in a 3D domain with spheric inclusions.
The Reynolds number of interest Re; was determined by the sphere diameter and by the local
fluid velocity at the interface. In the range of local Reynolds number tested 0.5 < Re; < 16 the
authors observe a linear increase of o with Re;.

9.1.2 Interface models

A first extension of the Beavers-Joseph law was proposed by Q. Liu and A. Prosperetti with a
variable slip coefficient [96]:

0, us), = " (), - )

with a(Re;) = a®(1 + ORe;)

with Re; = 2aU;/p, a the spheres’ radius and (ug), the horizontal fluid velocity at the inter-
face I'. The parameters of this law are a®,§ € R. This interface condition seems to fit the
authors’ numerical results within the range of local Reynolds number 0.5 < Re; < 16. While
this condition provides a first insight into the modeling of an extension to Beavers-Joseph law in
the convective regime, its validity has yet to be assessed on a wider range of Reynolds number.

On the other hand in 2013, A. Marciniak-Czochra and A. Mikelic introduced an extension
of Beavers-Joseph-Saffman law [98]. In addition to the Saffman hypothesis (u,), > U, the
authors assume a pressure-driven flow only in the fluid channel. Their interface condition
is derived rigorously using a specific technique for establishing interface conditions exposed
in detail in [81]. A first order interface condition is obtained using the theory of matched
asymptotic expansions [132]. Higher order “corrective” terms to the interface condition are
obtained by considering a boundary layer problem at the fluid-porous interface. The non-linear
interface condition takes the following form:

(ug), = Cle,n)(0y (ua),) — g3/24n <ﬁ (g) \F> (9, (Ux>$)2 + O(3/219/12)

where ¢ is the characteristic pore size, n a parameter which depends on the Reynolds number
and on the order of magnitude of the fracture width and f(x/¢) a function which arises from
the boundary layer problem at the interface. This interface condition can be though as the
Beavers-Joseph-Saffman law with a high order correction introduced by the second term at the
right hand side. To our best knowledge this is the only interface condition derived rigorously
from local equations using the theory of homogenization.
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9.2 Proposed interface condition

When convection becomes significant, the dynamic pressure is not negligible and is expected
to grow accordingly. Therefore, a jump of velocity at the arbitrary interface I' would result in
jump of the kinetic energy at the interface. We propose an interface condition where the normal
derivative of the tangential velocity is proportional to the jump of kinetic energy at interface I':

_ _ H%in (2 L 2
Oy (), = S0 (1) = 03 /?) (9.2.1)

This law relies only on a single parameter ay;,, which we expect to depend only on the geometry
of the porous medium, not on the properties of the flow. This interface condition is thought as
an extension of the Beavers-Joseph law. Indeed the jump of kinetic energy can be reformulated
as:

40, e = 02 ()~ U) with o = 252 (14 2 ) Y

(Uz),
Remark 9.2.1. Another motivation for introducing the kinetic energy comes from recent works
on the well-posedness of the Stokes problem with non-linear outflow conditions [11].

Our numerical results have led us to propose a variation of (K1) with a second parameter
v(¢) where the slip coefficient oy, is a convex function of 1+ U,/ (u,),. Unlike (K1), it is not
possible to link the jump condition to a local kinetic energy balance anymore except for v = 1:

_ HCnq)

0y (Uz), = NG ((uz),

. v(¢)
—Up) with ay = a;m (1 + J’; ) (K2)

Remark 9.2.2. For consistency with the viscous regime we set limpge_,0 oy = gy with apy the
original slip coefficient of Beavers-Joseph law.

9.3 Problem setting

In order to assess the validity of the proposed interface condition (K2), several numerical simula-
tions are performed with different porous medium. The incompressible Navier-Stokes equations
are solved in the fluid and the periodic porous region.

9.3.1 Continuous problem

The steady-state Navier-Stokes equations with an averaged pressure gradient (V p) imposed
are solved in non-dimensional form in Q = [0,L] x [-H,H| with H = 2 and L = 2H/5 (see
figure 9.1). The problem is L-periodic, the fluid channel is located in the y > 0 region and
the porous medium in the y < 0 region. The latter is made of a periodic array of elementary
porous cells [0, L] x [0, L] with either square inclusions of edge length a or cylinder inclusions
of diameter a. The unknowns are the velocity field u and the pressure perturbation p. The
continuous problem reads:

1
div(u®u)—EAu+Vﬁ+<Vp>:0 in
V-u=0 in Q
u’Ein = u|20ut’ ﬁ’zin = ﬁ|20ut on aQ

8nuz‘2inf =0, uy|21nf =0, u‘E =0

wall
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FIG. 9.2 — Direct numerical simulation of a pressure-driven near-parallel flow.

with (Vp) = —1-e,. The convection in the fluid channel is controlled by the global Reynolds
number Re:

_Us-H

=~

where Uy is the average fluid velocity over the channel section and H/2 the half-height of the
channel. A local Reynolds number Re; is also defined in order to have an insight on the amount
of advection in the region between the fluid and the porous medium:

Re

U -
Rei = a4

where U; = (uy), is the fluid velocity at the interface I' and a the characteristic size of the
inclusion. The two Reynolds numbers are related as:

2a-Uy - Re
RGZ_T

9.3.2 Numerical methods

We will consider cell-centered finite-volume discretizations on a uniform N x 10N Cartesian grid
with N € {64,128}. Two numerical methods were used to compute the steady-state Navier-
Stokes equations: a projection method where a transient must be solved in order to reach the
steady state and Newton’s method which allows a direct resolution of the steady-state. The
porous inclusions are taken into account using a first order immersed boundary method.

Projection method

For the only purpose of presenting the classical projection method used here, Dirichlet boundary
conditions are assumed for the velocity on the boundary 9€2. We recall briefly the formulation
of incremental pressure-correction schemes [43, 123, 124, 72] and how to address the issues
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arising from the cell-centered finite-volume discretization. The aim is to solve the unsteady
incompressible Navier-Stokes equations, which read in semi-discrete form:

1 1

E(u”Jrl —u") +div(u" @ u") - ﬁAun‘H + V" +(Vp)=0 inQ

div un+1 =0 in Q (931)
utl =g on 09

The velocity and the pressure gradient are centered. The discretization is second order in
space and first order in time. The above system is solved in a decoupled fashion. First a
velocity prediction u”t1/2 is calculated by solving a momentum balance without accounting the
incompressibility constrain:

Lo ny1)2 o nl)2 1 +1/2 _ :

T (44T _an d n ny _ Au” n — 0

&(u u”) + div(u ®u") 7pAu +Vp"+(Vp) =0 in (9.3.2)
w2 — ¢ on 0N

The Helmholtz-Hodge decomposition [91] yields the following decomposition of the predicted
velocity u™*/2 into a solenoidal field and an irrotational field:

w2 =t 4 61V ¢ (9.3.3)

with ¢ = p" ! —p" for consistency with the original problem (9.3.1). Finding ¢ allows to correct
the predicted velocity ut1/2 so as to verify the incompressibility constrain divu™t! = 0. Using
this decomposition a Poisson problem is derived on the pressure increment ¢:

Ap = %div w2 in Q (9.3.4)

with homogeneous Neumann boundary conditions for ¢ on 0 in order to enforce u®*!.n =
u"t1/2 . n on 9Q. This “non-natural” boundary condition introduces an error in the form the
classical artificial boundary layer on the pressure. However, the most critical accuracy issue
comes rather from the cell-centered discretization itself. It is well-known that the discrete
problem (9.3.1) is not well-posed [60]. The kernel of the cell-centered finite-volume pressure
gradient features constant pressures and checkerboard modes. Though system (9.3.1) cannot
be solved, it is still possible to obtain a solution using a projection method, which introduces a
decoupling between the velocity u and the pressure p.

The constant pressure issue is addressed by imposing the value of the pressure in one cell.
The apparition of checkerboard pressure modes is not systematic, and it can be treated for
instance using Rhie&Chow stabilization technique [115]. Let us first sum up the steps of the
projection method introduced here:

1. Predict velocity u™! using (9.3.2)
2. Compute pressure increment ¢ = p" ! — p" using (9.3.4)

3. Correct the velocity using (9.3.3)

We introduced the Rhie&Chow correction using the approach of S. Faure, J. Laminie and
R. Temam in [61]. A discrete quantity w is indexed as w;; on the Cartesian grid with 1 <i < N
and 1 < j < 10N. The pressure contribution to the predicted horizontal velocity is of the form:

1 h, . -
CZTJE (P?H,j - p?—l,j)
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with a;; = ]g—: + % + %(div u”);;. The contribution of this horizontal pressure gradient to the
divergence of the predicted velocity u™*1/2 in the right hand side of 9.3.4 exhibits a decoupling
between neighboring pressure unknowns:

h[ 1 ( L1 >~ Lol ]
_ Pi2j — Dij + —DPi+2,j
4 lai—r; a1y @ir1j) 7 i o

Instead, a stabilization term is introduced in the right hand side of 9.3.4 so that the contribution
of the horizontal pressure gradient takes the following form:

h [ 1 ( 1 N 1 ) _— 1 _ ]
O Bii + —Firng
4 L T Nay )T et Y

The complete correction term for the Rhie&Chow stabilization of the full pressure gradient from
the momentum equation 9.3.2 is then deduced:

Rij = h(wig1/25 — wi—1/2,5 + Wijy1/2 — wi,j—l/?)
W .—h v i (L5 . +
i+1/2, = 1 a1+1 ]Pz+2,] iAlerl,] Tir1; ng i Dit+1,5 — a1+1 ]pZ] pz 1,5
_h 15
wi,j+l/2 — 1 |:(al ]+1pz,]+2 - pz,g—i—l + ng) - (@Pw-&-l as, _szg + pz,] 1)]

In some respect this correction mimics the MAC scheme in that it attempts to build the classical
centered pressure gradient of the MAC scheme. This helps to damp the oscillations but on the
other hand it adds further diffusion to the pressure.

Convergence tests for the target configuration (square or cylindrical obstacle) and with ap-
propriate boundary conditions (periodic, Dirichlet, Neumann) were performed for the projection
method and are given in figure 9.3.
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FIG. 9.3 — Convergence test for the projection method: L? space-time error for the velocity with a
square obstacle (left) and a cylindrical obstacle (right).

Newton’s method

The advantage of using a projection method to solve the steady state of the discrete prob-
lem (9.3.1) lies in its simplicity, and in the limited influence of checkerboard pressure modes
due to the loose coupling between the pressure and the velocity. On the other hand it is much
slower than a direct resolution of the steady-state Navier-Stokes equations as the entire transient
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must be solved. Moreover, the relevance of the steady-state solution depends on the steady-state
criteria set to stop the pseudo-time iterations.

As a consequence we also considered solving directly the steady-state Navier-Stokes equa-
tions using Newton’s method i.e. solve the non-linear problem F(X) = 0 with:

Z |0-’uUUKo_ R Z o] + Z |U|ponK0+|K| (Vp)

F(X) = oefk o€EK K oEEK

> loluks

o€k

and the block unknown X = [(ug)xer (Pr)Ke7]|. The edge velocity is centered and the
pressure gradient as well. It is well known that this problem is not well-posed [60]. We address
this issue by adding a stabilization term, inspired by the Brezzi-Pitkaranta technique for the
finite element method [32, 59]:

Z |0"uUUKo_ R Z o] + Z |U|ponK0+|K| (Vp)

0'

]__(X) _ €€k o€l o€l
Z lo|uk .ol —A Z lo|(hk + hr)(PL — PK)
o€lk oc€lK
with A a stabilization parameter, which we set equal to:
A= hr/10 (9.3.5)

If A is too high, the stabilization introduces too much diffusion in the solution. On the other
hand the smaller A, the worst the conditioning of the Jacobian matrix J(X) of functional F.
Nevertheless we defined A according to (9.3.5) and avoided the issue of dealing with an ill-
conditioned Jacobian by computing its LU decomposition with a direct solver for iterating on
J(XF) x (XFH - XF) = —F(XF).

Immersed obstacles

Porous inclusions are taken into account using a first order embedded boundary method. The
boundary condition imposed on a piece-wise approximation of the original boundary are re-
ported on the respective mesh faces which form the staircase boundary (see figure 9.4). The
geometry of the square inclusions is chosen so as to always match the faces of the Cartesian grid
hence no further error introduced. As for cylinder inclusions, a o(h) error is introduced due to
the staircase approximation.

9.4 Numerical Results

9.4.1 Overview

Previous works [117, 96] have suggested that the slip coefficient of the Beavers-Joseph law
increases with advection. Our objective is to verify whether the parameters of interface condi-
tion (K2) — oy and v — depend only on the geometry of the porous matrix or on the fluid
flow as well.
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FIG. 9.4 — Piecewise (red line) and staircase (black line) approximation of the obstacle boundary (blue
line).

Several numerical simulations are performed with a Reynolds number Re ranging from 10
to 100 by 10 increment. Two types of porous inclusions are tested matching a porosity between
¢ = 0.2 and ¢ = 0.99. The shape of the inclusions is defined by characteristic size a — diameter
for the cylinders and edge length for squares. These configurations are listed in table 9.1 in the
case of a porous unit cell.

In configurations S1 to S5 a pressure-correction scheme was used whereas in configurations
C1 to C7 were handled with Newton’s method. For the pressure-correction scheme, the time-
step was 6t = 0.1 and the stopping criteria:

|un+1 _ un|Loo
max (H’ o

— ot — a&’) < 10745t
|um|L°°

with o an estimation of the slip coefficient. For a 64 x 640 Cartesian grid, between 5000 and
10000 iterations were needed to match the steady-state criteria. As for Newton’s method, the
stopping criteria for Newton’s iterations was:

’Xk+1 _ Xk’ <10~
Loo

About 3 to 7 iterations were needed to converge. The use of a direct solver, though expensive
with respect to the memory, allowed to perform every Newton iteration at a constant cost.
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Name Shape a (o) Kxx

S1 square  0.875 0.23 2.1 x107*
S2 square  0.75 044 1.6x1073
S3 square 0.5 0.75 1.4 x 1072
S4  square 025 094 6.0x 1072
S5  square  0.125 0.98 1.2 x 107!
Cl  cylinder 0.85 0.43 1.1x1073
C2  cylinder 0.75 0.56 3.6 x 1073
C3 cylinder 0.65 0.67 8.4 x 1073
C4  cylinder 0.55 0.76 1.6 x 1072
C5  cylinder 0.45 0.84 3.0 x 1072
C6  cylinder 0.35 0.90 4.7 x 1072
C7  cylinder 0.25 0.95 7.2 x 1072

TAB. 9.1 — Configurations of the different periodic porous medium tested.

Remark 9.4.1. In order to compute the permeability of each porous medium tested, the Stokes
problem is solved in a porous unit cell = [0, 1] x [0, 1] with periodic conditions on the entire
boundary 0. The dynamic viscosity is set to 4 = 1 and an average pressure gradient (V p) is
imposed either in the horizontal or in the vertical direction.

—pAu+Vp+ (Vp)=luinQ
divu=0in
u, p periodic on 0f)

The obstacle is taken into account using volume penalization: inside the inclusion the parameter
€ tends to 0 and outside it tends to +00. Then the local velocities are upscaled using Darcy’s
law. The symmetry of the porous cell yields to K,, = K, and K, = 0.

1 KmKry)
u) = —— Vp) = Kgp={(u)- e,
) = (e e ) (w)
—le,

9.4.2 Interface condition parameters

Figure 9.5 (left) shows the velocity profile (ug), (y) in the first porous cell below the fluid
channel. The inclusion in this porous cell is here a square of edge length 0.05 centered at
y = —0.05. The cross marks match the center of the finite volumes cells of the Cartesian grid.
Figure 9.5 (right) gives a closer view on boundary layer between y = —0.04 and y = —0.015.

The interface I' is defined as the plane above the surface tangent to the inclusions to a
distance h (position (a) on figure 9.5). Alternative choices such as (b) were too far from the
obstacle to capture the physics modeled by our interface condition. The choice of interface po-
sition for fluid-porous interface conditions is still subject to discussion, see for instance [37], [70]
and references therein.

Assuming the choice of interface position described above, the averaged velocity (u), in-
creases almost linearly with y. The choice of the method for computing this normal derivative
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FIG. 9.5 — Choice of interface position and stencil for normal derivative.

does not have a significant impact on the verification of the law. We choose a second order finite-
difference formulae. The three-point stencil is located above the interface (markers circled in
red in figure 9.5, right).

(0 () )2 = 3 [ ()0 + 3 (Gua)) sy — 2 (),

The evolution of the ratio 0y (uz), /((uz), — Up) with (1 + Up/ (us),)” (which increases with
the Reynolds number Re) if linear would confirm the law and the slope would be ayin/(2VK).

9.4.3 Validity for a channel flow

Moderate porosity

The porosity deemed as “moderate” when lower than 0.75, i.e. for configurations S1, S2, S3, C1,
C2, C3 and C4. It seems we always have 7(¢) = 1, which is interesting as the interface condition
is effectively the kinetic energy jump at the interface (9.2.1). As for the non-linear slip coefficient,
it is found to be independent from the flow regime. For instance with configuration C1 the
local Reynolds number Re; varies between 4.4 x 1072 and 32 but we always have ay/(2VK) =
6.4 x103. It should be noted that the interface condition seem to match the numerical results for
flows compatible with the Saffman hypothesis (eg. with configuration C1, U,/ (u,), = 8 x1073)
and for flow where the Darcy velocity is close to the fluid velocity at the interface (eg. with
configuration C4, U,/ (ug), = 1.2 x 1071).

High porosity

Configurations S4, S5, C5, C6 and C7 are associated with high porosities (¢ > 0.75) and Darcy
velocities closer to the fluid velocity at the interface, with a ratio 0.18 < U,/ (us), < 0.67. This
time it is necessary to determine parameter v(phi) > 1. Note that we don’t have a link to a
kinetic energy balance anymore. The non-linear slip coefficient, is found to be independent from
the flow regime. Regarding parameter ~, numerical results for cylinders and for squares as well
indicate that the higher the porosity (and the higher the ratio U,/ (u;),), the lower ~. It is not
clear whether v depends only on the geometry (more specifically on ¢) or also on the fluid flow.
Moreover, the transition from v = 1 to high values of 7 is not obvious from current results.
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Inclusion: a=0.875, ¢=0.23

528

Re Re;  (uz), Up

526
» -~ 10 7.0e-2 2.0e-2 2.9e-4
20 2.8¢-1 4.0e-2 5.7e-4
522 A 30 6.3¢-1 6.0c-2 8.6¢-4
3 7 40 1.1 7.9e-2 1.1e-3
2% 2 50 1.7 9.9¢-2 1.4e-3
= 516 60 2.5 1.2¢-11.7¢-3

516 / 70 3.3 1.4e-1 2.0e-3
/ 80 4.3  1.6e-12.3¢-3
514

1.01425 1.0143 1.01435 1.0144 1.01445 1.0145 1.01455 1.0146 1.01465
14U/,

Simulation —+— [
Linear least-squares fitting —+—

\ T | | I | | I

ul i : “| i . “| I

o 20 2 o F)

Re=50 Re=80
FIG. 9.6 — Validity of the interface condition, configuration S1

9.4.4 Validity for a thin film flow

We now turn to the so-called thin-film configuration. This time the height of the fluid channel
is smaller with respect to the porous cells. The fluid domain extends to [0, L] x [0, H] and the
porous domain to [0, L] x [-5H/2,0]. The computational domain is still a Cartesian grid, this
time of size N x 7IN. Only cylinder inclusions are considered here, and periodic porous mediums
of configurations T'1 to T'7 are respectively the same as configurations C1 to C7. In such
configurations, the Saffman hypothesis is generally not satisfied: we have 0.1 < Up,/ (ug), <1
for configurations T2 to T7.

The linearity sought after in the fittings of figures 9.18 to 9.22 is much more difficult to
obtain, even for optimal values of 7(¢). For the highest porosity at ¢ = 0.95, the ratio
Oy (uy), /((ug), — Up) does not even increases monotonically with (1 + Up/ (uz),)?(¢).

Conclusion

The parameters of the proposed model for the channel fluid flow are summed up in table 9.2.
We recall the interface condition proposed for the non-linear regime:

(¢)
B _ . _ Okin Up !
pudy (ug), = ((ug), — Up) with oy = 9 (1 + <Ux>x>

Following the presentation of numerical results for several flow ranges and porous matrices
we draw the following conclusions:
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FIG. 9.7 — Validity of the interface condition, configuration S2

1. Parameter oy only depends on the geometry

2. Parameter 7(¢) is constant for moderate porosities: v(¢) = 1 if ¢ < 0.75.

[CH.9

3. For high porosities, v(¢) is of order 10! and seems to decrease when ¢ — 1. For such
values of ¢ it may be relevant to consider a non-linear extension of Ochoa-Tapia—Whitaker

law.

4. At the limit ¢ — 1 we tend to a fluid-fluid configuration where our modeling does not
make sense anymore.

5. When 7(¢) = 1 the interface condition is equivalent to a jump of the kinetic energy

6. For thin film configurations the interface condition is more loosely verified but still stands
for ¢ < 0.9.

To our best knowledge, this interface condition is the more accurate modelling proposed
so far for extending Beavers-Joseph law in the convective regime. Furthermore it has a strong

physical interpretation as it is derived from a kinetic energy balance at the interface.
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FIG. 9.8 — Validity of the interface condition, configuration S3
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FIG. 9.9 — Validity of the interface condition, configuration C1
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FIG. 9.11 — Validity of the interface condition, configuration C3
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FIG. 9.12 — Validity of the interface condition, configuration C4

Inclusion: a=0.25, 9=0.94

/ ‘ Simulation ——
Linear least-squares fitting —+—
50 100 150 200 250

E) © 80

(1+Up/U)", y=11.272

10 20 = 0 0

Re=10 Re=50

Re Re; (uz), Up

1 2.1e-3 2.1e-2 8.6e-3
10 2.0e-1 2.0e-1 8.5e-2
20 7.5e-1 3.8e-1 1.7e-1
30 1.6 5.2e-1 2.5e-1
40 2.6 6.5e-1 3.3e-1
50 3.9 7.7e-1 4.1e-1
60 5.2 8.7e-1 4.9e-1
70 6.7 9.6e-1 5.6e-1
80 8.3 1.0 6.3e-1
90 10 1.1 7.0e-1
100 12 1.2 7.7e-1

FIG. 9.13 — Validity of the interface condition, configuration S4

155



156

CONVECTIVE REGIME

Inclusion: a=0.125, ¢=0.98

400

Re Re; (uz), Up
o0 1 1.7e-3 3.5¢-2 1.7e-2
” 10 1.7e-1 3.3e-1 1.7e-1
/ 20 6.1e-1 6.1e-1 3.3e-1
2 0 30 1.2 8.3e-14.9e-1
= / 40 2.0 1.0 6.del
3 200 50 2.9 1.1 7.7e-1
/ 60 3.8 1.3  9.0e1

150 - 70 48 1.4 1.0

80 59 1.5 1.1

o 9 7.0 1.6 1.3

© \ Linearleast souares o —+— || 10082 1.6 14

50 100 150 200 250 300 350

o
20, D =

w

Re=10

(1+Up/U))", y=9.7535

] == @)
Re=50

=0 O
Re=100

FIG. 9.14 — Validity of the interface condition, configuration S5
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FIG. 9.15 — Validity of the interface condition, configuration C5
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FIG. 9.17 — Validity of the interface condition, configuration C7
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Inclusion: a=0.85, ¢=0.43
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FIG. 9.19 — Validity of the interface condition, configuration T2
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FIG. 9.21 — Validity of the interface condition, configuration T4
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Inclusion: a=0.35, ¢=0.9
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FIG. 9.23 — Validity of the interface condition, configuration T6
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TAB. 9.2 — Numerical parameters of the non-linear interface condition.
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NUMERICAL RESULTS

FIG. 9.24 — Validity of the interface condition, configuration T7
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CONCLUSION

Results

In the course of this thesis, a cell-centered pressure correction scheme and its extension to a
multigrid-AMR solver is presented. A numerical code was developed from scratch so as to test
extensively this numerical scheme. Finally a fluid porous interface model for convective flow
regimes is proposed and assessed with direct simulations.

In the first part, an original cell-centered pressure-correction scheme for solving the com-
pressible Navier-Stokes and Euler equations is presented. This scheme is intended to deal with
all Mach flows. The well-posedness and the convergence of the scheme are proved for the
compressible Euler equations.

The scheme is then tested in highly compressible regimes with strong shocks and compared
with another pressure-correction scheme, “SLK”. Excellent agreement is found with the liter-
ature for both schemes. Shocks are sharply calculated and possible numerical oscillations at
shocks are addressed with adaptive artificial diffusion. Our scheme is found more expensive
than SLK due to the non-linear projection step but it has the distinctive advantage of using an
internal energy balance instead of a total energy balance.

These properties have straightforward extension to two-phase flow models. The scheme
was thus modified to deal with a simplified model of the compressible two-phase flow model
of GENEPI. A comparison was carried out with GENEPI, which yield the conclusion that on
selected tests our numerical scheme is able to compute the exact steady state as with GENEPI.
Moreover, our scheme is also able to compute the full transient regime, which is not the case
with GENEPI. In the context of the ongoing upgrade of GENEPI, this makes our scheme a
serious asset for dealing directly with the models which are used at CEA both for low Mach
flows and highly compressible flows.

An advantage of the cell-centered discretization is that it provides a natural framework for
developing adaptive methods. The pressure-correction scheme introduced in the first part is
extended to a multigrid-AMR solver. First a thorough study of grid generation algorithms is
carried out and several improvement are proposed over the original clustering algorithm: specific
criteria for controlling the shape of the patches and more importantly a technique for avoiding
at all times adaptive grids incompatible with selected composite discretizations.

Then several aspects of the design of the multigrid-AMR extension of the projection scheme
are discussed. At fine-fine interfaces, the classical ghost-cell synchronization procedure is in-
terpreted with domain decomposition concepts. The efficiency of relaxation methods on levels
grids is investigated, providing a better understanding of the impact of grid partitioning. More-
over this gives an insight on the relevant parameters to be set for level relaxation of the targeted
multigrid solver. Then a multigrid-AMR algorithm is presented, and integrated to there reso-
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lution of the compressible Euler equations with our projection scheme.

Finally extensive numerical tests are performed to assess the multigrid-AMR projection
scheme. The projection scheme naturally handles low Mach flows, hence a particular focus
on highly compressible flows in these tests. The 2D Riemann problem reveals the presence of
spurious pressure modes when corners between successive levels are too close. Next a standard
benchmark for the Double Mach Reflection problem is studied. The numerical results are
analyzed quantitatively and qualitatively using up-to-date knowledge of the DMR problem.
Despite issues of numerical noise and low accuracy (first order), the adaptive projection scheme
performs very well and the most relevant features of DMR are verified.

The last part of this work is devoted to fluid-porous interface modelling at the macroscopic
scale. The aim would be to ultimately derive an interface condition suitable with the complex
compressible two-phase flows of GENEPI. However even the extension of classical interface con-
ditions to Navier-Stokes regime is yet an open problem. In this context we propose an interface
condition derived from a kinetic energy balance intended for coupling the incompressible Navier-
Stokes equations with the Forchheimer equation. Direct simulations give excellent agreement
with our model except for very high porosities.

Perspectives

A second order formulation of the projection algorithm using a modified MUSCL scheme is
ongoing. This would yield more interesting results with adaptive mesh refinement as it has a
dramatic impact on the increase of resolution as further levels of refinement are added or as the
refinement factor is increased.

As for the multigrid-AMR method, the resolution of the non-linear projection-correction
step with Newton-Multigrid or with the full approximation scheme would make the scheme
much more robust. Regarding fine-fine interfaces for level relaxation, it would be interesting to
compare the smoothing efficiency of the ghost cell synchronization with advanced substructuring
methods such as the Robin-Robin method. The algorithm of resolution would save significant
computational efforts if time refinement was supported.

The transient regime for two phase flows obtained with our projection scheme needs further
investigation through new numerical tests. More realistic models including viscous and non-
viscous effects would allow to use the scheme on more realistic qualification benchmarks. In
addition the case of highly compressible two-phase flows is yet to be addressed.

Lastly, the fluid-porous interface condition introduced in part III is a first step towards the
mathematical analysis of the coupled Navier-Stokes/Forchheimer problem.
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