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1.1 Introduction

The continuous fascination of scientists towards Fluid Dynamics is due to the fact
that many flows that we can observe every day with our unaided senses pose deep
scientific problems that have not yet been solved. Those unaided observations have
led artists and scientifics wonder at the beauty, majesty and waywardness of flows
over centuries.

The surface of any water puddle may be covered by a complex system of
wrinkles (Figure 1.1 (left image)), who rudly represents the surrounding acoustic
waves world. Other wrinkles, much more violent but still inconspicuous, enclose an
engine travelling at a supersonic speed (Figure 1.1 (right image)) or these might be
contained in shock waves produced by explosions. We notice especially the scale
difference between the wave and the flow containing the wave.

During centuries the physical evolution of continuous environment has been mod-
eled by equations (namely partial differential equations) leaving hope for a moment
that their behaviour is fairly well approached by quite simple functions. The first
resolution of partial differential equations used only a few degrees of freedom. How-
ever, we have to remark that the Fluid Dynamics engineer is now quite skeptic
regarding such kind of simplifications.

This is especially true for a second family of multi-scale phenomenon, the tur-
bulence. Turbulence was already recognized as a distinct fluid behaviour by at least
500 years ago. Figure 1.2 is an interpretation of one found in a sketch book of Da
Vinci, along with a remarkably modern description:

"... the smallest eddies are almost numberless, and large things are
rotated only by large eddies and not by small ones, and small things are
turned by small eddies and large."
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Figure 1.1: Sketch: Puddle of water which ripples (left image) and NASA supersonic
futuriste airplane (right image).

Figure 1.2: Da Vinci sketch of turbulent flow

It is a fact that most fluid flows are turbulent by nature, from the interior of
biological cells, to circulatory and respiratory systems of living creatures, to count-
less technological devices and household appliances of modern society, to geophysical
and astrophysical phenomena, including planetary interiors, oceans and atmospheres
and stellar physics, and finally to galactic and even supergalactic scales (it has re-
cently been proposed that turbulence during the very earliest times following the
Big Bang is responsible for the present shape of the universe). Despite all this, the
"problem of turbulence" remains to this days one of the last unsolved problem of
classical mathematical physics.

The problem of turbulence has been studied by many of the greatest physicists
and engineers of the 19th and 20th Centuries, and yet we do not understand in com-
plete detail how or why turbulence occurs. Thus, study of turbulence is motivated
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both by its inherent intellectual challenge and by the practical utility of a thorough
understanding of its nature.

The equations that are considered to embody the physics of turbulent flows,
are the Navier-Stokes equations, introduced in the early of mid 19th Century
and named by Navier and Stokes. As it will be shown later in this thesis, these
equations are nonlinear and difficult to solve except in very particular cases.
Analytical solutions that respects physics are generally not found, that is why we
solve Navier-Stokes equations numerically.

The approximation of turbulent compressible flows:

State of the art: The simulation of unsteady turbulent flow demands a high
quality for the numerical approximation. Most of the important academic calcula-
tions in the past were performed with higher order accurate approximation, generally
on Cartesian meshes. These approximations cannot be applied on complex indus-
trial geometries and as a result, the engineers use commercial software like Fluent
which is based on unstructured second-order approximations. These approxima-
tions are robust and reliable but cannot produce efficient solution of Large Eddy
Simulation models, which seem to require higher-order accuracy.

Our approach : The team in which I have been working in turbulence model-
ing has devoted several years to the development of a new generation of second-order
approximations on unstructured meshes. The main characteristic of this generation
is the use of a particular numerical dissipation, the upwind sixth-order viscosity
(V6), which impacts the accuracy in a much smaller extend than usual fourth-order
viscosities involved into second-order and third-order upwind approximations. The
resulting scheme also enjoys a fifth-order superconvergence on Cartesian regions of
the mesh. However, on very irregular meshes, the scheme can show an important
deterioration in accuracy.

My contribution: In collaboration with Hilde Ouvrard, I have investigated
the design of a version of the scheme advancing in time with a finite-element con-
sistent mass matrix. The problem is the stabilisation of this. We proposed a sixth-
order numerical viscosity and analysed the properties of accuracy and stability of
the new scheme. A comparison for a LES flow with the V6 initial scheme has been
performed.

The modelisation of high Reynolds turbulent flows :

State of the art: The modelisation and numerical prediction of high Reynolds
unsteady turbulent flows is the challenge of these decades. Statistical turbulence
modeling is a topic in a consolidation phasis. Large Eddy Simulation (LES) seems
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blocked by the necessary accounting of a very large part of turbulence energy in
resolved scales, rendering LES too costly in industry, in particular for flows with
boundary layers. A new generation of engineering models combine a statistical
model (typically near boundaries) with a LES one. These hybrid formulations,
like the Detached Eddy Simulation (DES) of Travin et. al [Travin 1999], allows
unsteady high Reynolds predictions. However, the first versions of hybrid schemes
involve simplified ingredients (one-equation statistical component, Smagorinsky-like
subgrid scale model). The way they work needs more understanding.

Our approach :  The team in which I have been working in turbulence model-
ing is studying the combination of sophisticated ingredients in an hybrid formulation.
This involve a low Reynolds two-equation model, but also a particular wall law, for
the statistical component. For the LES component, a VMS-LES method is used.

My contribution: I have studied the behavior of a hybrid model involving
a dynamic monitoring of the VMS-LES term. The study was concentrating on the
flow past a cylinder for very high Reynolds numbers, between 0.5 Million and 3
Million.

The estimation of numerical errors:

State of the art: In numerical analysis, managing numerical errors is of
paramount importance. Indeed, all computational results obtained using mathe-
matical models of an event will involve numerical errors. The knowledge of such
errors can provide a means for assessing the reliability of the computation, as well
as a basis for adaptive control of the numerical process. The first use of error esti-
mates for adaptive meshing strategies in significant engineering problem was given
in the work of Guerra |[Guerra 1977] in 1977. A posteriori estimates deals, in a
majority of cases, with global estimates in finite element approximations for elliptic
problems. In the 1990’s techniques for computing local estimates and estimates of
errors in "quantities of interest" began to appear, where, such quantities of interest
manifest themselves as functionals. These estimates provided the basis of "goal-
oriented adaptivity" wherein adaptive meshing procedures are devised to control
error in quantities of interest. A general setting of such technique was proposed for
example in [Becker 1996a|, [T. Strouboulis 2000]. A general account of such duality
problems, with applications to both linear and non-linear problems was contributed
by [Becker 2001].

Our approach : Our team focuses on error estimators for mesh adaptation
problems and error correction methods. Loseille |Loseille 2008] has shown in his
thesis how an a priori estimate based on interpolation errors in L? space can be
developed for generating anisotropic adapted meshes for steady Euler problems and
reaching second-order convergence rate for problems with shocks.
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My contribution: In this thesis I focused on error estimates for unsteady
problems. I have contributed to both a posteriori and a priori error estimators
for unsteady inviscid problems and viscous unsteady problems. For the first one,
we have been interested on linearized methods for reducing dissipation errors. Re-
garding the a priori errors, a new estimator is proposed with application to viscous
flows. These a priori estimators have been employed for goal-oriented anisotropic
mesh adaptation problems, for both Euler and laminar Navier-Stokes flows.

Applications to mesh adaptation:

State of the art: Mesh adaptation methods are closed to reaching a remark-
able maturity and efficiency. If the isotropic adapted meshes were often prefered in
the past, it has become clearer and clearer that the use of anisotropic meshes must
be recommended for realistic aerodynamics, since the resolution near the boundary
is the most costly and sensitive to discretization, and anisotropic meshes improve
this issue.

Our approach :  Our team, in strong cooperation with Gamma Project from
INRIA Rocquencourt, studies methods in which anisotropic meshes are described
by metrics defined in a continuous framework. In this context, the error model
is bounded by interpolation errors defined by Hessians of the interpolated variable,
weighted by some weights. Working in this continous framework permits an analytic
resolution of the optimisation problem.

My contribution: My joint work with Gamma team referred to application
of their anisotropic mesh generators to functionals of observation. More exactly,
we have developed a method to derive an optimal mesh to observe/improve a given
output functional in an unsteady context. The weights of the interpolation error
are adjoint states in this case. A new global fixed-point algorithm is proposed here
in order to converge the couple mesh/solution. We have applied this algorithm for
blast wave problems and acoustics, for both 2D and 3D cases.

1.2 Organisation and Content of thesis
The present thesis is built around two main topics:

e First, the understanding and the improvement of turbulent flow simulation and
modelisation through a parallel platform dealing with turbulent Navier-Stokes
system coupled with turbulence models.

e And second, managing approximation errors through an adjoint-based formu-
lation, either to improve a target error or through a goal-oriented anisotropic
mesh adaptation process. The final goal of this second part is the construction
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of a solid error estimation environment able to deal with massively separated
turbulent flows.

The first two chapters of the present thesis refers mainly to our first purpose,
the turbulent flow simulation and modelisation, although in the remaining chapters
the turbulence can be evoked. The remaining parts of this thesis concentrates on
numerical error reduction.

e Chapter 2 starts with a short review of the Numerical Schemes employed in
this thesis. A new mass matrix formulation of this scheme is introduced and
tested for a 2D Gaussian translation problem.

e Chapter 3 refers to high Reynolds number turbulent flows simulation. We
present an overview of some well-known turbulence models, focusing on hybrid
ones. Results for the simulation of the flow around a circular cylinder at sub-
critical Reynolds number for the new mass matrix scheme are presented. Then
we study a new hybrid model and apply it to high Reynolds flow computation.

e Chapter 4 is an introductory chapter to the second subject of this thesis,
namely output-based mesh adaptation. We introduce the adjoint state, for
both continuous and discrete formulations. An example of adjoint computa-
tion is also described before ending this chapter.

e Chapter 5 is dedicated to error correction methods, focusing on a posteriori
estimates. FError correction methods based on linearization and adjoints are
discussed here, and regarding the linearised methods, a numerical example is
provided for reducing the dissipation error.

e Chapter 6 contains the theoretical developement of an a priori error estimate
based on a finite-element formulation. It is shown how approximation errors
can be bounded by interpolation errors through this a prior: analysis.

e Chapter 7 presents the continuous framework for the parametrization by
metrics of meshes. The concept of continuous metric and associated mesh are
reviewed here.

e Chapter 8 is dedicated to the description and resolution of the mesh adap-
tation problem for unsteady Euler flows. We concentrate on output-based
formulation, showing how the error model is described in a continuous metric-
based framework. A global fixed-point algorithm is presented here to converge
the unsteady problem mesh /solution. This chapter ends with applications to
blast waves and acoustics problems.

e Chapter 9 is a preliminary chapter devoted to output-based mesh adapta-
tion problem associated with Navier-Stokes viscous flows. The error estimate
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developed in Chapter 6 is used to solve the minimization problem. The nu-
merics are identical to the ones in Chapter 8. The drag computation for the
flow around a NACAOQ012 airfoil is optimised here, through this goal-oriented
mesh adaptation model.
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2.1 Introduction

This chapter is devoted to the Numerical Schemes which will be used in the
different chapters of this thesis, and in particular for the hybrid simulation of large
eddies in turbulent flows, for acoustics and for shock motions. The common feature
of these models is the compressibility of the fluid.

A stable scheme need to be derived for these convected dominated flows, with
the ability of shock capturing. Beside this, the convection part needs in most cases
to involve a numerical dissipation which is as small as possible. Several types of
schemes with six-order dissipation are considered. The low level of dissipation
makes these scheme better adapted to Large Eddy Simulation (LES) than usual
third-order upwind accurate schemes.

One of the contribution of this thesis is the building of a new scheme involving
a consistent mass matrix formulation stabilised with such a sixth-order dissipation.
All our schemes are based on a central finite-element type approximation allowing
an error analysis developed in Chapter 6.

This chapter is organized in three sections. We start with Section 2.2 where
we focus on the description of main numerical aspects for spatial resolution of a
simpler model, the Euler model. In this section one will be guided through the
spatial representation and flux integration of the Euler system of equations. Next,
in Section 2.3 we shall focus on higher order representation of the spatial resolution.
Section 2.4 introduces and analyses a new mass matrix formulation for improving
the accuracy on very irregular meshes. A first numerical application of this scheme
is presented here. This section represents also my first, introductory contribution
to the numerical framework of our team. The last part of this chapter, that is
Section 2.5, is dedicated to the implementation of these upper mentioned schemes
to Navier-Stokes system of equations.

2.2 Numerical Method for 3D Euler equations

2.2.1 Mathematical model for Euler equations

For a perfect, inviscid gas, the unsteady Euler equations for mass, momentum and
energy writes in a conservative formulation :

U(W) = 882/ +V-FW)=0 in Q (2.1)

where Q C R3 is the computational domain, W = (p, pu, pv, pw, pE) is the vector

of conservative variables, %—Vf is the time derivative (an usual notation could be also:
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W:), and F is the convection operator F(W) = (F1(W), Fo(W), F3(W)) with:

U pv pw
pu2 +p puv puw
Fi(W) = puv , Fo(W) = pv? 4 p , Fa(W) = pvw ,(2.2)
puw pvw pr +p
(PE +p)u (pE + p)v (PE + p)w

where p, p and E holds respectively for the density, the thermodynamical pressure
and the total energy per unit mass. Symbols u, v and w stands for the Cartesian
components of the velocity vector u = (u,v,w). For a calorically perfect gas, we
have

1
p= (=1 (pE = 5plul?),

where 7 is constant.

We impose corresponding boundary conditions, for instance slip conditions on the
solid boundary denoted here I':

u-n=0

where n is the outward normal to I', and we consider the flow to be uniform on the
far-field boundary I'o. At initial time we impose also: W(x,0) = Wp(x), Vx € €.

System (2.1) has the property of homogeneity, which means that functions 7,
for i = 1,2,3 verifies the following property : F;(AW) = AF;(W). This can be

/

translated into the following relations: F;(W) = F,(W)W.

1

Definition 2.2.1

A system of PDEs like 2.1 is called hyperbolic for the direction t if the associated
characteristic matrix denoted H (in this case H = 771.7:1 + ngfé + 773.7::;) has real
eigenvalues and if the corresponding eigenvectors are linearly independent for all
1,12, 73-

Proposition 2.2.1

Euler System (2.1) (with boundary and initial conditions) is an hyperbolic system
for the direction t on the computational domain 2.

We recall that the Euler System (2.1) generally does not admit a global regular
solution, even if the initial state Wy(z) is regular. Discontinuities, for instance a
shock wave, can develop at some time. In order to consider discontinuous solutions,
we introduce a weak solution.

A weak formulation of System (2.1) writes:

T
Vo e Cx@x R, (W), ¢) = [ [ W e - FOV)Ve) anus
0 Q
+ [ W) - sow) do

Q
T A
+ /0 /F S(F(W) + F(W)) - n dldt = 0,

(2.3)
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where F(W) 4+ F(W) contains the boundary conditions and boundary flux.

Definition 2.2.2

(Rankine-Hugoniot relation) Let W be a discontinuous solution of System (2.1)
along a regular hypersurface, defined for all couple (x,t) and with normal vector
(—o,n). We denote Wi and Wy two states on respectively the left and the right size
of the discontinuity. The relation of Rankine-Hugoniot writes:

[F(W1) = F(Wo)|l-n =0 [W; — Ws

where n and o are respectively direction and velocity of propagation of the travelling
discontinuity.

Unicity of the weak solution for System (2.3) does not holds, but not all of
these solutions have a physical interpretation. An example of accepted solutions are
defined by the limit when € — 0 of viscous solutions of the following system:

W, + V- F(W) =AW, € > 0.

In a simplified mono-dimensional context it means that this weak solution need
to satisfy the entropy condition that we recall hereafter:

Definition 2.2.3
A convex function n is called an entropy associated to Euler System (2.1) if func-
tions q1,q2, qs ezists (also called entropy flux) and such that:

dn(W) dge(W) _ dF(W)
aw  dw aw

for k=1,2,3.

A weak solution W of System (2.1) is called entropy solution if for any entropy
n of flux qi1,q2,qs associated to (2.1), it verifies the following inequality:

W) = dge(W)
TR oz =

k=1

In practice, our numerical schemes will involve a numerical dissipation which
will be sufficient for ensuring to obtain the unique approximations of the entropic
solution.

2.2.2 A particular P1 Finite-Element Galerkin formulation

Let Qp be a polygonal domain close to 2. We assume that 2;, can be discretized
by a tetrahedrization 7 admissible for Finite-Elements i.e., the intersection of two
different tetrahedra is either empty, or a vertex, or an edge, or a face. We shall call
Q) the discrete computational domain, and I'j, the associated discrete boundary.
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The test functions are taken into the approximation space V}, made of continuous
piecewise linear functions included in V = [H(2)]:

Vi, = {th ‘ ¢p, 1s continuous and ¢ is linear VI' € 771} .

In order to avoid the management of interpolation operators applicable in the whole
H' space, we shall work inside the following spaces:

V= [HQ(Q)]5 and Vh =Vu Vi .
This is useful for using IIj, the standard P! interpolation operator:

Hh : Vh — Vh
¢pr— pe  with II,¢(i) = ¢(i) Vi vertex of Tp, .

Then for Problem (2.3), a discrete unsteady Euler formulation writes:

Vo € Vi, /Q (O Wht + OV Frn(Wh)) d% — | ¢nFn(Wy)mdly, = 0, (2.4)
h Iy

where Fj, is by definition the P! interpolate of F, in the sense that:
Fr(W) =11, F(W) and Fp(Wy) = F(Wy), (2.5)
and, as operator Fj, applies to values of W at mesh vertices, we have:
Fn(W) = Fr(IL,W) = I, F(II,W). (2.6)

We use the same relations for defining F, (W):

~

Fr(W) =, F(I,W) and Fp, (W) = I, F(Wy) . (2.7)

Practically, this definition of Fj means that in Fj, nodal fluxes values of W
are first evaluated at the mesh vertices. Consequently, discrete fluxes are derived
from these nodal values by P! extrapolation inside every element. In contrast to the
standard Galerkin approach, this definition emphasizes that the fluxes are projected
in Vh-

2.2.3 Mixed-Element-Volume basic equivalence

The discrete Formulation (2.4) can be transformed into a vertex-centered finite-
volume scheme applied to tetrahedral unstructured meshes. This is donne using the
mixed element-volume approach as in [Stoufflet 1996, Selmin 1998|. This assumes
a particular partition in control cells C; of the discretized domain €2p:

O = 0 C; (2.8)
=1
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each control cell being associated with a vertex i of the mesh.

The dual finite-volume cell is built by the rule of medians. In 2D, the median cell
is limited by segments of medians between centroids and mid-edge (Figure 2.1). In
3D, each tetrahedron T of the mesh is split into four hexahedra constructed around
each of its four vertices. For a vertex ¢, the polyhedron C; N'T is defined by the
following points (Figure 2.2):

(i) the three middle points of the edges of T issued from 4,
(i

) the three gravity centers of the faces of T' containing i,
(iii) the center of gravity of the tetrahedron and
)

i
(iv) the vertex i.

The cell C; of vertex ¢ is the collection of all polyhedra linked to ¢. The common
boundary 0C;; = 0C; N OC; between two neighboring cell C; and Cj is decomposed

in several triangular interface facets. An illustration of this construction is shown
in Figure 2.3 for the 3D case.

Figure 2.1: lustration of finite-volume cells construction in two dimensions with
two neighboring cells, C; and C; around i (P; on the figure) and j (P; on the figure)
respectively, and of the upwind triangles K;; and Kj; associated with the edge .

Figure 2.2: The planes which delimit finite-volume cells inside a tetrahedron (3D
case).
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Figure 2.3: Illustration for 3D case of finite-volume cell interface 9C;; between two
neighboring cells C; and C}.

The corresponding test functions are the piecewise constant characteristic func-
tions of cells:
; 1 if Ci
X'(z) = nee
0 otherwise.

Then the weak form of Euler equations (2.1) is integrated in this new formulation
by writing, for each vertex i, i.e. for each cell C;:

/ WodC + | FW)ns do =0 (2.9)
C; aC;
The finite-volume fluxes between cells around vertices ¢ and j are integrated

through the common boundary 0C;; with a value of ¥} equal to the half-sum of
fh(Wl) and fh(Wj):

PMEV _ Fr(Wi) + Fn(Wj)
)

9 -Vij (210)

where v;; denotes the integral of the normal n; to common boundary between cells

CZ' and Cj,
Vij = / n; do
601-]-

and W; = W (i). The finite-volume formulation for an internal vertex i writes as
the sum of all the fluxes evaluated from the vertices j belonging to V(i) where V(i)
is the set of all neighboring vertices of i. Taking into account the boundary fluxes,
the discrete Scheme (2.4) then writes:

> oMEY - / Frn(Wp)mdl = 0. (2.11)
]GV(’L) I'noC;

We obtain a vertex-centered finite-volume approximation which is P'-exact with
respect to the flux function Fj. This scheme enjoys most of the accuracy properties
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of the Galerkin method [Mer 1998|, such as the second-order accuracy on any mesh
for diffusion-convection models. However, it lacks stability and cannot be applied
to purely hyperbolic models such as the Euler equations. Median-based cells are the
exact counterbalance of the P! finite element formulation. They are well adapted to
non-stretched unstructured meshes. In the case of highly stretched meshes, upwind
finite volume methods show a truncation error which grows with aspect ratio. In
some other case, cells with shapes closer to rectangles may allow a higher accuracy.
Barth [Barth 1994] introduced the circumcenter cells as an issue for the encountered
problems. We can also apply a barycenter for mixing the two cells types, circum-
center ones for very stretched parts and medians for less streched ones (not used in
this thesis).

2.2.4 Flux integration

Once the cells are defined, the spatial divergence V - F is transformed via the Stokes
formula into integrals of normal fluxes F.n at cell boundaries. In the proposed
family of schemes, the accuracy of the integral geometrical quadrature is not as
crucial. We define a very simple option, the edge-based integration. At the contrary,
flux integration sets the important problem of scheme stabilisation. The variables
are assumed to be constant by cell, and therefore, they are discontinuous from a
cell to its neighbor. Upwind integration of the discontinuous fluxes will rely on the
Godunov method based on the two different values of the unknown at each side of
the discontinuity.

2.2.4.1 Central differencing

Let us write a vertex-centered central differenced finite-volume scheme for the Euler
equations applied to an unstructured mesh as follows:
\I’h('y, W)j = 0, with
Wy(y, W)y = D W, Wi, vi) + Ba(y, W), (2.12)
kev(j)

where V'(j) is the set of vertices that are neighbors of j, v, is the integral on interface
between j and k of the normal vector. Symbol By, (v, W); holds for boundary fluxes.
The centered integration for elementary flux ® is written as follows:

(I)central(wjj Wy, ij) = OS(f] -+ Fk)'ij (2.13)

where F; = F(W;) are the Euler fluxes computed at ;. This is equivalent to
introducing the following discrete space operator V}:
. 1
VilDi = iaq 2o Uit Fe/2 vk (214)

Gl &%)

where |C}| is the measure of cell Cj.
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2.2.4.2 Godunov differencing

Central finite-volume (FV) methods are numerically instable. In the general case
they do not produce a solution, and when they produce a solution, it does not
always satisfy the entropy condition. Starting from the availability of analytical
solutions of Riemannian Problem, Godunov has proposed to use them in combina-
tion with the discontinous representation of the solution.

Godunov-type methods rely on discontinuous representations of the unknown
and computation of fluxes at discontinuities in function of both “left” and “right”
values by applying an approximate or an exact Riemann solver. This process intro-
duces numerical viscosity terms that are very useful for stabilizing flows involving
shocks.

We write a vertex-centered first-order Godunov scheme for the Euler equations ap-
plied to an unstructured mesh as follows:

kev(j)

The upwinding in elementary flux ® is the Roe flux splitting. In the case of the
standard Roe splitting, we have:

O(Wj, Wi, vji) = 0.5(F; + Fr)vje + 0.5A|(W; — Wy) (2.16)
where | A] is the absolute value of the Jacobian flux along vjy:
A= (G + (G)2(vn):
A=TAT-', A diagonal, (2.17)

|A| =T|A|T~! .

These matrices are computed at an intermediate value W, of W: of W; and W,
in short:

— 1 1 11
Wik = <P5Wj + o Wk) /(pj pi)
which enjoys the following property:
‘/—:(WJ) _]:(Wk) = A(W]k)(WJ — Wk) .

In (high enough) supersonic case, A(Wj;) = |[A(W )| or AW i) = —| AW i)
and Roe’s splitting is fully upwind. By the hyperbolicity assumption, matrix A can
be diagonalised. The absolute value |A| writes:

AW )| = T~ ' Diag(|\l, [Aal, | As], [M)T = sign(A)A
where

sign(A) = T~ 'Diag(sign(\1), sign(\2), sign(X3))T. (2.18)
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Thus this averaging also permits the following equivalent formulation:

(F(W)) + F(Wi))/2 = sign(AW ju)(F(Wr) — F(WL))/2 . (2.19)

where Wg and W; are the values of the unknown ar the right and respectively left
of the discontinuity.
These schemes are spatially first-order accurate.

2.3 Towards higher spatial order

First-order upwind schemes of Godunov type enjoy a lot of interesting properties
and in particular monotonicity or, more or less equivalently, positivity. They can
be extended to second order accuracy by applying the MUSCL method. We give
in the next subsection a description of how this can be done. Unfortunately, even
for the second-order version, the amount of dissipation which is introduced seems
larger than that needed in many applications.

In the second subsection, we recall a method inspired by Direct Simulation tech-
niques in which non-dissipative high-order approximations are stabilised in good
accuracy conditions thanks to filters which rely on very-high even order derivatives.
When done in ad-hoc manner, this leads to superconvergent advection schemes
which are more accurate for a subclass of applications, typically, for linear hyper-
bolic system solved on Cartesian meshes.

2.3.1 The second order MUSCL method

The Godunov method builds fluxes between cells in which unknown variables are
considered as constant. This results in a first-order accurate scheme, not enough
accurate for most applications. Van Leer has proposed ([Leer 1979, Leer 1977])
to reconstruct a linear interpolation of the variables inside each cell and then
to introduce in the Riemann solver the boundary values of these interpolations.
Further, the slopes used for linear reconstruction can be limited in order to
represent the variable without introducing new extremas. The resulting MUSCL
method produces positive second-order schemes. We describe now an extension of
MUSCL to unstructured triangulations with dual cells. The MUSCL ideas also
applies to reconstructions which are different on each interface between cells, or
equivalently on each edge. Several slopes of a primitive variable U = (p, u,v,p) are
defined on the two vertices 7 and j of an edge 75 as follows :

e First, the centered gradient (VU)F; is defined as:
(VU);.ij = U; — Us. (2.20)

e We consider a couple of two triangles, one having ¢ as a vertex, and the second
having j as a vertex. With reference to Figure 2.4, we define ,;, €, €5 and
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€js as the components of vector jt (resp. z_j) in the oblique system of axes
(in,im) (resp. (jr,js)):

Jt = epitn + emitm,
1] = €jrJT + €j5JS.

e We shall say that T;; and T}; are upstream and downstream elements with
respect to edge ij if the components €y;, i, €jr, €55 are all nonnegative:

T;; upstream and T}j; downstream < Min(epn, Emi, €jr,€js) > 0.

The upwind gradient (VU );‘] is computed as the usual finite-element gradient on Tj;
and the downwind gradient (VU)% on Tj;. This writes :

(VU)Y = VU |g,,and(VU); = VU |z, (2.21)
where VU |p = Z UpV®y|r are the P1-Galerkin gradients on triangle 7.
We now specffifTour method for computing the extrapolation slopes (V U);; and
(VU)ji -
(VU)ijij = (1= B)(VU)S.ij + B(VU)Y.ij . (2.22)

The computation of Uj; is analogous:

(VU)jiij = (1= B)(VU),.ij + B(VU).ij . (2.23)

The coefficient 8 is an upwinding parameter that controls the combination of
fully upwind and centered slopes and that is generally taken equal to 1/3, according
to the error analysis below.

n r

Figure 2.4: Localisation of the extra interpolation points Dj; and D7; of nodal
gradients.
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Figure 2.5: Downstream and Upstream tetrahedra are tetrahedra having resp. .S;
and S; as a vertex and such that line ;5 intersects their opposite face.

The scheme description is completed by replacing the first-order formulation
(2.15) by the following flux balance:

(1, U); = ) Uk Ukjyvie) + Ba(y,U);. (2.24)
keV ()

with
1 — 1 -
Ujk:Uj+§(VU)ij.Z] , UijUk+§(VU)ji.jZ .

This approximation is spatially second-order accurate for regular meshes. It is
known that in the unsteady case and for very irregular meshes, the scheme accuracy
degrades to less than 2, in a similar manner to finite-element with mass lump-
ing. Even for regular meshes, for a nonlinear flux function the accuracy of MUSCL
schemes is limited to second order, as remarked by Wu and Wang [Wu 1995]. Fur-
ther, the method combines finite differences in the local reconstruction and finite
volume for fluxes. As a consequence, improving the reconstruction to higher order
interpolation does not carry a higher accuracy. We now examine how to change the
reconstruction in order to improve the scheme.

2.3.2 Low dissipation advection schemes : 1D
2.3.2.1 Spatial 1D MUSCL formulation

Let us first consider the one-dimensional scalar conservation law
ug + f(u)y = 0. (2.25)

As in a MUSCL approximation, a mixed finite-difference/finite-volume method is
used for the discretization in space. Let z; , 1 < j < N denote the discretization
points of the mesh. For each discretization point, we state : u; ~ u(z;) and we
define the control volume C; as the interval [z i ng“

%,ijr%], with Tiyl =
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As in a finite-difference method, we define the unknown vector U = {u;} as
point approximation values of the function u(x) in each node j of the mesh. The
time advancing is written:

Ujr + \I/j(U) =0 (2.26)

where, similarly to finite-volumes, the vector U (U) is built according to approxima-
tions of f(u) defined at cell boundaries:

VU) = (@1 —051) 5 2541 = (I)(Ubujﬂ,fj%—’fﬂg) (2.27)
where
1
®(u,v, fr9) = 5 [(1+dsign(e)f + (1= dsign(c))g] , e= f(u/2+v/2).
Let us write down a particular flux:
Jooa-+ o a+ Jooi-—f i+
% + dsign(c) - 5 A (2.28)

The coefficient ¢ controls the spatial dissipation. For defining the integration val-
ues fj 41+ of f at boundaries of control volume Cj, we apply the MUSCL methodol-
2

q’j+% = ‘I)(ujauj+17fj+%*afj+%+) =

ogy |Leer 1977], to the left and right control volume boundary fluxes; fj 1% 18 built
2

using linear interpolation formulas :

1 .
f]+%_ :f]+§Af]+%_ ) f]+
fjféi = fj—l + % Afji

1
2
: o . of
where A fj L1+ are slopes, i.e. approximations of difference term 8—sz
3 z
Afipi- = Q=B (i = f5) + B(f5 = fi-1)
Afjav = A=B) = f5) + B(fre2 = fi+1) - (2.29)
We observe that if the fluxes are based on polynomial reconstruction from the
average values of the unknowns, as in ENO finite-volumes, choosing a higher-order
reconstruction will produces a higher-order finite-volume scheme. In the present
vertez-centered context, high-order accuracy is not obtained by a higher-order inter-

polation but by an interpolation that compensates the error coming from the final
central differencing in (2.27). This writes as follows:

Afier- = Q=B (i = ) + B(f5 = fi-1)
+0°(—fi—1 + 3f; — 3fir1 + fir2)
+0% (= fi—a + 3f;—1 — 3f; + fi11)

Afj+%+ = (1=8)(fi+1— ;) + B(fi+2 — fi+1)
+0°(—fi—1 + 3f; — 3fi1 + fit2)

)

+0% (= f; + 3fi41 — 3fi2 + fivs (2.30)
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Schemes | 0 | B o¢ 64 Order
1 1]1/3] 0 0 3
2 1]1/3|-1/6 | 0 4
3 11]1/3 0 -1/6 4
4 1]1/3|-1/10|-1/15| 5
4 0[1/3]-1/10|-1/15| 6

Table 2.1: Accuracy of different versions of the V6 schemes in 1D case.

where ¢ and 8¢ are parameters that control the combination of fully upwind and
centered corrections. In order to analyse more simply this scheme, we assume that

¢ = f'(u) is constant and equal to 1 .
Then:
1 d
v;(U) = 1 :v( (1+4)0 fi-3
+ [(140)8 + 260° — 4609 — 40 fi—2
+  [-2(B+258+1) —830° + 50 + 7569 fi1
+ (603 + 1266° — 8667 fi
+ [2(8 — 268 + 1) — 830° — 50 + 7609 fj41
+ [—(1 — 8)3 + 200° — 4607 + 467 fit2
—(1-0)¢" fi+a)
(2.31)
which gives:
~of Az 3 f Az3 o f
W)=y YO g T
Azt 95 f Azd 98 f 6
where:
Cs3 = 1-38

Cy = 6(B+26°+ 269
Cs = 1-158— 600"
Cs = 0(8+20°+80%) .
We observe that schemes described in (2.27)-(2.30) are in general second-order

accurate but they become high-order accurate for some values of the parameters 3,
8, ¢ and 0%. Fifth-order accuracy is obtained with an adequate choice of the three
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coefficients, viz. 8 = 1/3,0. = —1/10,0? = —1/15. In that case, the numerical
dissipation takes the form:

)
D;(U) = m(—fj—:% +6fj—2 = 15fj—1+20f; — 15fj41 + 6 fj42 + fit3 ).

(2.33)

The corresponding dissipative flux writes:

1)
i1 (U) = @(_fjf2 +5fj—1 —10f; +10fj11 — 5fjr2 + fix3 ). (2.34)

Since this dissipation term is based on an upwinding paradigm, it has good explicit
linear stability (analysed in the sequel), together with a balanced spatial stabilisation
property. Putting § = 0, leads to a central-differenced (non-dissipative) sixth-order
accurate scheme.

2.3.2.2 Time advancing stability
We can combine the above scheme with the standard Runge-Kutta time advancing.

U<0> =U"
= At U(U")
= At (U™ + V1 /2)
= At U(U™ + V4/2)
V4 = At U(U™ 4 V3)
Untl = UM+ V1 /6 + Vo /3 + V3/3+V4/6

(2.35)

In many cases a linearized version can be used. Let us recall the Jameson variant
[Jameson 1993] which writes as follows (IN-stage version):

U0 — gn

At
k) —p© o = (k=1) =1... 2.36
U U +N_k+1\I/(U ), k=1...N (2.36)
yntl = U(N)

An A-stability analysis as in [Hirsch 1988] can be applied. We give in Table 2.2
some typical maximal CFL numbers for the six-stage RK scheme, which ensure a
global accuracy order of five for the two best schemes of the proposed family. This
table illustrates that the above schemes can be used with CFL number of the order
of the unity.

All of these schemes can be advanced in time with implicit schemes such as
BDF1 and BDF2, see [Debiez 1996]. Combination with unsteady Defect Correction
[Martin 1996] is also possible. Linear stability is unconditional in all cases.

2.3.3 Unstructured two-dimensional case

In order to increase the accuracy of the second-order MUSCL construction, we
introduce an enriched method for computing the extrapolation slopes (V f);; and
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B 6¢ 07 | 6 | CFLpmax

1 1
1/3 0 0 1| 2310
1/3| -1/6 0 1| 0.263
1/3 0 -1/6 | 1| 1.332
1/3|-1/10 | -1/15 | 1| 1.867
0 0 0 1 .303

Table 2.2: Maximal Courant numbers (explicit RK6 scheme) for the different LV6
spatial schemes (1D analysis).

(V fji:
(V)ijid = (1= BV )57 + BVI)yi]
+eo (V)i = 2V )55 + (V) ) (2.37)
+6a | (Vf)ps,-ij = 2V f)iij + (Vf)jij|

The computation of f;; is analogous:

(Vf)jiris = (L= BV F)Gi) + BV
o (V)5 — 2V )55 + (V)& ) (2.38)
+&a |(V )y, 05 = 2(V ) + (Vf)iif|

The term (Vf)D;kj is the gradient at the point DJ;. As shown in Figure 2.4
Dy; is the intersection point between maxi-line S;S; with edge (face for 3D) nm of
the upwind triangle. This last gradient is computed by interpolation of the nodal
gradient values at the nodes contained in the edge opposite to ¢ in the upwind
triangle T;;.

(Vf)D;j = a(Vf)m+ (1 —a)(Vf)n with Dj; =am+(1—a)n.

The coefficients £¢ and €% are upwinding parameters that control the combination
of fully upwind and centered slopes.

Analysis of Cartesian case (2D /median/2D /circumcenter). We restrict to
an advection model:

Up + alU, +bU, =0 . (2.39)

The proposed schemes may have only sixth-order dissipation and are in general
second-order accurate but they become higher-order accurate for some values of the
parameters 3 (see [Desideri 1987]), £¢ and ¢%, see [Carpentier 1995] and Table 2.3.
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I5; &€ gl 6 | Order

B-scheme 1/3 0 0 1 3

B-scheme 1/3 0 0 0 4

NLV6 Method | 1/3 | -1/30 | -2/15 | 1| 5

Table 2.3: Accuracy of different versions of the presented scheme in 2D Cartesian

case.

For the case of unstructured meshes we can show only first-order accuracy in gen-
eral, and second-order for smooth variation of mesh size. Better convergence can
be observed in practice, we refer to [Abalakin 2002a]. Also, the level of dissipa-
tion of this family of schemes is much smaller than for usual MUSCL schemes, see
[Debiez 1999.
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2.3.4 High-order LV6 spatial scheme

We present now a more simple family of scheme, the linear V6 schemes, LV6,
introduced in [Debiez 1996, Debiez 1999| in which interpolation is applied to the
primitive variables. These schemes are built as follows:

0. A background flow W = (p, pu, pv, E') on each vertex of the mesh is given.

1. Compute the primitive variable U = (p,u,v,p) on each vertex (vertexwise
loop).

2. Compute the nodal gradients VU :

1 meas(T) T
VU); = ———— g R g U,V o,. 2.40
(V) meas(C;) e, 3 = k K ( )

3. Start edgewise assembly loop:

e Compute the extrapolated slopes :
(VOO -ij = (1= B)(VU)) - ij + BVU)) - i
e |(VU))E -5 — 2(VU)); - ig + (VU))E; - ig| (2.41)
e [(VU)py -3 = 2V0)): - i + (VU)); - 37

and analogous for (VU )go.

e Define left and right variable interpolations:

Ui, = UZ'—I—VU»L']'
Up = Uj—VU;

and recover the left and right values of conservative variables U;;, Uj;.

The upwind differenced flux then writes:
O;; = oftemann(y UL) (2.42)

and add (substract) it to flux assembly at vertex ¢ (j) and multiply flux assembly
by the inverse mass matrix in order to obtain the update of the variable.

Remark 1

As it, the scheme is not monotone and so needs to be limited to guarantee the TVD
(Total Variation Diminishing) property of the scheme. The considered limiter is a
generalisation of the Superbee limiter with three entries:

Lim(Ve, Ve vVHO) =0 ifveve <0,
Lim(Ve, V4, VHO) = Sign(Ve)min (2|V°[,2|VY|, |[VHC|)  else.
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Thus, for each variable of conservative vector W, for example the first component
we have:

(pij)x = Lim(Vpf, Vi, Vpi;©).
where pf; and pfj and Vpgo are defined by Relations (2.20) and respectively (2.21).

Remark 2

The combination of median cells and upwinding produces inconsistent error terms
under the form of quotients ﬁ—; or ﬁ—z which can produce large errors when the
previous quotients are large, that is when mesh is stretched. One way to escape
this inconsistency without losing the low dispersion properties (typically, fifth-order

accuracy) consists of using the Barth construction of cells. U

2.3.5 Time advancing

For explicit time advancing, we can use, as in the 1D case, a standart Runge-Kutta
scheme or the linearized version defined above.

An implicit Backward-Differencing formula can also be applied with a spatially-
first-order accurate simplified Jacobian. An interesting option is the second-order
Backward-Differencing formula.

It can then be crucial to apply a multigrid iteration in combination with pseudo
time-advancing (steady case) or (for both cases) an efficient implicit time advancing,.
Designing a multigrid scheme for unstructured meshes rises the problem of defining
a series of coarser grids. In other words, we have to define several new meshes or
to find an alternative strategy. In [Lallemand 1992, Francescatto 1998], this is done
in a transparent manner from the fine mesh by using the so-called cell agglomera-
tion. Parallel multigrid extensions are proposed in [Mavriplis 1997, Fournier 1998|.
Concerning the implicit time-stepping, it needs a solution algorithms for at least
a linearised problem. This can also be done with a multigrid algorithm. Another
option well adapted to message passing parallelism is the Krylov-Newton-Schwarz
(KNS) algorithm, as in [Knoll 2004]. A first version of KNS, under the form of the
Restrictive Additive Schwarz RAS was developed in [Cai 1999, Sarkis 2000]|. This
method can produce second order convergence in space and time although using a
spatially-first-order accurate simplified Jacobian. This is obtained by means of the
two-step-Newton Defect Correction proposed by [Martin 1996].

2.3.6 Conclusion on superconvergent schemes

We have described a family of schemes for the Euler equations involving low
numerical dissipation. Interested readers are refered to [Debiez 1996, Debiez 1999,
Debiez 1998, Abalakin 2002a, Abalakin 2002b, Abalakin 2002¢, Abalakin 2001,
Abalakin 2004, Camarri 2001, Camarri 2002a, Camarri 2004, Gourvitch 2004].

Based on MUSCL schemes, the LV6 schemes involve sophisticated primitive
variable reconstruction designed in order to enjoy low dissipation properties thanks
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to a model of sixth derivative. In the case of advection with uniform velocity, those
schemes present superconvergence properties, in the sense that, when applied to a
cartesian sub-region of the mesh, these second-order schemes are of higher order (up
to sixth-order).

The accuracy order on a regular enough mesh is at least two. On very irregular
meshes, regularity can slowly degrade. This issue is addressed in next section.

2.4 A new mass matrix formulation

2.4.1 Introduction

In the previous section, a MUSCL and superconvergent MUSCL schemes have been
introduced. However, the accuracy of these schemes for unsteady calculations is
obtained only if the mesh is smooth enough. In the case of very irregular meshes,
accuracy can degrade to first order. Indeed, the control of the dispersive property of
these schemes relies on the upwind formulation which, for regular meshes at least,
compensate the dispersion introduced by the diagonal mass matrix. According
to the finite element theory and practice (see for example [Belytschko 1978]), the
consistent mass matrix has good dispersive properties when use in combination
with central differencing. Higher accuracy order is obtained on regular mesh
and better accuracy is observed in practice (see for example |[Donea 1987]). It
is therefore interesting to compare the mass lumped-upwind technology with
consistent mass-artificial diffusion one.

In this section we introduce and analyse a mass matrix formulation (in the
sense of finite element matrix) which intends to improve dispersion on irregular
mesh, possibly with the same qualities in spatial stability, in particular for Large
Eddy Simulation. The issue of an adequate artificial viscosity needs then to be
carefully addressed.

The present section is organised as follows: we review in Section 2.4.2 a mass
matrix scheme for the 1D advection equation and we analyse the stability of this
scheme for explicit and implicit time advancing using Von Neumann analysis. We
conclude with numerical experiments for a basic example of a Gaussian function
travelling on a regular and respectively irregular mesh.

An application to Large Eddy Simulation (LES) of the scheme to be presented
here is given in Chapter 3. This part of my thesis among with applications presented
in Chapter 3 it is also presented as a research rapport co-authorired with Hilde
Ouvrard and available online at http : //hal.inria.fr/inria — 00429062, 1.
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2.4.2 Mass Matrix Central formulation for the advection equation

Spatial 1D MUSCL formulation: Let us review the one-dimensional scalar
conservation law:

ur + f(u)z = 0. (2.43)

We suppose that f € C'(R,R). We shall insist on particular cases where f(u) =
cu (¢>0).

Spatial discretisation. Let us first consider a finite-volume method for the
discretization in space. Let x; , 1 < 7 < N denote the discretization points of

the mesh. For each discretization point, we state : u; ~ u(zx;) and we define the
TiHTj41

control cell C; as the interval [xj_;,achr;] where Ti1 = “EFEE We define the
2 2 2
unknown vector U = {u;} as point approximation values of the function u(x) in
each node j of the mesh.
The semi-discrete formulation of Equation (2.43) writes:
Ujs +9;(U) =0 (2.44)

where the vector W;(U) is built according to approximations of (f(u)), defined at
cell boundaries, as follows:

1
) — ; — - +
where uj_jE 15 uji , are integration values of u at boundaries of control volume C}
2 2

and @ is a numerical flux function defined here :

5
D(u,v) = e 50(1} —u),

(2.46)

where the coefficient d controls the spatial dissipation.

For the upwind scheme (made of a dissipation based on sixth-order spatial
derivatives) developed in Debiez et al., see |Debiez 1998|, and recalled previously
in 2.3.4, these reconstructed values are given by: uj; 1 = u; + %Au;l and

ut | = wu; — AT, (same reconstruction for u. ; and ut . ) where the slopes
i+3 T2 g i—3

Au~

]+§

and Au;Jr , are defined for the LV6 scheme by:

2

Aug g = (1= B)(uj1 —uy) + Bluj — uj-1)
+96(—u];1 + 3uj — 3u 1 + uj+2)
+9d(*uj',2 + 3u]',1 — 3Uj + uj+1) (247)
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and
Auf,y = (1= B)(wj = ug) + Blujeo = uji)
+6?c(—uj_1 + 3uj — 3uj1 + uj+2)
+0%(—uj + Buj1 — 3ujis + ujis) (2.48)
With 8 = %, 0¢ = _%0 and 6¢ = —%, this scheme becomes fifth-order accurate. The

numerical dissipation introduced by this scheme is made of sixth-order derivatives
and can be written as:

where Dj+%(u) = %(—u]-_g + 5uj—1 — 10uj + 10uj11 — Sujyo + ujt3).

One important drawback of this scheme is that accuracy can deteriorate to first
order for a very regular mesh. We depict the impact of this behaviour at the end of
this chapter. Another drawback is a poor accuracy for stretched meshes, this last
problem can be addressed by changing the shape of finite-volume cells.

Mass Matrix Scheme with central differencing: The usual central-
differences three-point scheme is penalized by a dispersion leading error. This error
can be compensated in the case where we introduce the finite-element P; consistent
mass matrix, denoted here by M. That is, in temporal term of Equation (2.43) is
evaluated by Finite-Element method. System (2.43) then becomes:

MU(t) + Az¥(U) = 0. (2.49)

The Finite-Element P; mass matrix is defined by: (M);; = [ ®®®0) where &0
is the basis function for Finite-Element P; formulation. ®() is a piecewise linear
function such that ®®(S;) = 1 and ®@(S;) = 0 for all i # j, where S; denotes the
j-th vertex. M is a symmetric three-diagonal matrix equal to:

1 2 1
M = Three—diag(éAx, gAa:, EAx)

One obtains thus for the j-th component of vector MU (t):
(MU(t); = mjj-1Uj—1,t +mj iUz +mjjn Ui
where
mjj—1 = 1/6Ax, m;; =2/3Az, m; 1 =1/6Ax. (2.50)
Then, we combine this discretisation of the temporal term with a numerical flux
for the approximation of the convective term:

Uj + Ujr1 1)
®(uj, ujp1) = ¢ <H> 501

5 (2.51)

[N
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Terms ¢ (%) will contribute to the central differencing flux.

We obtain a central differenced scheme that is fourth-order accurate on uniform and
very regular meshes, but this scheme is unstable in most applications. We propose
now to add a dissipation term buit in a similar way to the V6 Finite-Volume scheme
of Section 2.3.2.

According to the Pascal triangle, a fifth-order difference evaluated between j and

j + 1 can be written as follows (C' > 0):

Tj_,_l/g = Cc(—Uj_g +5uj—1 — 10u; + 10w 41 — dujyo + Uj+3). (2.52)
We choose the constant C' as:
o b
60

in order to have the same level of dissipation as in the upwind case . Finally, starting
from expression (2.45) we get for the operator ¥;:

;(U) = ﬁ( c Uj—3
+ (—6C) Uj—2
+ (=1+15C) uj—
+ (—20C)
+ (1+15)C  wjp
+ (=6C)  ujt2
¢ Uj+3

). (2.53)
Time advancing stability:

Explicit time stepping:
Let us consider a time integration of the system MU; = AU, with A the spatial
approximation matrix and M the P1 finite element mass matrix. We can combine
the above scheme with the linearised six-stage Runge-Kutta scheme:

U = pyn
UW =u® 4+ EoM—te (kD) k=1...N (2.54)
Untl — U(b)

The stability study of the scheme is made with the classical Fourier analysis. Let
us include in equation (2.44) the Fourier mode: 4}

frequence parameter. We obtain:

= TRe% where 6 is the

di}
myp—— = —

N
dt

where mg = £(2 + cos(6))
U0 = £ (R3cos(30) + Ry cos(20) + Ry cos(6) + Ro + ily sin(6))a}, with:
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R3 = 20k

Ry = —120k

Ry = 300k

Ry = —200k

I =2
denoting g the linear operator such as W% = — Aot
We introduce the Courant number v = %‘; and the amplification factor Gy = g(zp).
z9 = ’\f;ﬁt, g is the RK6 characteristic polynomial:

2 3 24 25 26

y4
—1 LR LR LA LA
9(z) =1+z4 5+ 4 or+ 55+ 70

Finaly, we have:

z9 = _‘2(2+?:lc/>s(a)) (25" +i25)
2}t = Rjcos(36) + Ry cos(20) + Ry cos(d) + Ro
z} = I sin(0)

Plotting the gain function Ga(v) = m[ax] g(zg), we can determine vpq,, the max-
0€[0,m

imum value of CFL number to obtain a stable scheme with, that is the maximum
value of v such as |g(zg)| < 1.

For a CFL small enough (in practice we can take CFL=3.5), the whole of zp complex
numbers remains inside the A-Stability region of the RK6 time advancing scheme
as illustrated on Figure 2.6.

-1t

Imaginary part of z,
(=)

-2t

-3+

— -3 -2 -1 0 1
Real part of z.

Figure 2.6: Stability analysis: we depict the boundary of the region for which
g(z) <1 and (inside) the eigenvalues of spatial operator
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Implicit time stepping:

The purpose of this section is the stability analysis of the implicit scheme. This
can be also done with Fourier analysis. The computation is made on the same
one-dimensional scalar conservation law. Let us use the implicit scheme a d-scheme
using a mass-matrix formulation:

U™ = AMT(UM)

with U = U+t — U™ and T™ is the implicit matrix.
In case of a first order scheme, T represents the following three-diagonal matrix :

" = diag(% -, % + v, %)

With the Fourier analysis we obtain:

tog =14 v(1— cos(6)) + 5(2 + cos(0)) + ivsin(f)

The amplification factor is then given by:

G(At) = etz

to

We are most interested on the behavior of the amplification factor when the time step
At tends to +oo. The aim is to know if the built ones schemes are preconditioned

at first order with satisfactory factors of convergence. Let us denoteAlim G(At) =
t—r00

fo(0). We are searching the Fourier’s modes for different schemes witch maximises
the functions:

1 sin(0)z} — (1 — cos(0))z}

fo(6) =1— (1 — cos(6))24* + sin(0) 25| +i

4(1 — cos(0))mg [ 4mp(1 — cos(0))

The functions f5 are depicted with three different values of § in Figures 2.7, 2.8
and 2.9. We can observe that our implicit scheme is inconditionally stable. Let us
denote that the optimal value that minimise the gain function when At goes to oo
isd=1.

An extension of this formulation to three dimensional turbulent flows simulation
is investigated in Chapter 3. The benchmarking of the classical VMS-LES approach
and VMS-LES with the mass matrix formulation for simulating the flow around a
circular cylinder at Reynolds number 3900 is presented in the same chapter.

2.4.3 Application: Gaussian translation on regular vs irregular
mesh

In this section one computes a model problem of advection and we exhibit an
irregular mesh for which the Finite-Volume methods behave very poorly and we
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Figure 2.7: Gain function for § =1

Behavior of the aplification factor for delta=0.5
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Figure 2.8: Gain function for § = 0.5

show the improvement carried by the novel method.

The graph of a Gaussian is a characteristic symmetric " bell shape curve " that
quickly falls towards vanishing values.

For our 2D study, we consider the advection equation:

dp dp B
E(xayﬂt) =+ Cail,i(xayﬂt) =0

using an advection vector ¢ = (0,1) and a Gaussian function as initial condition:
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Behavior of the amplification factar for defta=0.3
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Figure 2.9: Gain function for § = 0.3

p(x, v, 2, 0) =14+ eXp—150(a:+0,3)

The advection equation is solved using the Mass Lumping V6 scheme and the Mass
Matrix Central Differencing scheme with two options: projected dissipation and
non projected dissipation. Recalling that a "Mass lumping" scheme means that the
temporal term of the equations is treated by Finite Volume whereas Mass-Matrix
scheme means a temporal term treated by Finite Element. We are in particular
interested on the dissipation of the Gaussian when it is translated using different
meshes. The first mesh is regular as shown Figure 2.10 and the second one is
irregular with strong variations of the local mesh size (see Figure 2.13)

In the regular case, we plot respectively in Figure 2.12 and Figure 2.11 the
Gaussian translation using the Mass Matrix Central Differencing scheme and the
Mass Lumping V6 scheme. One can observe that the translation is well predicted.
In the irregular case, as shown Figure 2.15, the translation is well predicted with
the Mass Matrix Central scheme with a maximum deviation with respect to the
exact solution of about 0.02 and using the V6 scheme, one have some perturbations
with a maximum deviation of 0.15, more that 7 times larger (see Figure 2.14).

2.4.4 Preliminary conclusion

The new formulation need solving a mass matrix formulation even in the explicit
time advancing. In this case the time step is 3 times smaller than the Finite-Volume
method. In implicit time advancing, this drawback disappears. The first set of
numerical experiments show an important improvement for very bad meshes. In
Chapter 3 we give a second comparaison for turbulent flows.
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Figure 2.10: Regular mesh
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Figure 2.11: Gaussian translation for Mass Lumping V6 sheme on regular mesh

2.5 Numerical Method for 3D Navier-Stokes equations

2.5.1 Introduction

Remaining in the same framework of numerical schemes, but approaching to turbu-
lent flows simulation, we introduce in the present section the numerical description
and resolution of Navier-Stokes equations.

As it was explained for Euler flows, the spatial discretisation is based on a mixed
finite element-volume formulation. Finite-volumes are used for the convective fluxes
of Navier-Stokes equations and finite-elements (P1) for the diffusive ones.
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lineO1

cut-plane
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Figure 2.12: Gaussian translation for Mass Matrix Central Diff Projected scheme
on regular mesh

|

Figure 2.13: Irregular mesh

2.5.2 Set of equations

Suppose the Navier Stokes equations are numerically normalized with the following
reference quantities:

e L,.; = characteristic length of the flow
e U,y = velocity of the free-stream flow

® pref = density of the free-stream flow
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Figure 2.14: Gaussian translation for Mass Lumping V6 sheme on irregular mesh
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Figure 2.15: Gaussian translation for Mass Matrix Central Diff Projected scheme
on irregular mesh

® [iref = molecular viscosity of the free-stream flow

The flow variables can be normalised with the reference quantities as follows:

* 14 * Uj * b
Pref J Uref Dref
E L
E* = pr=L =t el (2.55)
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The non-dimensional form of the Navier Stokes equations for the laminar case are
reported in the following:

op*  O(p*uj)

ot* Oz} =0
dprur) O oy 1 0o
ot* Oz} dz;  Re Ox}
A E*) O Euj) Op'ej) = 10woy) 4 9 1
. S - (B — ~ulul
o o gz | Re 0z ReProx (B = )
(2.56)

where the Reynolds number, Re = UycfLyct/v, is based on the references quantities,
Urep and Ly, and on kinematic viscosity v, the Prandlt number, Pr, can be assumed
constant for a gas and equal to:
Cpp
Pr= "=
k
with k the thermal conductivity, and v = C,/C, is the ratio between the specific
heats at constant pressure and volume. Also the constitutive equations for the
viscous stresses and the state equations may be written in non-dimensional form as

follows:
iy = g (Gaeos) oo (G + )
AR Gl %“?uj) : (2.57)

In order to rewrite the governing equations in a compact form more suitable for the
discrete formulation, the following unknown variables are grouped together in the
W vector:

W = (p, pu, pv, pw, pE)T.

If two other vectors, F' and V are defined as function of W, as follows:

U pv pw

F— qu +p puv puw

N pUv pv2 +p pow

puw pLW pw2 +p
and
0 0 0

011 021 031
V = 012 022 032
013 023 033

U011 + V012 + Wo13 —q1 U012 + V022 + Wo23 — q2 U013 + V023 + WO33 — q3
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they may be substituted in (2.56), to get a different compact format of the governing
equations which is the starting point for the derivation of the Galerkin formulation
and of the discretization of the problem:

ow 0 1 0

It is important to stress that the vectors F' and V are respectively the convective
fluxes and the diffusive fluxes.

2.5.3 Spatial discretization

Spatial discretization is based on a mixed finite-volume/finite-element formulation.
A finite volume upwind formulation is used for the treatment of the convective fluxes
while a classical Galerkin finite-element centred approximation is employed for the
diffusive terms.

The computational domain €) is approximated by a polygonal domain 2. This
polygonal domain is then divided in Ny tetrahedron T;:

Ny
o =T (2.59)
i=1

The set of elements T; forms the mesh used in the finite-element formulation. The
dual finite-volume grid can be built starting from the triangulation following the
medians method.

Regarding the convective fluxes we refer to the first part of this Chapter, more
precisely to Section 2.3, where the second order MUSCL scheme is presented, which
we recall it expresses the Roe flux as a function of the extrapolated values of W at
the interface between two neighboring cells C; and C}, W;; and Wj;.

2.5.4 Convective fluxes
Convective fluxes are defined either by the MUSCL LV6 scheme described in Section
2.3 or by the consistent central fluxes

2.5.5 Diffusive fluxes

The P1 finite-element basis function, qﬁ(i’T), restricted to the tetrahedron T is as-
sumed to be of unit value on the node ¢ and to vanish linearly at the remaining
vertices of T. The Galerkin formulation for the diffusive terms is obtained by mul-
tiplying the diffusive terms by ¢(*1) and integrating over the domain Qp:

Vi 1) // ;i 1)
—_— L) d0 = —2p\B1)dQ . 2.60
//Qh (a$]>¢ Ta$j¢ ( )

Integrating by parts the right-hand side of Equation (2.60) we obtain:
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Vi / i\ T 9p(-1)
G a0 = [ Vel )n~da—// % da . 2.61
// 837] oT J J T J 81Ij ( )

In order to build the fluxes for the node i consistently with the finite-volume formu-
lation, the contribution of all the elements having ¢ as a vertex needs to be summed
together as follows:

> /GTVWTana—// ‘g(: ):

TieT

A

TieT

/ oD Vin; do . (2.62)
a0y,

In the P1 formulation for the finite-element method, the test functions, qﬁ(i’T),
are linear functions on the element 7" and so their gradient is constant. Moreover, in
the variational formulation the unknown variables contained in W are also approx-
imated by their projection on the P1 basis function. For these reasons the integral
can be evaluated directly.

2.5.6 Boundary conditions

Firstly, the real boundary I' is approximated by a polygonal boundary I'j, that can
be split in two parts:

T, =T UL, (2.63)

where the term I' represents the far-fields boundary and I'y represents the body
surface. The boundary conditions are set using the Steger-Warming formulation
([Steger 1981]) on ', and using slip or no-slip conditions on I'.

2.5.7 Time advancing

Once the equations have been discretized in space, the unknown of the problem is
the solution vector at each node of the discretization as a function of time, W(t).
Consequently the spatial discretization leads to a set of ordinary differential equa-
tions in time:

dWy,
dt

+U(W,) =0 (2.64)

where W, is the total flux, containing both convective and diffusive terms, of W,
through the i-th cell boundary divided by the volume of the cell.
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2.5.7.1 Explicit time advancing

In the explicit case a N-step low-storage Runge-Kutta algorithm is used for the
discretization of Eq.(2.64):

w0 — W(ﬂ),
WE =wO L At g, FWEDY k=1, N
wntl) — yyN)

in which the suffix h has been omitted for sake of simplicity. Different schemes can
be obtained varying the number of steps, N, and the coefficients «y.
2.5.7.2 Implicit time advancing

For the implicit time advancing scheme in AERO the following second order accurate
backward difference scheme is used:

a1 W 0, W o,y WD 4 AWy (W D) = 0 (2.65)

where the coefficients «;, can be expressed as follows:

1+ 27 72
Ap4+1 = 1—{_77_, Ay — -1 - T, Ap—1 — 1 g (266)
where At("™) is the time step used at the n-th time iteration and
At(™)
T= D (2.67)
The nonlinear system obtained can be linearised as follows:
it W + a, W 4 a(n_l)W("_l) + AW =
v
~ fanss +5t(”)§W,(W(”))] (WD) _ pyoy, (2.68)

Following the defect-correction approach, the jacobians are evaluated using the
1st order flux scheme (for the convective part), while the explicit fluxes are composed
with 2nd order accuracy. The resulting linear system is solved by a Schwarz method.

2.6 Conclusion

We have recalled the feature of the numerical platform used in this thesis for inves-
tigation in turbulence modelling and in mesh adaptation methods. We have also
proposed and analysed a new version of the numerical scheme, with its explicit and
implicit version. On a simplified model, the improvement is important for irregular
meshes. A second conclusion is presented for turbulence models in Chapter 3.
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3.1 Introduction

In spite of extensive research for more than a century, modelling turbulent flows
remains a big challenge nowadays. Turbulence simulation, in its purest form - called
Direct Numerical Simulation or DNS - aims to resolve all details and scales of the
turbulence, i.e. the spatial and temporal evolution of the entire range of eddies. To
achieve this, Blazek [Blazek 2001] pointed out that a sufficient spatial resolution for
DNS is proportional to Rei and the CPU time requirement is proportional to Re>.
In an attempt to resolve flow at Reynolds number 10000 using DNS, Tremblay
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[F. Tremblay 2000] concludes that the simulation needs about 80 computing days
running on a 32 processor parallel computer system. For practical flows around
an aircraft the Reynolds number is measured in term of tens of million, that is
-instead of 80 days, more that a thousand centuries would be necessary, even on
one of the most powerfull supercomputer of nowadays who accounts for about
500000 processors (the Japanese supercomputer at RIK EN Advance Institute for
Computational Sciences, capable to perform more that 8 quadrillon operations per
second accordingly to ISC events from june 2011). Thus, it is still not practical
to accurately resolve the non-linear nature and three dimensional characteristics
of turbulence at rather moderate and high Reynolds numbers using DNS with the
currently available computer technology.

In fact the aircraft designer is not interested in all the details of the instantaneous
flow but mostly in the statistical mean of the flow and a few bulk moments. To
answer this, scientists and engineers focused on obtaining a model for the mean
flow. The statistical simulation consists in ensemble-averaging the Navier-Stokes
equations. This leads to the Reynolds Averaged Navier Stokes (RANS) models,
where the apparent randomness and most part of, if not all, unsteadiness of the flow
are averaged out, and most if not all aspects of turbulence are modelled. However,
RANS models presents some degree of empiricism, making them less reliable in
certain types of flow. LES is a kind of midway between DNS and RANS modelling
as regards informations acquired on flow and the cost of calculating.

Large-Eddy Simulation (LES) is becoming an increasingly popular approach
also for applications of industrial or engineering interest. It directly computes the
large-scale turbulent structures which are responsible for an important part of the
transfer of energy and momentum in a flow while modelling the smaller scales
of dissipative and more isotropic structures. In order to distinguish between the
large scales and small scales, a filter function is used in LES. The filter function
dictates which eddies are large by introducing a length scale, the characteristic
filter width of the simulation. All eddies larger than this length scale are resolved,
while those smaller than the length scale are not. The effect of the small eddies
eliminated by the operation of filtering on large ones is modelled by the so-called
sub-grid scales (SGS) models. Although requiring much larger computational
resources than RANS !, LES has the potential to give more accurate results than
the Reynolds-Averaged Navier-Stokes (RANS) approach for flows characterized
by massive separation or significant unsteadiness. Paradigmatic examples of such
flows are bluff-body flows.

A new approach to LES based on a variational multiscale (VMS) framework
was recently introduced in Hughes et al. [T.J.R. Hughes 2000]. The main idea of
VMS-LES is to decompose, through Galerkin projection, the resolved scales into

'LES computation requires a much finer mesh to resolve the smaller vortices, thus the compu-
tation becomes more expensive
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larger and smaller ones and to add the SGS model only to the smallest scales. It
aims at reducing the excessive dissipation introduced by eddy-viscosity SGS models
on the large scales.

A bottle-neck for LES and VMS-LES models applied to high-Reynolds wall-
bounded flows is that practical applications carried out now for more than two
decades have highlighted that an extremely fine grid resolution, almost comparable
to the one of direct numerical simulations, is needed in boundary-layers to obtain
accurate results. Clearly, this leads to dramatic computational requirements for
large Reynolds numbers. In this context, hybrid strategies have been proposed
in the literature. They combine RANS and LES approaches together in order
to obtain simulations as accurate as LES and at reasonable computational costs
as RANS. Among the hybrid models described in the litterature, the Detached
Eddy Simulation (DES) has received the largest attention [P.R. Spalart 1997].
This approach is generally based on the Spalart-Allmaras RANS model, modified
in such a way that, far from solid walls and with refined grids, the simulation
switches to the LES mode with a one-equation SGS closure. Another hybrid
approach has been recently proposed, the Limited Numerical Scales (LNS) of
[P. Batten 2000]), in which the blending parameter depends on the values of the
eddy-viscosity given by a RANS model and of the SGS viscosity given by a LES
closure. In practice, the minimum of the two eddy-viscosities is used. An example
of validation of LNS for the simulation of bluff-body flows is given in [Camarri 2005].

A major difficulty in combining a standard RANS model with a LES one
is due to the fact that RANS does not naturally allow for fluctuations, due to
its tendency to damp them and therefore to "perpetuate itself", as explained in
[P.R. Spalart 1997]. On the other hand, LES needs a significant level of fluctuations
in order to model the flow accurately. The abrupt passage from a RANS region to a
LES one may produce the so-called "modeled stress depletion" [P.R. Spalart 1997].
Nowadays, researchers try to address this issue by progressive blending.

We focus in this chapter on an hybrid model blending RANS and VMS-LES
[Camarri 2005] and on VMS-LES both for non-dynamic and respectively dynamic
SGS models.

This part of my thesis presents a joint work with Bruno Koobus and Hilde
Ouvrard (both from University of Montpellier II, France), Maria-Vittoria Sal-
vetti (University of Pisa, Italy), Stephen Wornom and Olivier Allain (both from
Lemma Engineering company, France) and Alain Dervieux (INRIA Sophia Antipo-
lis, France). Our team works on modelling turbulent flows through VMS-LES and
hybrid RANS/LES approaches. One of the major motivation of our group is to
develop a model able to handle computations of mean or high Reynolds numbers
for very complex geometries, as the ones encountred in industrial applications. A
typical academic configuration is represented by the flow around a circular cylinder



46 Chapter 3. Turbulence modelling

of ideally infinite span, numerically modeled by using periodic boundary conditions
on a spanwise width somewhere between 3 and 5 diameters. A very fine mesh is
used. On the contrary, industrial studies can be confronted to much more difficult
problems, as for instance an assembly of tens blunt bodies (think of an oil platform
with its tanks and pastles as in Figure 3.1(top)) or long submarine cables (Figure 3.1
bottom), the length of which can be thousands times the diameter and that needs to
be fully computed because of the deformation of the cable and of fluid flow velocity
variation applied more or less in normal direction to the cable. Examples on Figure
3.1 are computed with the models developed by the Montpellier-INRIA-Pisa team.
A more detailed discussion can be found in our paper [A. Belme 2010].
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Figure 3.1: Examples of complex industrial applications: VMS-LES simulation of
flow around a Spar-Truss (image on top) and around a riser (bottom image). A high
Reynolds number characterizes the physics of the flow. We need to predict the main
features of these unsteady flows without using a too large number of grid points,
especially since other complex and costly effects need to be treated, as for instance
the fluid-structure coupling. Computation perfomed by S. Wornom
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The chapter is organized as follows: we start with an overview of the
main features of classical LES modelling, which is useful for introducing the
VMS-LES in Section 3.2.2. The SGS models of Smagorinsky, WALE and their
dynamical VMS-LES counterparts are described in the same section. Then
in Section 3.3 we give an overview of some hybrid models in the litterature
(LNS, DES, DDES), followed by the description of our hybrid RANS/VMS-LES
model. The benchmarking of our VMS-LES and of our hybrid RANS/VMS-LES
strategies for the flow around a circular cylinder is presented in Sections 3.6 and 3.7.

Regarding the numerical methodology we employed in applications, we refer to
Chapter 2.

The content of this chapter was presented in two conferences: ICAS 2010
[A. Belme 2010], AIMETA 2011 [Belme 2011].

3.2 Variational Multiscale approach for Large Eddy Sim-
ulation

3.2.1 Classical LES approach

Large Eddy Simulation (LES) is classified as a space filtering method in turbulence
modelling, in order to get rid of the high frequency fluctuations. In LES, each
variable W of the flow is separated into a filtered, resolved part W corresponding to
eddies larger than the filter and a sub-filter unresolved part w’, the scale of which
is assumed to be too small for a good numerical representation on the considered
mesh.

W=W+w (3.1)

The filtered Navier-Stokes equations for compressible flows and in conservative
form are considered. After separating the Navier-Stokes equation into resolved fil-
tered and unresolved sub-filter components, unknown stress terms arise due to the
nonlinearity of the equations and the shear stress of the flow. These terms need
to be approximated to close the filtered Navier-Stokes equations. In modeling the
subgrid-scales (SGS) terms resulting from filtering the Navier-Stokes equations, the
effects of compressibility present in the SGS fluctuations are assumed to be low and
the heat transfer and temperature gradients are assumed to be moderate. Thus, the
retained SGS term in the momentum equations is the classical SGS stress tensor:

Mi; = puiuj — puguy (3.2)

where the over-line denotes the grid filter and the tilde the density-weighted Favre
filter (f = (pf) / (p)). The isotropic part of M;; can be neglected under the assump-
tion of low compressibility effects in the SGS fluctuations. The deviatoric part, T3,
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is expressed by an eddy viscosity term:

1
Tij = —2psgs <5z“ - 3Skkz> : (3.3)

where the resolved strain tensor S;; = %(gg? + %) and pggs can be, for example,
i [

one of the simplest SGS viscosity defined by the Smagorinsky SGS model:
Hsgs = ﬁ(CSA)2|§‘

with A designing the filter width, Cs a constant that must be a priori assigned, and
S = ﬂ25’;5‘;) Regarding the filter width, no reliable criterion exists to define
the width of the filter corresponding to the numerical discretisation on unstructured
grids. Nevertheless, the following expression has been employed here for each grid
element T

AT = Vols(is)'/3 (3.4)

in which Vols(is) is the volume associated to finite-volume cell is.

In the total energy equation, the effect of the SGS fluctuations has been modeled
by the introduction of a constant SGS Prandtl number to be a priori assigned:

Hsgs
Pregs = C) K (3.5)
where Kg is the SGS conductivity coefficient; it takes into account the diffusion of
total energy caused by the SGS fluctuations and is added to the molecular conductiv-
ity coefficient. We refer to [Camarri 1999] and [Camarri 2002b| for a more detailed
discussion of the simplifying assumptions leading to the adopted SGS modeling in
the unstructured case.

3.2.2 Variational Multiscale LES approach

The VMS-LES differs fundamentally from the traditional LES in a number of ways.
In this new approach, one does not filter the Navier-Stokes equations but uses in-
stead a variational projection relying on particular discretization basis functions. In
particular, it models the effect of the unresolved-scales only in the equations rep-
resenting the smallest resolved-scales, and not in the equations for the large scales.
Consequently, in the VMS-LES, energy is extracted from the fine resolved-scales by
a traditional model such as Smagorinsky eddy viscosity model, but no energy is di-
rectly extracted from the large structures in the flow. In particular, large structures
are not directly diffused near a wall and one can reasonably hope to obtain a better
behavior in boundary layers, and less dissipation in the presence of large coherent
structures.

The initial development of the VMS-LES method historically focused on in-
compressible turbulent flows, regular grids, and spectral discretisations where the
separation a priori of the scales is simple to achieve. For finite element approx-
imations, a hierarchical basis approach and an alternative method based on cell
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agglomeration were proposed for a priori separating the coarse- and fine-scales
[Koobus 2004, C. Farhat 2005, Ouvrard 2010|. In most cases, the VMS-LES method
was applied mainly to homogeneous isotropic incompressible turbulence, and re-
cently to incompressible turbulent channel flows, for which it has demonstrated an
improvement over the traditional LES method [John 2006].

In this Variational Multiscale approach for Large Eddy Simulation (VMS-LES)
the flow variables are decomposed as follows:

W; = W; + W] +W;°¢% (3.6)
LRS SRS

where W; are the large resolved scales (LRS), W/ are the small resolved scales (SRS)
and W;°@9 are the unresolved scales. This decomposition is obtained by variational
projection in the LRS and SRS spaces respectively. In the present study, we follow
the VMS approach proposed in [Koobus 2004] for the simulation of compressible
turbulent flows through a finite volume/finite element discretization on unstructured
tetrahedral grids. If ¢; are the N finite-volume basis functions and ¢; the N finite-
element basis fonctions associated with the considered grid, in order to obtain the
VMS flow decomposition in Equation (3.6), the finite dimensional spaces Vgpy and
VrE, respectively spanned by ; and ¢;, can be in turn decomposed as follows
[Koobus 2004]:

Viey = 1317y’(EE) lﬁvvr; Vig = VrE 63E)]2%j; (3.7)

in which € denotes the direct sum and Vry and V};V are the finite volume spaces
associated to the largest and smallest resolved scales, spanned by the basis functions
9y and wl/; Vre and V};E are the finite element analogous. In [Koobus 2004| a
projector operator P in the LRS space is defined by spatial average on macro cells
in the following way:

W rw) =% Vol{Cr) v 20 [ W (3.8)
> Vol(Cy) i
Jely
by,

for the convective terms, discretized by finite volumes, and:

— Vol C%
W =P(W) = o | W (3.9)
2 D> _Vol(C; J;ﬂ k
Jelg
bk

for the diffusive terms, discretized by finite elements. In both Equations (3.8) and
(3.9), Ir = {jIC; € Ciy}, Co(r) being the macro-cell containing the cell Cy (see
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Figure 3.2). The macro-cells are obtained by a process known as agglomeration
[Lallemand 1992|. The basis functions for the SRS space are clearly obtained as

follows: wl/ =4y — 1), and gb; = ¢ — ;.
A key feature of the VMS-LES approach is that the modeled influence of the

Agglomeration
—>

Figure 3.2: Construction of a macro-cell.

unresolved scales on large resolved ones is set to zero, and so the SGS model is
added only to the smallest resolved scales (which models the dissipative effect of
the unresolved scales on small resolved ones). This leads to the following equations
after semi-discretizations [Koobus 2004] :

/adeJr/ pii-HAD = 0
o, Ot ac;
opu

dQ+/ pﬁ®ﬁ-ﬁdr+/ pidl
c, Ot ac; ac;

1 1 li I
— V&,dQ) + — Vo.dQ) = 0
+Re /QJ + Re /QT ¢

E
adQ+/ (E+p)ﬁ-ﬁdF+/aﬁ~V¢>idQ
oC;

o, Ot Q
+— /ve.vq>id9+ i /M;ve"vqid(z = 0
RePr Jq RePry Jo !

(3.10)

where e denotes the internal energy (E = e + %172) and 7  is the small resolved
scales SGS stress given by:

T =+ (28 — ;Sl;kéij)
with S;j = %(gg; + Z—ZZ) and g, is the small resolved scales eddy viscosity (which
depends on the chosen SGS model).

One can notice that the laminar Navier-Stokes equations are recovered by sub-
stituting 7 by 0 and u; by 0 in the above Equation (3.10) and that the SGS model
is recovered by substituting T by 7, u; by, ¢ by e and (I>;- by ®;, where 7 and
denote the usual SGS stress tensor and SGS eddy viscosity, respectively.

More details about this VMS-LES methodology can be found in [Koobus 2004]
and [C. Farhat 2005].

It remains to model ,u;. We resume in the next subsection some classical SGS

models which can be used for this.
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3.2.3 SGS models

Smagorinsky

To approximate the SGS Reynolds stress, a SGS model can be employed. The
most commonly used SGS models in LES is the Smagorinsky model in which the
eddy viscosity is defined by

fisgs = 7 (CuA)? ’g‘ , (3.11)

where A is the filter width, Cs is the Smagorinsky coefficient and

‘g ‘ = \/ 2%widetild65ij. A typical value for the Smagorinsky coefficient is
Cs = 0.1 that is often used, especially in the presence of the mean shear.

The Smagorinsky model [Smagorinsky 1963] is certainly the simplest and most
commonly used eddy-viscosity model. The major merits of the Smagorinsky model
are its manageability, its computational stability and the simplicity of its formula-
tion (involving only one adjusted parameter). All this makes it a very valuable tool
for engineering applications. However, while this model is found to give acceptable
results in LES of homogeneous and isotropic turbulence, with Cs ~ 0.17 accord-
ing to Lilly [Lilly 1992], it is too dissipative with respect to the resolved motions
in the near-wall region due to an excessive eddy-viscosity arising from the mean
shear. The eddy-viscosity predicted by Smagorinsky model is non-zero in laminar
flow regions; the model introduces spurious dissipation which damps the growth of
small perturbations and thus restrains the transition to turbulence. To alleviate
these deficiencies in the case of wall-bounded flows, the Smagorinsky constant Cy is
often multiplied by a damping factor depending on the wall-normal distance, but
no theoretical basis has been adequately adressed yet.

WALE

The second SGS model we considered is the Wall-Adapting Local Eddy-Viscosity
(WALE) SGS model proposed by Nicoud and Ducros [Nicoud 1999]. The eddy-
viscosity term fisgs of the model is defined by:

~d—~—d_ 3
(S35 Sij )

Hsgs = E(CU)A)z — — 5 —d—
(8i55i5)% + (Si Sij

-~ (3.12)

)i
—d
with §j; being the symmetric part of the tensor gijQ = gikgkj, where g;; = 01U;/0x;:

~d 1 1
Sii = =(9i° + 95i°) — 0ijgrk”-
2 3
For this SGS model, compared to the classical Smagorinsky formulation, the
eddy-viscosity goes naturally to zero in the vicinity of the wall with the correct
asymptotic behaviour so that neither (dynamic) constant adjustment nor damping
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function are needed to compute wall bounded flows. WALE SGS model is also ca-
pable to correctly reproduce the laminar/turbulent transition. Nevertheless, WALE
model tends to add too much turbulent viscosity in vortex regions and thus too
much dissipation for these regions.

Dynamic model Historically, the constants (Cs ,C,, ) appearing in the expres-
sion of the viscosity of a SGS model were often arbitrarily set to a constant over
the entire flow field. For general inhomogeneous flows, it can be a strongly varying
functions of space. In dynamic models, these constants are replaced according to
Germano et al. [M. Germano 1991|, with a dimensionless parameter C(x,t) that
is allowed to be a function of space and time. C(x,t) is estimated using informa-
tion from the resolved scales making the model self-tuning. The so-called dynamic
model [M. Germano 1991] has been refined [S. Ghosal 1995, Lilly 1992| over the past
several years and has been successfully used to study a variety of complex inhomo-
geneous flows. The first step in the dynamic model consists in the introduction of
a second filter, larger than the filter width, which is called the test-filter. The test-
filter is applied to the grid filtered Navier-Stokes equations so that the subtest-scale
stress is defined as:

e — aN—1 [(—~ —~
M,fjeSt = pugu; — (p) (pu,; pui) (3.13)
and, using a Smagorinsky or WALE model, it can be written:

1

3 petey = — CA%pg(a )13 (C denotes Cy? or C?) (3.14)

test
M; j

We recall that the over-line denotes the grid filter, the tilde denotes the Favre filter
and by hat we denote the test-filter. The constant C, as originally proposed by
Germano et al. [M. Germano 1991], should be chosen such that the subgrid-scale is
consistent with the subtest-scale. The quantity:

9 —= = 2~y —1 gl apon
EU — ijest _ Mz] = pUUj; — (p) (puzpul) (315)

is known in LES simulations. In order to determine the constant, one can compare
Li; to the value that would be obtained using the SGS model (Smagorinsky or
WALE). This leads to

1
Lij = Lij — 3Likdij = (CA%)Bj (3.16)
where

N 2
Bij = pg(@)P;j — (i) pg(u)Pj.

Equation (3.16) represents six equations with one unknown. The unknown
(CA?) has to satisfy:
Lij = (CAY)B; (3.17)
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This system of six equations can be contracted by using the least squares approach.
(CA?%) minimizes the quantity

Q = (Lij — (CA®)By). (3.18)

Thus, (CA?) is found by setting % = 0, from which we derive the value of
(CA?)
_ LijBij

(CA?) = .
ququ

(3.19)

An obstacle to the development of a dynamic version based on the Germano-
identity [M. Germano 1991] could be caused by the sensitivity of SGS models having
the correct behavior near the wall to the filtering procedure and the stabilization
method. A simple way to avoid this inconvenient is to have a sensor able to detect
the presence of the wall, without a priori knowledge of the geometry, so that the
considered SGS model of WALE adapts the classical constant of the model, which
is equal to 0.5 in the near wall region, and computes the constant dynamically
otherwise. For our numerical experiments we adopt the sensor proposed by Toda
and Truffin in [H. Baya Toda 2010|, the expression of which is:

sdsd%
SVS = = . (3.20)
5482 4+ §,.8;.3

]

This parameter has the property to behave like y*2 (to be equal to 0 for pure
shear flows and 1 for pure rotating flows).

In order to avoid high variations and important negative values of the dynamical
constant (phenomena that could lead to instabilities in the simulation), we smoothen
it by an averaging process over neighbour cells and a clipping procedure is applied
when the sum of the SGS and the molecular viscosity is negative.

3.3 Hybrid Models

3.3.1 Model features and description

A major limitation of LES for the simulation of complex flows is the fact that its cost
increases as the flow Reynolds number rises. Indeed, the grid has to be fine enough
to resolve a significant part of the turbulent scales, and this becomes particularly
critical in the near-wall regions where small vortical structures play a key role. One
way to overcome this limitation is to introduce RANS modeling in these regions.
For this purpose, hybrid models have recently been proposed in the litera-
ture (see for example [Travin 1999, P.R. Spalart 1997, Sagaut 2002, Frohlich 2008,
Vengadesan 2007, Camarri 2005]) in which RANS and LES approaches are com-
bined together in order to obtain simulations as accurate as in the LES case but
at reasonable computational cost. These hybrid methods can be divided in zonal
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approaches, in which RANS and LES are used in a-priori defined regions, and the so
called wuniversal models, which should be able to automatically switch from RANS
to LES throughout the computational domain. In the perspective of the simulation
of massively separated unsteady flows for complex geometry, as occur in many cases
of engineering or industrial interest, we are primarily interested in universal hybrid
models. In this context, we propose a new strategy for blending RANS and LES
approaches in a hybrid model.

We begin this section by recalling some different hybrid strategies that are rep-
resentative examples of universal RANS/LES hybridization before presenting the
new hybrid model that we propose.

3.3.2 Detached Eddy Simulation (DES)

The original DES model proposed in [P.R. Spalart 1997] is an extension of the
Spalart-Allmaras (S-A) RANS model, a one equation model for the turbulent vis-

cosity vy:
X3

S, S . (3.21)
X2+ C3

Vt:ﬁfvla fvlz X =

NERN

The S-A RANS model solves a transport equation for a viscosity-like variable v
often refered to as Spalart-Allmaras variable:

ov ov ~_ 1 e~
i e Coi [l — f1o]S7 + ;{v (v 4+ D)V + Coa| V|’ — (3.22)
C 7\?
[Cwlfw - l;lftz} <) + fuAU?,
K d
where:
~ 1% X
= 2 fro=1——""—,
S S+n2d2f2 fv2 T
. o 1 8ul 8'&]'
S =20, Q= 5(8—% axi),
1408, 1Y¢ 6 o
s AR S
w2
fri = Cngrexp <_Ct2 A[tp [d® + gfdgo . fro = Cizexp(—=Crax?®).

Symbols o, Cyp1, Cpa, k, Cop1, Cwo, Cws, Cy1, Cr1, Cro, Cys, Cyy hold for constants and
the distance to the closest surface is denoted d.

As explained in [P.R. Spalart 1997], DES works as a sub-grid-scale model in
regions where the grid density is fine enough for a LES, and as a Reynolds-averaged
model in regions where it is not.

The idea is to keep the S-A model near the wall and to transform the S-A model
into a one equation LES model in the remainder of the computational domain.
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To accomplish this, a modified distance function is introduced as following. The
standard S-A model uses the distance to the closest wall, d, as a length scale. The
DES modification consists in substituting for d, everywhere in the equations, the
new length scale d defined as:

d = min [d, CprgA] (3.23)

where Cyfg is a constant usually set to 0.65 and A is the largest dimension of the
grid cell in question.

It has become more and more clear that the main drawback of DES is its
sensitivity regarding the grid. DES is well understood in thin boundary layers, with
flattened grid cells and RANS mode, and in regions of massive separation, with the
turbulence model in its LES mode and grid cells close to isotropic. However, DES
can exhibit an incorrect behavior in thick boundary layers and shallow separation
regions. This has been observed when the grid spacing parallel to the wall becomes
less than the boundary layer thickness, either through grid refinement or through
boundary layer thickening. In this situation, according to DES filter, LES model
can be choosen, even if a RANS model is much more preferable. This could
introduce also a premature separation.

In this situation, it is preferable to over-ride the DES limiter and maintain RANS
behaviour in the boundary layer, independent of the grid spacing parallel to the wall
relative to the thickness of the boundary layer. For this purpose a new version of
this technique refered to as Delayed Detached Eddy Simulation (DDES) has been
developed by Spalart and co-workers in [P.R. Spalart 2006]. A summary of its main
features is presented next.

3.3.3 Delayed-Detached Eddy Simulation (DDES)

The purpose of DDES, as explained earlier, is to "delay" LES function or to "pre-
serve" RANS mode in boundary layer.

To achieve this, Spalart et al. proposed in [P.R. Spalart 2006] to use a blending
function having as argument a parameter ratio of a RANS model length scale to the
wall distance. This parameter for DDES is defined as:

v+ v
VUi Ui R d?
where v; is the kinematic eddy viscosity, v the kinetic molecular viscosity, u; ; the
velocity gradients, x the Karman constant, and d the distance to the wall.

rq = (3.24)

The function of blending is defined then as:
fa=1—tanh([8rq]*), (3.25)

which is designed to be 1 in the LES region where rq4 << 1, and 0 elsewhere (and
to be insensitive to r4 exceeding 1 very near the wall).
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The application of this procedure to S-A-based DES, means re-defining the DES
length scale d:

d=d— fymaz(0,d — CppsA) (3.26)

Setting f; to zero yields RANS, while setting it to 1 gives DES (d =
min(d, CDESA))

3.3.4 Limited Numerical Scales (LNS) Approach

The basic idea of the LNS model [P. Batten 2000] is to multiply the Reynolds stress
tensor, given by the RANS closure, by a blending function, which allows to switch
from the RANS to the LES approach.

Validation of this hybrid approach in a finite volume/finite element framework on
unstructured meshes can be found in [Camarri 2005, Koobus 2007]. In these works,
the k —e model [Launder 1979] is used for the RANS closure, in which the Reynolds
stress tensor is modeled as follows, by introducing a turbulent eddy-viscosity, p:

Ry [0, 00200 ] 2
K al'j ({9231 3(933[ Y 3

(kS (3.27)

Py
where the tilde denotes the Favre average, the < - > time averaging, d;; is the Kro-
necker symbol and k is the turbulent kinetic energy. The turbulent eddy-viscosity
ut is defined as a function of k£ and of the turbulent dissipation rate of energy, ¢, as
follows:
k2
Mt = C,u? ) (3'28)
in which C), is a model parameter, set equal to the classical value of 0.09 and k£ and
e are obtained from the corresponding modeled transport equations |Launder 1979|.
The LNS equations are then obtained from the RANS equations by replacing
the Reynolds stress tensor R;j, given by Equation (3.27), with the tensor L;;:

~ 2
Lij = OARZ']' = Oé,U,tPZ‘j - §<p> (Oék) (52']' y (329)

where « is the damping function (0 < o < 1), varying in space and time.
In the LNS model, the damping function is defined as follows:

a= min{usgs,l} (3.30)
e

in which p1s45 is the SGS viscosity obtained from a LES closure model.

As discussed in [P. Batten 2004], the model should work in the LES mode where
the grid is fine enough to resolve a significant part of the turbulence scales, as in
LES; elsewhere (o = 1), the k£ — e RANS closure should be recovered.



58 Chapter 3. Turbulence modelling

3.4 Our hybrid RANS/VMS-LES model

In this section our strategy for blending RANS and VMS-LES approach into a
new hybrid model is presented. This strategy of hybridisation permits a natural
integration of the VMS concept, while this is not yet the case for other existing
approaches, like LNS and DNS.

To start with, as explained in [Sagaut 2002|, the flow variables are decomposed
in a RANS part (i.e. the averaged flow field), a correction part that takes into
account the turbulent large-scale fluctuations, and a third part made of the
unresolved or SGS fluctuations. The basic idea is to solve the RANS equations in
the whole computational domain and to correct the obtained averaged flow field by
adding, where the grid is adequately refined, the remaining resolved fluctuations.
We search here for a hybridization strategy in which the RANS and LES models
are blended in the computational domain following a given criterion. To this aim,
a blending function is introduced, @, which smoothly varies between 0 and 1. The
correction term which is added to the averaged flow field is thus damped by a factor
1 — 6, obtaining a model which coincides with the RANS approach when 8 = 1 and
recovers the LES aproach in the limit of # — 0. Following strictly these guidelines
would imply that the two fields, RANS and LES correction, need to be computed
separately. In this thesis we explore a single field version. We start with describing
the two main components, the RANS and LES models, and then we specify how
we define our blending field 6.

3.4.1 Hybrid RANS/LES Coupling

The Navier-Stokes equations for compressible flows of perfect Newtonian gases
are considered here, in conservative form and using the following variables W =
(p, pui, E) where p is the density, pu;, i = 1,2,3 are momentum variables and
E = pe + 1/2puju; is the total energy per unit volume, e being the internal energy.
As in [Sagaut 2002], the following decomposition of the flow variables is adopted:

W=<W>+ W W5
\“,_/—’_ ~— +
RANS correction

where < W > are the RANS flow variables, obtained by applying an averaging
operator to the Navier-Stokes equations, W€ are the remaining resolved fluctuations
(i.e. < W > +W¢€ are the flow variables in LES) and W% are the unresolved or
SGS fluctuations.

If we write the Navier-Stokes equations in the following compact conservative
form:

oW
= TV FW) =0
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in which F represents both the viscous and the convective fluxes, for the averaged
flow < W > we get:

o<W >

o TV F(<SW ) = —rRANS (< ) (3.31)

where 7RANS (< W >) is the closure term given by a RANS turbulence model.

As it was previously explained, by applying a filtering operator to the Navier-
Stokes equations, the LES equations are obtained, which can be written as follows:

(< W > +We)
at

+V-F(<W >4W) = -7 (<« W > 4+W°) (3.32)
where 7E5 is the SGS term.

An equation for the resolved fluctuations W€ can thus be derived (see also
[Sagaut 2002]):

owe
ot

+V - F(<W >+W) =V -F(<W >)
= PRANS(c W ) — 7EES (<« W > 4 W), (3.33)

The basic idea of the proposed hybrid model is to solve System (3.31) in the whole
domain and to correct the obtained averaged flow by adding the remaining resolved
fluctuations (computed through Equation (3.33)), wherever the grid resolution is
adequate for LES. To identify the regions where the additional fluctuations must
be computed, we introduce a blending function € smoothly varying between 0 and
1. When 6 = 1, no correction to < W > is computed and, thus, the RANS
approach is recovered. Conversely, wherever 6 < 1, additional resolved fluctuations
are computed; in the limit of § — 0 we want to recover a full LES approach. Thus,
the following equation is used for the correction term:

owe
9 +V - F(<W>4W) =V -F(<W >)

= (1—0) [rFNS (<« W >) — 7EES (< W > 4 W) . (3.34)

Note that for 6 — 0 the RANS limit is actually recovered; indeed, for § = 1 the
right-hand side of System (3.34) vanishes and, hence, a trivial solution is W¢ = 0.
As required, for § = 0 System (3.34) becomes identical to System (3.33) and the
remaining resolved fluctuations are added to the averaged flow; the model, thus,
works in LES mode. For 6 going from 1 to 0, i.e. when, following the definition
of the blending function (cf. Relation 3.55), the grid resolution is intermediate
between one adequate for RANS and one adequate for LES, the right-hand side
term in Equation (3.34) is damped through multiplication by (1 — ). Although,
this seems rather arbitrary from a physical point of view, this is aimed to obtain
a smooth transition between RANS and LES. More specifically, we wish to obtain
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a progressive addition of fluctuations when the grid resolution increases and the
model switches from the RANS to the LES mode. Summarizing, the ingredients of
the proposed approach are: a RANS closure model, a SGS model for LES and the
definition of the blending function. These will be described in Sections 3.4.2 and
3.5.

3.4.2 RANS component

Concerning the RANS closure model used in the hybrid model, the k& — ¢ model
[Launder 1979] is chosen. The main ingredients of this closure model are presented
next.

Standard k£ — ¢ model. This is an eddy viscosity model with a turbulent viscos-
ity u; defined from two extra variables (two-equation model) the turbulent kinetic
energy k and its dissipation rate e, and given by expression (3.28). The Reynolds
tensor, the main term to model, is then given by Equation (3.27).

The k and ¢ fields are evaluated by solving the two extra transport equations:

9{p)k N e\ Ok Ou;
o = (w5 ) 5] g e (3.35)
d{p)e ~ e\ Oe € Oy B g2
o T ety ;= K/”ga os;) T (7) iy — Gl
(3.36)

where constants C.1, Ceo, o and o. are defined by:
Ca =144 Ceo =1.92 o = 1.0 o-=1.3

Historically these constants are deduced from the application of the model to simple
turbulent flows. They also can be mathematically derived by the Renormalization
Group method, see [Yakhot 1986].

Wall treatment by wall law. The k and e variables, the velocity and the
temperature can have a stiff behavior and exhibit small scales near a wall. However,
their behavior presents in most cases some common features, such as obeying the
logarithmic law for the tangent velocity component. In the theory and in the k& —
¢ formulation, this is a consequence of the equilibrium between turbulent kinetic
energy production and dissipation, which arises in a large enough region close to
wall. Wall law methods use this feature in order to avoid the costly discretization
of the wall behavior of these variables. Closer to the wall, two different behaviors
need to be taken into account: in the sublayer and in the log region. This is well
modeled in Reichardt’s law (see for example [Hinze 1959]) which writes in terms of
Ut and yt:

U
Ut = — 3.37
UT ’ ( )
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yt = y . (3.38)

where U is the statistical average of the velocity and the friction velocity U, is given
by:
U, = |2 . (3.39)
p

Then we set:
1 + +
Ut = Eln (1+ry")+738 <1 —eT — y118_0'33y+> . (3.40)
where k = 0.41 is the von Karman constant.

In practice, the computational domain is restricted to a domain at a distance
d to the wall, with d > 0, where ¢ is prescribed by the user. The part d < § of
the flow is represented by the law (3.40) after evaluation of U, and matched to the
numerical solution in the computational domain. The matching distance ¢ is fixed
by the user in such a way that its normalised counterpart y;; ateh, = 0wy /7y is in the
log region, more precisely:

30 <yt o < 200. (3.41)
An approximative value of § is chosen by an empirical formula:
§=20-D-y' . /Rey (3.42)

where y;;atch is chosen by Relation 3.41. In practice the y™ of the matching zone
varies more or less in the interval | 10 —300 [. D is a characteristic of the dimension
of the flow. In our examples, D is the diameter of the obstacle.

A Low Reynolds version. While the wall law is efficient from the CPU stand-
point, better prediction close to the wall, and in particular near the separation, is
obtained by resolving down to the wall, i.e., applying a low Reynolds closure.

The low Reynolds k& — & model proposed in |[Goldberg 1998]|Goldberg 1990] is pre-

sented now. Let: )

k
o = Cufup™ (3.43)

where the coefficient C), = 0.09 and f, is a so-called damping function (for damping
the effect of model when closer to wall) defined by:

1 — e Ank
fu = ——7zmaz(1,9") (3.44)
1-— e*Rt/

with the constant A, = 0.01 and ¥ = R; /2 /C>. The turbulent Reynolds number :

Ry = k?/(ve) with v =p/p (3.45)
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allows us to avoid the estimation of the distance to the wall.
Then, k and ¢ are solutions of:

ok oo [\ O], 06
S e, = |(nr 5) | +Rigr -t . @)
p)e i) = K\ Oz
VI | (e, = [(w “) o)+
o _1
(3.47)
where T is the realizable time scale:
k —1
T, = gmcw:(l,z/} ). (3.48)

This time scale is k/e for large values of turbulent Reynolds number R; and thus of
1, but tends to be equal to the Kolmogorov scale C; (v/e)'/? for Ry << 1. Constants
are defined as C = 1.41, C.; = 1.42, C.o = 1.83 and:

E = pApV (eT,)%5¢ (3.49)

with Ag = 0.3, V = maz(Vk, (ve)*?®) and ¢ = ma:c(%g—;, 0), where 7 = k/e.
One positive point of this precise low-Reynolds model is that it does not
require a distance to the wall, which can be cumbersome to evaluate in the case
of unstructured meshes and complex geometries are those encountred in industrial
applications.
In case of very high Reynolds number demanding a very stretched mesh and multi-
ples layers on a small thickness around the obstacle, the discretization matrix for
low-Reynolds models is in general badly conditioned and the system difficult to solve.

In the sequel we combine this low Reynolds model to the wall law. This is useful
because in practice, the approximative empiric choice of the layer length § does not
ensures that small y* (smaller that 30) cannot be encountered in some part of the
flow. In the regions where y* is small, the Goldberg model applies and improves
the flow prediction with respect to the regular k — ¢ model.

3.5 LES component : VMS-LES

Regarding the LES mode, we wish to recover the Variational Multi-Scale approach
[T.J.R. Hughes 2000], in which the flow variables are decomposed as follows:

W= W + W 4w (3.50)
LRS SRS
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where W are the large resolved scales (LRS) and W' are the small resolved scales
(SRS). This decomposition is obtained by variational projection in the LRS and
SRS spaces respectively. In the present study, we follow the VMS approach as in
Section 3.2. Let ¢; and ¢; be the finite-volume and respectively finite-element basis
functions associated to the used grid. Let w; and qS; be the finite volume and finite
element basis functions associated to the largest and smallest resolved scales. Thus,
the VMS-LES formulation writes:

<a(< W > +We)

m) (V< W > W), )

ot
+(V-F(< W > 4W°),6) = = (TH55(W'), 6) 1=1,N (3.51)
in which F, holds for the convective fluxes, F, for diffusive fluxes and 729 is

modeled by introducing the Smagorinsky SGS eddy-viscosity ps:

_ 2 ! !
ps = p'CsA \/ S Sij (3.52)

where Cy is the model input parameter, SZI-]- is the strain-rate tensor (computed
in the VMS approach as a function of W’) and A is a length which should be
representative of the size of the resolved turbulent scales. Here, A has been selected
as Vol(i)'/3 (Vol(i) being the volume of the i-th tetrahedron) and Cy has been set
equal to 0.1.

3.5.1 Hybrid Complete Formulation

Finally, the Galerkin projection of Equations (3.31) and (3.51) for the computation
of < W > and of the additional fluctuations in the proposed hybrid model become
respectively:

<8<aI;V>7wl> + (V- Fo(< W >),40) + (V- Fo(< W >), 1)

= — (rPWNS (<« W >),4) 1=1,N (3.53)
owe
<at’¢’l> + (V- Fo(< W > 4WO)ahy) — (V- Fo(< W >),4y) + (V- E,(WE), ¢y)

=(1-0) [(FBWNS (< W >), ) — (THES(W'), )] 1=1,N
(3.54)

As a possible choice for 6, the following function is used in the present study:

0 = F(&) = tanh(&?) (3.55)

where £ is the blending parameter, which should indicate whether the grid resolu-
tion is fine enough to resolve a significant part of the turbulence fluctuations, and
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therefore to obtain a LES-like simulation. The choice of the blending parameter is
clearly a key point for the definition of the present hybrid model. In this study,
the blending parameter based on the ratio between characteristic length of the two
models is chosen, similar to Menter and Kuntz [Menter 2004]. The accuracy of the
LES model is evidently related to the local characteristic length which is the mesh
size:

lpps = A

with A = (VOZ(T))% (T denotes the tethraedron of the mesh). For the k —e RANS
model, the length scale is defined from the variables k and € by using a dimensional
argument:

k3/2
IRANS = —.
€
Then we define:
_ leps _ k32
lrANS

A last term needs to be accounted for near the wall boundary.

Protection zone.

As explained previously in the discussion of DES, the boundary layer is wished to
be treated with RANS model, that is why the definition of the blending function is
carefully studied so that no LES computation occurs for massively separated flows
when the grid resolution could be misleading. This remark applies to any hybrid
model of RANS/LES type. Particulary in our model, similary to a DDES approach
we define a protection zone by introducing a distance from the wall function denoted
arg:

B 10 % {
~|d| +1/1000°

arg (3.56)
In the expression of arg we denoted d the distance to the body surface. [ is the
thickness parameter, that we defined as 5 times the thickness of the wall law or
matching zone § (I = 5J). This is designed in order to include the boundary layer
into the RANS zone of the hybrid formulation. The definition of this zone needs
the distance d to the wall and we hope to avoid this in the future, for example by
the use of turbulent Reynolds number defined by Relation (3.45).

Then, the new blending function @ is defined as:
0 = max (0, tanh(arg)). (3.57)

Thus, when |d| — 0 in (3.56) then § ~ 1 and when on the contrary |d| — oo then
6~ 0.

Single field formulation.
To avoid the solution of two different systems of PDEs and the consequent increase
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of required computational resources, Systems (3.53) and (3.54) have been recast
together as:

(%) + (7 )00 + (V- B9,
=0 (FRANS (< W >), 1) — (1—0) (TLES(W'),¢;) I=1,N  (3.9)

Clearly, if only Equation (3.58) is solved, < W > is not available at each time
step. Two different options are possible: either to use an approximation of < W >
obtained by averaging and smoothing of W in the spirit of VMS, or to simply use
W in Equation (3.58). This second option is used here, by relying on the tendancy
of RANS to naturally damp fluctuations.

3.6 Consistent Mass Matrix study of a subcritical flow

The purpose of this section is to analyse the influence of the consistent mass matrix
numerical scheme introduced in Section 2.4. We compare it with the basic scheme.
This work was done in collaboration with Hilde Ouvrard.

VMS-LES is performed to simulate the flow past a circular cylinder at Mach

oD
number My, = 0.1 and at a subcritical Reynolds number Rey of 3900 (Rey = L)
v

based on cylinder diameter D and free-steam velocity us. This Reynolds number
corresponds to the intermediate subscritical regime in which the drag is at a local
minimum around Rey = 2000 — 3000 and increases slowly to Rey = 20000 (see
[Achenbach 1968|). Noticeable variations of the lift fluctuations and mean base
pressure are observed while Strouhal number is marginally decreasing. The main
instability in the flow is Von Karman wake instability. At some Reynolds the
Kelvin-Helmotz instability of the free shear-layers appears. They are generally not
observed for Reynolds smaller that 5000, probably because between Rey 1000 and
5000 the Kelvin Helmholz vortical structure appears in a very intermitent way.

Many measurements are available in the interval 3900 — 4020, see for example
[Dong 2006, Ong 1996, P. Parneaudeau 2008, Norberg 1987] .

The corresponding flow at Rey = 3900 has been computed either by LES
computation [Kravchenko 2000, P. Parneaudeau 2008, Ouvrard 2010] either by
DNS [Dong 2006].

The computational domain as shown in Figure 3.3 is —10 < z/D < 25, =20 <
y/D < 20 and —7/2 < z/D < w/2 where x, y and z denote the streamwise,
transverse and spanwise direction respectively. The characteristics of the domain
are the following:

Li/D=10, Ly/D=25 H,/D=20 and H./D=n
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The cylinder of unit diameter is centered on (x,y) = (0,0).

The flow domain is discretized by an unstructured tetrahedral grid which consists

of approximatively 2.9 x 10° nodes. The averaged distance of the nearest point to

the cylinder boundary is 0.017D which corresponds to y* =~ 3.31.

For these simulations, the characteristic Steger-Warming splitting [Steger 1981]
is used at the inflow and outflow as well as on the upper and lower surface (y = £H,).

In the spanwise direction periodic boundary conditions are applied. On the cylinder

surface no-slip boundary conditions are set.

Li Lo
20 _ — -
0 D ©
—20 !
—10 0

25

Figure 3.3: Computational domain

To investigate the influence of numerical schemes on the VMS-LES approach,
three simulations have been carried out using the WALE subgrid-scale model. The
characteristics of the simulations performed for this study are summarized in Table
3.1. One uses the Roe-Turkel solver as low Mach preconditioning [Guillard 1999].

For stability reasons, the mass-matrix scheme has been run setting the numerical

viscosity parameter v to its maximal value 1.

Simulation Numerical Scheme C Dissipation vy CFL
Simul Mass Matrix + Central Diff. 35 | Non projected | 1 20
Simu2 Mass Lumping + V6 % Non projected 1 20
Simu3 Mass Lumping + V6 % Non projected | 0.3 20
Simu4 Mass Matrix + Central differencing % Non projected 1 20

Table 3.1: Simulations data for VMS-LES computation with WALE subgrid-scale
model, constant C defined in Section 2.4.2.
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The CFL number has been chosen so that a vortex shedding cycle is sampled
in a little less than 1000 time steps. Time-averaged values and turbulence
parameters are summarized in Table 3.2 and compared to data from experiments
of Norberg [Norberg 2003], Ong and Wallace [Ong 1996] and Parnaudeau et
al.[P. Parneaudeau 2008|. Cy denotes the mean drag coefficient, C/; and C; respec-
tively the root mean square values of the drag and lift, St the Strouhal number,
Upin the mean centerline streamwise velocity, Cpp.se the mean base-pressure
coefficient and [, the mean recirculation length.

St Cy Yy e Unmin CPoack lr
Simulations
Simul 0.252 0.77 .0157 | .0367 -0.20 -0.66 1.76
Simu?2 0.213 1.08 .0490 | .4912 -0.29 -1.09 0.83
Simu3 0.215 1.01 .0639 | .5920 -0.29 -1.02 1.08
Simu4 0.215 1.02 .0103 | .0303 -0.29 -0.94 1.12
Experiments
[Norberg 2003] .215£.05 | .994.05 -.2440.1 | -.88%.05
[Ong 1996] 214.005 1.4 £0.1
[P. Parneaudeau 2008| -.34 1.51

Table 3.2: Flow parameters for the present simulations at Rey = 3900

As shown in Table 3.2, for the same value of the C' constant (Simul, Simu2 and
Simu3), the flow parameters obtained with the mass-matrix scheme are generally
less well predicted than those obtained with the classical V6 scheme. In particular
the mean drag is under-estimated with the mass-matrix scheme, which involves an
over-estimation of the recirculation length. Comparing Simul and Simu4, one can
note that introducing a twice larger numerical dissipation significantly improve the
results for the mass-matrix/central-differencing approach.

Figure 3.4 shows a profile of time-averaged and z-averaged streamwise velocity.
One can determine from this plot the most dissipative scheme, that is the scheme
producing the shortest recirculation length. This assumption is verified on Figure
3.5, showing the pressure distribution on the cylinder surface averaged in time
on homogeneous z direction. From these two plots, one can conclude that the
mass-matrix scheme is not enough dissipative. This can explain the encountered
robustness problem. Introducing a larger dissipation level reduces considerably the
recirculation length. One can also note in Figure 3.5 the discrepancies with the
experimental data, for 6 being between 60 and 100. This is due to the coarseness
of the used grid (see [Ouvrard 2010]).

Figure 3.6 displays the total resolved Reynolds stress < w/u/ > in the wake
at x = 1.54 and Figure 3.7 displays the total resolved Reynolds stress < wvrv/ >
at x = 1.54. In Figure 3.6 one can observe that the plot is not symmetric using
the mass-matrix scheme. We interprete this as an unsufficient balance between the
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Figure 3.4: Time-averaged streamwise centerlined velocity at Rey = 3900
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Figure 3.5: Time-averaged and z-averaged pressure distribution on the surface of
the cylinder, experiment: Norberg [Norberg 2003]
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compressive (anti-dissipative) effect of the constant mass matrix on one side, and
the added artificial dissipation on the other side. With a low dissipation level, better
results are obtained with the V6 scheme. The behaviour of the Mass-Matrix scheme
is improved using a larger numerical viscosity.

0.25¢

0.2}

<u’u’>
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o
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Figure 3.6: Total resolved streamwise Reynolds stress < w/u/ > at x = 1.54, ex-
periments of Parnaudeau et al. |P. Parneaudeau 2008|; ——: Simul; —: Simu2;...:
Simu3; —.: Simu4; +: PIV1 experiment; x: PIV2 experiment

In the case of total resolved streamwise Reynolds stress < vfv/ > at x = 1.54,
one can notice first that for the three simulations, we are getting far away from
the experiments. The mass lumping V6 scheme still yields better results than the
two other ones. But increasing the numerical viscosity for the Mass-Matrix scheme
(Simu4) gives a better agreement with the experiments.

3.6.1 Conclusion

The consistent mass matrix scheme represents a method where the better accuracy
for very irregular meshes has been proved in Chapter 2.4. The dissipation term
that has been developed here works properly for LES. However, for the considered
benchmark problem and the used grid resolution and smoothness, the gain in terms
of accuracy is not significant. Another study introducing ENO (Essentialy Non-
Oscillatory) schemes ([Ouvrard 2009]) is now investigated and could be prefered for
the improvement of our software AIRONUM.
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<V'V'>

Figure 3.7: Total resolved streamwise Reynolds stress < v/v/ > at x = 1.54, ex-
periments of Parnaudeau et al. [P. Parneaudeau 2008];——: Simul; —: Simu2;...:
Simu3; —.: Simu4; +: PIV1 experiment; x: PIV2 experiment

3.7 Hybrid computation of supercritical flow

The application of a hybrid formulation to the simulation of the flow around bluff
bodies at high Reynolds numbers of the order of millions is a difficult task because of
the thin boundary layer to capture. Indeed, with the Reynolds number increasing,
the boundary layer becomes turbulent and the angle of separation increases. This
section is devoted to a first application of our hybrid model to this class of problems.
As explained in the introduction of this chapter, in order to improve the industrial
efficiency for high Reynolds flow, we investigate the possibility to exploit as much
as possible the wall law and to use very coarse meshes. One of the consequences
in using coarse grids is that von Karmén instabilities cannot be well captured, but
using fine grids is limited because of computational costs, thus a compromise has
to be found.

Our benchmark test concerns the incompressible flow around a circular cylinder.
For this kind of flow one observes the drag crisis, a phenomenon in which drag co-
efficient drops off suddenly as Reynolds number increases. This corresponds to the
point where the flow pattern changes, leaving a narrower turbulent wake. This is de-
scribed by Roshko in 1961 [Roshko 1961] and Achenbach in 1968 [Achenbach 1968].
The drag crisis occurs for Reynolds numbers between 200K and 300K . Our compu-
tations deal with supercritical Reynolds numbers ranging between 5-10° and 3-10°.
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For these Reynolds numbers the flow remains sensitive to the value of Reynolds
number, but only a few investigations have been realised for Reynolds number more
that 5 - 109, although this is an interesting interval. Indeed, inside the supercriti-
cal regime the separation becomes turbulent. It is generally accepted that periodic
vortex sheddings is very weak (if any) in the lowest parts of the interval. The range
0.48 - 10% to 7-10% has been measured by van Nunen in 1972 [van Nunen 1974]. At
the lower value 0.48-10° a fairly downstream turbulent separation is observed. With
an increasing Reynolds number, the final separation point moves forward. This cor-
responds to a slight increase of the drag.

According to Jones [Jones 1969] the interval 1.1-10% < Rey < 3.5 - 10° is cate-
gorised into the wide-band random regime. Van Nunen suggests that a better range
for this regime is 0.5 - 106 — 2.5 - 105. In that regime essentially no periodicity is
observed for the unsteady lift or the unsteady pressures.

The narrow-band random regime corresponds to: 2.5 - 10 — 6.5 - 10°. In this
regime a small peak could be observed in the unsteady lift frequency analysis at
Strouhal St = 0.20. This peak frequency is found in the region around the usp-
tream part of the cylinder and not beyond the separation point.

Measurements of these flows can be found in [Roshko 1961, Achenbach 1968,
van Nunen 1974]. Besides these authors, other measurements can be found in
[Schewe 1983, Shih 1993, Warschauer 1971, Zdravkovich 1997].

These flows have been computed by a few authors. Travin et al. use the Detached
Eddy Simulation (DES) method [Travin 1999, Wang 2001] on a mesh of about 400K
vertices. They obtained pressures that are "consistently lower than in the majority
of the experiments". Catalano et al. [Wang 2001] have used the combination of
the LES with a wall model on a mesh of 2.3M nodes and could not predict good
sensitivities to Reynolds numbers.

The geometrical structure of our computational domain is the same as in Figure
3.3. Periodic boundary conditions are applied in the spanwise direction while no-slip
conditions are imposed on the cylinder surface. Characteristic based conditions are
used at the inflow and outflow as well as on the lateral surfaces. The freestream
Mach number is set equal to 0.1 in order to make a sensible comparison with incom-
pressible simulations in the literature. Preconditioning is used to deal with the low
Mach number regime. The computational domain is discretized by an unstructured
grid consisting of approximately 274K nodes. The simulation is performed using
our hybrid RANS/VMS-LES model with a dynamical SGS closure. The treatment
of the boundary layer has received much attention, in our case we capture it with
the statistical model, RANS with & — ¢ closure model and wall treatment with wall
law as explained in Section 3.4.2. A schematic illustration of the boundary layer
with wall law treatment is done in Figure 3.9, where:

® Omatching is the thickness of the wall law zone, and we shall denote y:{] aten, the
6matcth
14

normalized distance y to the wall: y:gatch =

Az Uy

° y:;wsh is the normalized size of the first layer of the mesh : y:; esh = — 0
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Figure 3.8: Snapshot of the surface mesh with 274K cells, y+.aten = 100 and
Y+mesn = 10 (image on the left); zoom on the near-wall mesh (image on the right).
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where the value of the friction velocity Uy is a priori chosen within the empiri-

cal law: Uy /Us = 1/20 (where Uy is the upstream velocity for dimensionless
the friction velocity).
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Figure 3.9: Sketch of the boundary treatment with wall law

As regards the blending function, the protection zone is used, with the blending
function defined as in Relation (3.57) to avoid a mismatch near the wall. Figure 3.10
illustrates the blending function behavior for this benchmark at several Reynolds
numbers, from 1.5M to 3M. We observe with red color the RANS flow and in
blue the LES flow part. The near wall region is indeed treated with RANS, and
this layer diminishes with Reynolds number increasing. We observe also additional
fluctuations at higher Reynolds number, both in the near wall and wake regions.

As expected, the detachment angle decreases with Reynolds number and this is
well captured by the blending function too.
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Figure 3.10: Hybrid computation: Visualisation of the instantaneous blending func-
tion (red part is RANS, blue one is VMS-LES) for Reynolds numbers: 1M (top
left), 1.5M (top right), 2M (bottom left) and 3M (bottom right).

Computations are performed with our parallel MPI in-house solver ATIRONUM
written in Fortran 95 using 64 processors in this particular case. Several issues are
adressed for this benchmark.

3.7.1 Maximum mixing length in the dynamical model

Firstly, regarding our dynamic SGS Smagorinsky model. In Figure 3.11 the effect
of (CsAmaz)? parameter is analysed. We recall that Cy is the Smagorinsky con-
stant and A is the size of the filter. The quantity (CsAmaz)? is interpreted as the
maximum "mixing length". More precisely, we analyse the sensitivity of the com-
putation to this filter component, usually in the litterature users allow for hundred
times greater values than for the non-dynamic model. In our case according to our
simulation shown in Figure 3.11 when this parameter is twice compared to the size
of the non-dynamic value, i.e.

CsAma:t =2x% CSA

then it tends to be too dissipative. In contrast, when we set it as the size of the
non-dynamic:

Cs Ama:): = CSA

we can say that it is a very reasonable compromise. Therefore, we choose the latter
value for our simulations.
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Dmg vs Reynolds number (274Keell mesh)
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Figure 3.11: Effect of CA,,4,; on the drag of our dynamic hybrid RANS/VMS-
LES model for Reynolds numbers ranging from 500K to 8M, comparison with
experiments [Schewe 1983]

3.7.2 Analysis of the results

Drag and lift oscillations are captured for several Reynolds numbers: 1M (Figure
3.12), 1.5M (Figure 3.13) for our dynamical hybrid model. We can observe in these
two figures that the mean drag, and lift oscillations, are growing with Reynolds
number, which is the behaviour we expect for supercritical flows following the drag

to Reynolds curve 2.

Since the grid we are using is quite coarse, of about 274K cells (see snapshot in
Figure 3.8) it is reasonable to compare the hybrid computation with the statistical
RANS one. In Figures 3.14 and 3.15 we perform this comparison for Reynolds
numbers 2M and respectively 3M. We observe that at such high Reynolds
numbers, on the contrary to what we are used, the RANS flow have a very irregular
behaviour, and at Reynolds=3M, the mean values are slightly larger than those
find with the hybrid model (see also Tables 3.3, 3.4, 3.5, 3.6).

In Figure 3.16 we plot the drag coefficient at several supercritical Reynolds num-
bers for RANS and hybrid computations (using the same mesh) and compared with
the experimental data. The simulation shows that starting from Re = 3M our hy-
brid model still follows the experiments, while the RANS simulation gives a drag

2 The experimental data were taken from Figure 2, p. 289 of [Schewe 1983]. Some experimental
data values are missing and reflects the difficulty of picking values from a figure.
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Figure 3.12: Flow over a circular cylinder at Reynolds number 1M: Time-dependent

forces. Upper curve: drag Cy, lower curve: lift Cj.
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Figure 3.13: Flow over a circular cylinder at Reynolds number 1.5M: Time-

dependent forces. Upper curve: drag Cy, lower curve: lift Cj.

value above the experimental one.

Next, the instantaneous vorticity is plotted in Figure 3.17 for hybrid computation
for several Reynolds number Rey: 1M, 1.5M, 2M and 3M. Comparing these re-
sults we notice that the wake is narrower at smaller Rey and the boundary-layer

separation slightly delayed than for Rey = 3M, resulting in a slightly smaller drag
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Figure 3.14: Flow over a circular cylinder at Reynolds number 2M: Time-dependent
forces. Upper curve: drag Cy, lower curve: lift Cj. Comparison between dynamic
hybrid RANS/VMS-LES model (left image) with RANS (right image)
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Figure 3.15: Flow over a circular cylinder at Reynolds number 3M: Time-dependent
forces. Upper curve: drag Cy, lower curve: lift Cj. Comparison between dynamic
hybrid RANS/VMS-LES model (left image) with RANS (right image)

coefficient. Note that the thin boundary layer seen in this Figure is not repre-
sentative, the true boundary layer with strong vorticity is extremely thin and not
captured here.
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3.7.3 Conclusion

Comparing with other hybrid turbulence methods in the literature the main orginal-
ity of our previously introduced hybrid approach comes from it’s capability to in-
tegrate the VMS-LES formulation of the LES component. Our turbulence model
presented here adjusts the SGS viscosity not only in spatial direction thanks to the
dynamical model, but also according to fluctuation scales thanks to the VMS for-
mulation. The simulations performed with our hybrid model shows a rather good
agreement with experimental data for coarse meshes. For higher Reynolds numbers,
the advantage of hybrid modelling with respect to RANS is observed. In contrast to
LES calculation existing in the litterature, the Reynolds influence on drag is rather
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Simulations Cq C CPrase 6
Hybrid RANS/VMS-LES dynamic 0.24 0.020 0.30 117
RANS 0.25 0.026 0.34 119
LES of [Wang 2001] 0.31 0.32
Experiments

[Shih 1993] 0.20 0.33
[Zdravkovich 1997] 17+.40

[Schewe 1983] 0.22

Table 3.3: Bulk flow parameters prediction for simulations at Rey = 1M: Cy is the
mean drag, C’l/ is the root mean square (r.m.s) of the lift coefficient, 6 is the separa-
tion angle. Comparison with experimental data of [Shih 1993, Zdravkovich 1997].

Simulations Cq ] Cpoack 0
Hybrid RANS/VMS-LES dynamic | 0.30 | 0.034 0.36 116
RANS 0.31 | 0.044 0.38 124
Experiments

[Schewe 1983] 0.22

Table 3.4: Bulk flow parameters prediction for simulations at Rey = 1.5M: Cy is
the mean drag, Cl/ is the root mean square (r.m.s) of the lift coefficient, € is the
separation angle.
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Figure 3.16: Drag vs. Reynolds curve: Compairing RANS and Hybrid computations
with Experimental data of [Schewe 1983].

well captured. Further investigation on the sensitivity of the computation to y;L esh
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Simulations Cy ] CPoack 0

Hybrid RANS/VMS-LES dynamic | 0.35 | 0.048 0.38 114
RANS 0.35 | 0.030 0.42 108

LES [Wang 2001] 0.32 — . .

Table 3.5: Bulk flow parameters prediction for simulations at Rey = 2M: Cy is the
mean drag, Cl/ is the root mean square (r.m.s) of the lift coefficient, theta is the

separation angle.

Simulations Cq o Cppase 0
Hybrid RANS/VMS-LES dynamic 0.44 | 0.063 0.47 107
RANS 0.49 | 0.067 0.55 109
DES with rotation/curvature terme [Travin 1999] 0.51 | 0.10 0.64 | 106
DES without rotation/curvature terme [Travin 1999] | 0.41 | 0.06 0.53 | 111
Experiments

[van Nunen 1974] — — — 120

Table 3.6: Bulk flow parameters prediction for simulations at Rey = 3M: Cy is the
mean drag, C’l, is the root mean square (r.m.s) of the lift coefficient. comparison
with experimental data of [van Nunen 1974].

Figure 3.17: Hybrid computation: Visualisation of the instantaneous vorticity mag-
nitude for Reynolds numbers 1M (top left), 1.5M (top right), 2M (bottom left) and
3M (bottom right).
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and an improved theoretical law defining a relation between the size of the matching
zone and the turbulence Reynolds number for supercritical flows, can be considered
in the future.
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4.1 Adjoint Methods - State of the Art

The use of adjoint states goes back to the introduction (probably by Lagrange)
of Lagrange multipliers for Lagrangian fonctions defining dynamical systems. In
his control theory in early 1962, Pontryagin [L.S. Pontryagin 1962| use adjoints for
his Hamiltonian terms of duality. Next, in 1968 J-L. Lions [Lions 1968] built the
Optimal Control theory for systems governed by partial differential equations with
an extensive use of the adjoint notion. Ever since, the use of adjoint states has been
spread to several disciplines who use the search for an optimum (minimum) under
an equation constrained:

e Control
e Optimum Design
e Identification and Filtering

e Data assimilation in meteorology.
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Design optimisation. Finding the best shape of an airfoil and of an aircraft
is a task not well solved by intuition and, as soon as the other mathematical
techniques (CFD, ...) have permit it, it was interesting to try to apply the Control
Theory to the optimisation of the aerodynamical shape. The first use of adjoints
based on output functionals for design is due to Pironneau [Pironneau 1974|. The
equation of the state used by Pironneau and co-workers was the Potential equation
for compressible flows. Then Jameson [Jameson 1987] was also one of the pioneers
on the use of adjoint equations to develop what he calls optimal control methods
for designing shapes, this time with the Euler equation as state system. These
methods refers to the fact that one tries to find the geometry that minimises some
objective functionals subject to a set of constraints. In other words, the heart of
the algorithm consists in an optimisation procedure which uses an adjoint method
to compute the linear sensitivity of the objective function with respect to a number
of design variables.

The usual approach for the optimal design adjoint problem starts with the as-
sumption that Wy, is the discrete flow solution that satisfies the discrete system of
equations:

\Ilh(77 Wh(’Y)) =0,

and -y is a single design variable.
Differentiating with respect to v gives:

ovy, oW, 0¥,
oWy Oy oy

0

which determines the changes in W} due to a change in v. Given now an objective
functional, Jy (v, Wp()), which could be for example, a discrete approximation of
lift or drag of an airfoil, the change of this functional subject to changes in the
design variable v is given by:

Ay 0Jy dWy, | 0
dy — OW), dvy 0
A, (awh)l 0w, 0,

- _8Wh oW, oy oy

w70V, OJp
=Wl 2+ 228,
h oy oy

where W' is the solution of the adjoint equation:

v, \ " aJn \"
— ) W+ (=] =0. 4.1
<8Wh> e\ ow, (4.1)
The key point in using adjoint equation in this case is that when one is interested
in more that one design variable, the derivative of the functional with respect to
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these design variables is expressed in a similar manner, using the same adjoint
flow solution. The only additional computation for each additional design variable
is the evaluation of 86% and its vector dot product with W;". Each of these two
steps involves minimal computational efforts, and so we can say that the overall
computational cost is almost independent of the number of design variables.

Of course we cannot talk about sensitivity evaluation in numerical software with-
out mentioning the concept of Automatic Differentiation (or AD).

Automatic Differentiation. Automatic Differentation is a technique that starts
from a code, for example a code computing ¥y (W},) and automatically generates

codes to compute:

ovy,
oWy, v

also called forward mode, or it can compute:

ov,\ T
—h) oy
oWy,

in reverse mode.

We can cite numerous authors e.g. ([P. Hovland 1998, N. Gauger 2007,
Martinelli 2010a]) who used Automatic Differentiation to generate adjoint CFD
codes. There exists several AD tools in the litterature, ADIFOR [C.H. Bischof 1998,
TAMC |Giering 1998|, TAPENADE |Hascoét 2005], ODYSSEE [Faure 1998|. For a short
explanation on the global functionality of these tools, I refer here to TAPENADE,
the AD software developed in the Tropics Team at INRIA. The latests version
deal with Fortran95 and with ANSI C (|Hascoét 2005, Hascoét 2008]). Figure 4.1
shows the architecture of TAPENADE. It is implemented mostly in JAVA except
for the separate front-ends which can be written in their own languages. Front-
and back-ends communicate with the kernel via an intermediate abstract language
(“IL”) that makes the union of the constructs of individual imperative languages.
Notice also the clear separation between the general-purpose program analysis and
the differentiation engine itself.

Nevertheless, the use of adjoint systems for state-constrained optimisation
is just one example of their utility. = Among linearisation methods, adjoint
methods have demonstrated their efficiency in numerical error analysis and
correction. This probably dates back to the error analysis of Aubin-Nitsche
for finite-element approximation of elliptic problems. For numerical applica-
tions, Becker and Rannacher |[Becker 2001], and then Giles and co-workers
[Giles 1997, Giles 1999, Pierce 2000, Giles 2002a, Pierce 2004| showed the efficiency
of adjoint systems for a better prediction of an output functional associated with
a given system of PDE (partial differential equations). The adjoint based error
correction method distinguishes from other approaches who may have little relation
to errors in integral outputs of primary concern to the engineer. As an example,
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Figure 4.1: Overall Architecture of TAPENADE

consider the wake behind an aircraft plain. In order to adequately resolve the wake,
a finer grid is required locally, but it is often the case that the computed wake
located a chord or two downstream of the wing passes into a region in which the
grid resolution is rather coarse. In this case, a grid adaptation based on an usual
error estimation, for instance a truncation error, would probably induce further
refinement in this region. However, the effort of refinement could be useless if errors
in this region has a very small contribution to computed lift and drag. Refinement
in region closer to the wing, probably near the leading and trailing edge would lead
to much greater reduction in the lift and drag errors. As it will be shown in this
thesis, adjoint based error estimators are a good indicator of local refinement when
an output functional is being concerned.

4.2 Continuous Adjoint System

4.2.1 Continuous Adjoint for Euler system

We detail in this section the continuous adjoint system associated with unsteady
inviscid Euler flows. The classical approach is based on the commun use of a
Lagrangian from the optimisation theory. Another issue to express the continuous
adjoint equation is by direct linearization of the state system, but we prefer the
use of Lagrangian for a better understanding of the difficulties encountered in this
developpement.

We recall the conservative expression of the compressible unsteady Euler equa-
tions:

U(W) =W, + V.F(W) =0onQ

where W is the vector of conservative flow variables and F(W) =
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(Fi(W), Fo(W), F3(W)) is the usual Euler flux. We refer to Chapter 2 for a
detailed description of Euler system of equations.

We impose a vanishing velocity in normal direction to the obstacle, that is: u-n =10
on I', where I' is the solid boundary of the computational domain denoted here 2
and by n we understand the outward normal to I'. We consider also a simplified
boundary conditions on the far-field (I'ag): W = W

For seek of simplicity we keep the same notation as in Chapter 5. We define thus a
scalar functional: j(W) = (g, W) which we observe on the solid boundary I.

The minimisation problem writes:
min j(W) with ¥(W) = 0. (4.2)
This optimisation problem can be transformed into an unconstraint minimisation
problem with the introduction of a Lagrangian functional. Let us introduce the
Lagrangian multipliers W* defined on the computational domain Q, W* defined on

part of the boundary I'; and W* on the rest of the boundary. With this hypothesis
we define the Lagrangian £ as:

_ T T
COW,W* W ) = / / J(W)drdt + / / W* (W, + V.F(W)) ddt
0 T 0 Q
T ) T
—/ W*u~ndth—/ W*(W — Wao)dTdt .
0 Jr\re 0 Jre

according to the Lagrange duality theory, the constrained minimum is obtained for
a saddle point of £, in our case when the following variation vanishes:

B T . T
S L(W, W* W, ™) = / / 88]6Wdl“dt+ / / W*£V(Wt+v.f(W))5Wdet

/ / W*—éu n dI'dt + far-field contribution
OF
hadl * 0O

/ /< Wy — (aw) VW)(SWd dt

/ / _*iu n | JWdIldt
1514

/ / W*—éW n dI'dt + far-field contribution.

[Ulso

Then the necessary conditions for minimum in W direction are obtained by requiring
the integrands in the Lagrangian variation to vanish. This gives us the adjoint
system and the corresponding adjoint boundary conditions:

- W - <g§1> VW* = 0 on Q "Continuous Adjoint System" (4.3)
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0; L OF B
aw T Wogw WGy (v

n) =0on ' "Boundary Condition”  (4.4)
From now, the adjoint far-field boundary conditions are not mentioned in our
study, they are of less importance because no major difficulties is caused on the
far-field. Regarding the adjoint system we observe a system of advection equations,
where the temporal integration goes backwards, i.e., in the opposite direction of
usual time. Thus, when solving the unsteady adjoint system, one starts at the
end of the flow run and moves back until reaching the start time. For unsteady
problem this represents a major difficulty, even if several issues are proposed in the
litterature to avoid storage and re-computation problems, this remains one source
of the industrials skepticism regarding the use of adjoints in CFD commercial codes.

4.2.2 Continuous Adjoint Navier-Stokes system

We discuss in this section the continuous adjoint Navier-Stokes system for lami-
nar viscous flows. We recall the compressible Navier-Stokes system in conservative
formulation:

(W) =W, +V .FW)-V V(W) = 0 (4.5)

where the vector of conservative flow variables W, Euler flux F (W) and viscous flux
V(W) are defined in Chapter 2. Equation (4.5) is supplemented with characteristic-
type boundary condition on the far-field and non-slip adiabatic conditions on the
solid wall I:

u = 0 and gz: = 0. (4.6)

The Lagrangian expression for Navier-Stokes system writes then:

COW, W ) / / dth+/ /W* (Wh + V.F(W) — V.V(W)) dQdt

/ /W*u dth—/ /W*dth+FFT

By FFT we denoted the Far-Field Terms contribution, that are not discussed here.
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Consequently, the variation of the Lagrangian writes:

S LOW, W™, T/ / / w2 aW (Wi + V.F(W) — V.V(W)) 5WdQt

/ /aj 6Wdth—/ /W*dth
- oT
—/0 /FW o <8n> drdt + FFT
T i OF oV \'_. .
_/0 /Q(—m _ <aw _ aW) \vA1 4 >5Wdet
T L (OF 0V

Lou -, 9 [OT
(w2 e (7)) s e

Then the necessary conditions for minimum are obtained by requiring the inte-
grand in the Lagrangian variation to vanish. This gives us the continuous adjoint
Navier-Stokes system:

* OF AN *x " : . "
Wi — <8W OW) VW* = 0 on Q Continuous Adjoint System” (4.7)

and the corresponding Adjoint Boundary Conditions:

05 L[ OF OV ) 3 oT\\ _

4.3 Discrete Adjoint System

We present in this section the discrete approach for deriving the adjoint equation, for
both inviscid and viscous flows. This derivation remains as for continuous adjoint,
i.e. based on a Lagrangian formulation. By discrete approach we understand that
state system is first discretised in space and time and then integrated in the discrete
Lagrangian formulation for transposition. We denote h the space-discretisation and
n the temporal one. We restrict to the case of a first order Runge-Kutta scheme
for sake of simplicity, but higher order scheme can be used, either not practical for
the discret formulation. The developpement for implicit time advancing scheme is
similar, although, in this later case, an extra matrix-vector product appears in the
right-hand side of the system.
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Solve state foreward: U(W) =0

- !

Solve adjoint state backward: U*(W, W*) =0

Figure 4.2: Sketch of state-adjoint resolution.

4.3.1 Discrete Adjoint Euler System

Consider the following semi-discrete unsteady compressible Euler model (explicit
RK1 time integration):

wp—wpt

\II;LL(W]:??W]?_I) = 6tn

+o7 (W) =0 forn=1,...N. (4.9

The time-dependent functional is discretized as follows:

N
FWh) =6t (Wh).
n=1

The problem of minimizing the error committed on the target functional j(W}) =
(g, Wh), subject to the Euler system (8.14), can be transformed into an uncon-
strained problem for the following Lagrangian functional:

N N
L= ot " (Wy) = > st"(Wy)Twr(wi, Wit

n=1 n=1

where W;’n are the N vectors of the Lagrange multipliers (which are the time-
dependent adjoint states). The conditions for an extremum becomes then:

oL oL
v~ 0 Gun

=0, forn=1,...,N.

The first condition is clearly verified from relation (8.14). Thus the Lagrangian

multipliers W; ™ must be chosen such that the second condition of extrema 8%” =0
h

is verified. This gives the unsteady discrete adjoint system:

Wi =0
_ Y oot (4.10)
W I _ W + 5" — StV T h
h h own1 W) oWt

As the adjoint system runs in reverse time, the first expression in the adjoint system
(8.15) is referred to as adjoint "initialization".

Computing W;; "1 at time ¢! requires the knowledge of state W;L‘_l and
adjoint state W;:" Therefore, the knowledge of all states {W,’Z‘l}n:L  1s needed
to compute backward the adjoint state from time 7" to 0 which involves large memory
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Solve state once to get checkpoints — ¥(W) =0

SEEnom oo

Solve state and backward adjoint state from checkpoints

Figure 4.3: Checkpoint algorithm for discrete adjoint state computation

storage effort. This drawback can be reduced by out-of-core storage of checkpoints
(as shown in the Picture 4.3), although it implies a recomputing effort of the state
W. These methods are based on the idea of "divide and conquer". It consist
in storing the state solution at some checkpoints and restarting the computation
from this latest point. Several checkpointing methods exists in the litterature, for
example in 1992 Griewank |Griewank 1992| proposed the scheme Revolve, capable
to achieve optimal logarithmic behavior in terms of both computational time and
memory requierement.

In this thesis the discrete adjoint formulation is prefered to the continuous one.
One of the reasons is the consistency with the rest of our numerical algorithm.

4.3.2 Discrete Adjoint Navier-Stokes System

Similary to Euler flows, we present now the discret adjoint system associted to

viscous laminar flows.

Let us consider the semi-discrete unsteady Navier-Stokes model. For Runge-Kutta

first order scheme it writes:

wp—wpt
ot"

where by ®] we denoted the flux contribution from convective (Euler) terms and

TR, W) = + o7 (WP H+ o)W =0 forn=1,..,M11)

respectively CDX for viscous terms flux.
For seek of consistency we keep the same global notation for the functional:

N
=5t (W),
n=1

and the discrete Lagrangian:

L= Zdt” W) — Zdt” WM T we, wet
n=1
where W, are the N vectors of the Lagrange multipliers.
As previously explained, from the conditions of minimum we derive the discrete
adjoint system, which for Navier-Stokes flow writes:
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weN o= 0

B a]n_l 8(I)f,n71 8@]),71,71
wrEnTl = e o gen —stn(wrmT b s T
h h aW];L*l ( h ) aWhnfl ( h ) 8W;:,71

Thus, for discrete adjoint Navier-Stokes system, an extra effort of computation is
necessary, that is, the product between the implicit matrix associated to viscous

V,n—1
flux with the adjoint vector: (WZ’”)T%(I;/I}}nfl .
h

Regarding the algorithm of resolution, it is identical to the one explained in the
previous section for Euler flows, based on checkpointing.

4.4 Example of discrete adjoint computation

In this section we present an example of adjoint computation for Euler flows. The
test case represents a 2D blast into a city.

4.4.1 2D blast in a city: Adjoint Euler computation

The simulation of a blast in a 2D geometry representing a city is performed,
see Figure 8.1. A blast-like initialization Wyese = (10,0,0,250) in ambient air
Wair = (1,0,0,2.5) is considered in a small region of the computational domain.

We perform a forward/backward computation on a uniform mesh of 22574 ver-
tices and 44415 triangles. Output functional of interest j is the quadratic deviation
from ambient pressure on target surface S which is a part of the higher building
roof (Figure 8.1):

T
iy = [ [ 560 = parasar

Figure 8.2 plots the density isolines of the flow at different times showing several
shock waves traveling throughout the computational domain. Figure 8.3 depicts the
associated density adjoint state progressing backward in time. The same computa-
tional time is considered for both figures.

The simulation points out the ability of the adjoint to automatically provide the
sensitivity of the flow field on the functional. Indeed, at early time of the simulation
(top left picture), a lot of information is captured by the adjoint, i.e., non-zero
adjoint values. We notice that shock waves which will directly impact are clearly
detected by the adjoint, but also shocks waves reflected by the left building which
will be redirected towards surface S. At the middle of the simulation, the adjoint
neglects waves that are traveling in the direction opposite to S and also waves that
will not impact surface .S before final time T since they won’t have an influence on
the cost functional. While getting closer to final time T' (bottom right picture), the
adjoint only focuses on the last waves that will impact surface S and ignores the
rest of the flow.
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Figure 4.4: Initial blast solution and location of target surface S.

An example of adjoint state computation for Navier-Stokes flow is provided in
Chapter 9.

4.5 Some remarks

From functional analysis theory, we could say that a continuous adjoint sys-
tem can be easily derived for any functional output as far as the linearized
system is well posed. These however doesn’t mean that all functionals leads
to properly defined adjoint boundary conditions. Several works in the littera-
ture [Arian 1997, Castro 2007, A. Bueno-Orovio 2007, Anderson 1997] illustrate this
problem and propose solutions usually by adding auxiliary boundary terms to La-
grangian definition. In [Castro 2007] it is concluded that for Euler flows only output
functionals depending solely on the pressure can be considered and that for viscous
flows, using the compressible Navier-Stokes equations, only functionals which in-
volve the entire stress tensor are admissible. This area of functionals choice remains
a deep challenge, but the problematic needs to be considered when working with
continuous adjoint formulation. For discrete adjoint system this "admissibility"
problem has not been reported.

In practice, starting from the well-posed adjoint boundary value problem, a
numerical resolution method adapted to continuous adjoint equation need to be
developed and integrated in the solver.

A central question remains open: Which adjoint formulation should we
use? Discrete or Continuous?

The major drawbacks on using the continuous adjoint approach are:

e one must be sure that the derivative of the discrete functional can be prop-
erly defined since it is the gradient of the discretized continuous functional
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Figure 4.5: Density isolines evolving in time from left to right and top to bottom.

Figure 4.6: Density adjoint isolines evolving backward in time from left to right
and bottom to top.
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(generally if the mesh is sufficiently fine we can overcome this problem);

e the developpement of a numerical scheme adapted to adjoint equation can be
fastidious; starting from the discretisation, choosing one that has the property
of stability is sometimes a work a part, and same for higher order; a solution
for example is to apply some Green formulas as explained in [Castro 2007];

e as explained earlier, we do not know yet how to generalize the adjoint boundary
conditions due to some "inadmissible" functionals;

e another objection is that the continuous approach tends to neglect problems
with some singularities (for example the ones issued from the geometry).

Regarding the discrete adjoint approach:

e it has the facility of understanding since working in R™, but the implementa-
tion of the exact gradient of a discrete functional is still difficult to achieve; in
this context we are assisted by Automatic Differentiation tools;

e authors who adopted this approach noticed that the problems of linearization
coming from discrete operators of differentiation are difficult to solve because
they contain numerous non-linear terms issued from sophisticated schemes in
finite volume method (approximate Riemann solvers, limiters).

A final answer to either use discrete or continuous formulation cannot be given.
We suppose the choice will be governed by the context of its application. For our
own purposes we adopted the discrete adjoint approach.
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5.1 Introduction

This chapter presents a preliminary study performed for the last months of the
European project NODESIM-CFD. NODESIM-CFD’s subject is the management
of uncertainties and errors in CFD simulations. Most part of the contribution
of INRIA to NODESIM CFD concerns the management of random parameters
with Taylor reduced-order models (see [Martinelli 2010b]). The second part of
INRIA’s contribution concerns a preliminary investigation in the management of
adjoint-based numerical errors. The INRIA teams are expert in the construction
and use of adjoint states. Adjoint states are rather complex to compute for steady
CFD models. For unsteady CFD models, and in particular the 3D compressible
models, the complexity is much higher. The main reason is that unsteady adjoint
system solves backward in time and need to access to the solution of the forward
in time state system, as it has been discussed in Chapter 4. Giles and Pierce
[Pierce 2004] have proposed a method for estimating and correcting the error
committed in computing a scalar functional defined from a state solution. They
explain why a formulation based on adjoint is to be prefered to a formulation based
on a linearised error state. This chapter presents this theory with some different
notations and try to specify in which conditions the adjoint should be used and in
which conditions it is better to prefer the linearised error state. The theory extends
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to unsteady model and we give a short numerical illustration.

In the first section of this chapter we present a short introduction of the main
error estimators, then in Section 5.2 we focus on one of these estimators, that is a
posteriort error analysis. Section 5.4 is dedicated to a particular component of the
numerical error: numerical dissipation, and we conclude with a numerical example.

This small chapter on numerical error correction based on linearisation of the
discrete state represents my contribution to NODESIM European Project and to
my first paper in a journal [Martinelli 2010a].

5.2 Error estimates and correctors

Let us recall first how linearised -direct or adjoint- states can be useful for improving
numerical accuracy issues.

The use of linearised systems in approximation of PDE allows deriving methods
for managing approximation errors:

e by reducing the error via a corrector,
e by giving an error bound or estimate,
e by applying mesh adaptation controlled by an accurate error estimate.

The numerical error is the deviation between the solution W = W(x,y, z) of
mathematical model, for us a nonlinear PDE symbolized by:

T(W) =0, (5.1)

and the output data produced by the computations, i.e. the more or less perfect
numerical solution that the computation will produce for solving the discrete system:

U,(W,) =0 ¢ R". (5.2)
The discrete unknown Wy, is the N-dimensional array of degrees of freedom:
Wi, € RY, W, =[(Wh)i] .

Since W is a function and Wy, an array, we cannot directly measure the deviation
between them. The array W, needs to be transformed into a function via an
interpolation.

Let V € L%(Q) be a space of rather smooth function (in practice, V. C C°(Q)).
Let Rj, be a interpolation operator transforming an array of N degrees of freedom
into a continuous function:

Ry : RN — V v, — Ruvy. (5.3)
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Let us denote:
Wh(xvya Z) = (Rhwh)(xaya Z)'

Similarly, we need an operator mapping continuous functions into arrays. Let T}
be this operator transforming a continuous function into an array of N degrees of
freedom:

T,:V = RN v — Ty (5.4)
It can be useful, but not always necessary, to take T} as the adjoint of Rj:
Ty = R;. (5.5)

The deviation between the PDE solution and the numerical one can be defined as
W — Wj,. In practice it consists mainly of approzimation errors, of algorithmic
errors, arising typically because iterative algorithms are not iterated infinitely,
and of round-off errors due to the fact that the programm is run in floating point
arithmetics. We discuss here mainly of approximation errors, although the other
ones may be also addressed in part by the method studied here.

In order to evaluate the approximation error, two kinds of estimates can be
applied:

A posteriori estimate:
(W) = ¥(W)) = —¥(Wy) (5.6)
where W(W},) is the continuous residual applied to discrete solution. Then:
W — Wy, =~ —[22] 7 0(Wy,). (5.7)
A priori estimate:
W, (T,W) — ¥, (W) = =W, (T,W) (5.8)

where U, (T, W) is the discrete residual applied to discretised continuous solution.
Then:

TWW — W), ~ — [g{,l’v’;]’lllfh(ThW). (5.9)

In the a posteriori estimate (5.7), Wy, can be either W), = R, W}, where Wy, is
solution of (5.2), or can be simply chosen arbitrarly. A particular case of the latter
option is R, W}, where W} is polluted by solution algorithm error, for example due
to an insufficient iterative convergence. In contrast, in the a priori estimate (5.9),
we assume that Wy, is solution of (5.2).

We observe that these estimates involve unavailable continuous functions:
- In the a posteriori estimate (5.7), the solution of the continuous linearised system
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is generally not available, it can be approximated thanks to the discrete Jacobian.
- For the a priori estimate, it is the T, W term which we do not know. In Chapter
6 we propose an answer to this issue. It consists in replacing ¥ (7,W) by an
expression 73,0, (W},) depending only of W,.

Let us concentrate on the a posteriori estimate. If Ty W}, is close to W in some
norm, we expect that this implies that this norm is strong enough for ensuring that
U (W}) is also small enough. This assume a convergence of the residual ¥(W}), i.e.
something like a superconvergence Wj,.

This kind of superconvergence has been obtained only for a few simplified
contexts [Pierce 2000]. In the particular case of finite-difference method (FDM)
on regular meshes, when a smooth interpolation (like a cubic spline) is applied,
superconvergence is numerically evident. But a theory is missing for predicting it
in a rigorous way.

Otherwise, superconvergence of derivatives (or of equation residual) can be ob-
tained after some postprocessing. We refer for example to patch recovery methods
as in the works of Zienkiewicz-Zhu |Zienkiewicz 1992a] and Krizek-Neittaanmaki
[Krizek 1998|.

Between (5.6), (5.8) and (5.7), (5.9) an approximation is made (with loss in
accuracy) by a Taylor formula, using linearisation of the operators. This will allow
us to identify a corrector which is (1) computable and (2) represents the dominant
part of error. This can be done:

e either by linearisation of the PDE and writing a perturbed system,

e or by linearisation and transposition for writing an Adjoint system.

Comparaisons between both options can be performed in order to maximize the
correctors efficiency.

5.3 A posteriori analysis issues

In this section we are particulary interested by an algorithm of linearisation for
numerical error correction of a functional of observation following an a posteriori
error analysis. We start from the theory proposed by Giles and co-workers
[Giles 2002b, Pierce 2004, Giles 2002a).

Definition of correctors. We are thus interested on a better approximation for
a scalar functional, in other words, starting from a supposed approximation to the
true value, we "correct" this estimate by adding an extra term.

Let j be a smooth linear functional applying W into the scalar number:

JW) = (9, W)r2 ()
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where g is a given L?(Q) function. The function W € L?(12) is assumed to be the
solution of a nonlinear PDE describes by the continuous residual W:

T(W)=0. (5.10)

The goal-oriented a posteriori analysis assumes that we have, instead of W, a func-
tion W and that we want to evaluate the deviation between j(W) and j(W). We
have, applying some implicit function theorem:

) = - ov -
H0) =507 = W = W) == (0 () L (B
This allows to define:
gn =Thy
gn = Rpgn = RpThy (5.12)

Let us introduce the continuous adjoint state W*, solution of:
ov

(597)
ow

The discrete adjoint equation is then defined by:

[aavq(fﬂTW*h =Thg - (5.13)

And we can then consider:
Wy = RyW*, .

A fundamental assumption of the present analysis is that this discrete adjoint is a
good enough approximation of continuous adjoint W* for allowing to replace W* by
Wy in the sequel.

Estimate 5.11 writes then:

JOW) —i(W) = (W* ¥(W)) + R. (5.14)

The notation R hold for a rest small enough to be neglected next. We shall say now
that we can define a better approximation for the value of functional at W:

W) = jW)+ (W, (W) . (5.15)

The right-hand side (RHS) of (5.15) is more accurate than j(W) but its evaluation
needs to know W*, which is as difficult as knowing W. With the assumption that:

(W* — Wy, W(W)) is small enough , (5.16)
the corrected evaluation of j writes:

W) ~ JW) + Wy, ¥(W)) . (5.17)
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In practice, W is derived from solving an approximate system and for W we shall
use also an approximate system.

We now want to correct or bound the error committed by using the above ap-
proximation for finding W. This means that we put W = R, W}, and get the adjoint
corrector term:

JW) =~ (9, RnWhp) + (RyW™, U(RyWy) ) . (5.18)
This can be also written as a linearised direct corrector:
. —1 5%
JW) = (g9, BaWh) = (Tng, [F-] " RiU(RyW3)) . (5.19)

Or equivalently, introducing the linearised quantity Wpy:

Wi, = RyW), — Ty [ o]~ Ry (Ry W)
JW) ~ (9. Win) - (5.20)

Another way to correct directly the accuracy of RpWjp, is the Defect Correction
method, which uses also the truncation error W(R,W}). We first need to transfer
this error into an array. Let us use T}, for this. The Defect Correction iteration
consists in putting:

-1
Wan = Rn (W = [352] ' Tow(RaW))) - (5.21)
This gives the defect corrector term:
. X -1
JW) = (9, Wan) = (9, BaWa) — (Rig, [] ThU(RyW,)) . (5.22)

This corrector is different from adjoint corrector (5.18-5.19). Giles and coworkers
([Pierce 2004]) observed that (5.22) can be a corrector less accurate that the adjoint
one. However, our notations show that formulations (5.18-5.19) from one side and
(5.22) from the other side are identical under the condition that

R, =T, . (5.23)

This is the option that we recommand.
Remark 1: As observed by Giles et al. [Pierce 2004, both corrections, adjoint and
defect, can be combined in order to get an even higher accuracy. For this we put:

j(W) ~ (g, Rthh) + (RhW;, \I/(Rthh) ) . (5.24)

In case where Defect Correction is less accurate than (5.20), it may be interest-
ing to replace Ry Wy, by Wy, in (5.24). O

Remark 2: Another way to exploit the Defect Correction principle is to evaluate the
Defect not on the exact residual but on the residual of a higher order approximation:
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assume that we can compute easily the residual of a fourth-order scheme for the
vertex-centered node location:

Ty,(Wy) =0 = |W—Wy,| =0(h?), (5.25)
then putting:
Waan = Rp, (Wh - [gV‘I(IZ]_ITh\IM,h(RhWh)) (5.26)

is another way to higher order accuracy. The central question is whether we can
easily derive such a scheme and have a non cpu-costly evaluation of Wy (R, Wp,). O

Remark 3

The computational efforts to compute the adjoint and the linearized corrector are
very different. This is particularly true if we extend the above methods to the
case of unsteady PDEs (addying time derivative inside the residual ¥). Indeed, the
linearised direct corrector is advanced simultaneously with the state. Conversly, the
adjoint system has to be solved backward in time, while using the state solution at
all time levels (see Chapter 8).

This remark leads to the following recommendations:

e use the direct linearised formulation in any case you only need a corrector for
the field as well as a corrector for one or several output functionals.

e the adjoint formulation is compulsory when you wish to derive an goal-oriented
optimal mesh.

The second recommendation is motivated by the fact that an optimal mesh
will be derived from minimisation of the error term in which we need to put in
evidence the dependance of error with respect to mesh. Since the adjoint is an
approximation of a continuous function, it does not much depend of mesh. At the
contrary, the continuous residual T W (W},) or the truncation error 7,0, (W},) are
proportional to a power of the mesh size. In Chapter 6 of this thesis, the truncation
error is expressed in terms of adjoints, allowing the derivation (in Chapters 8 and
9) of an optimal mesh.[]

Algorithms: In case where Relation (5.23) holds, we have two numerically equiv-
alent algorithms to compute the (approximate) error-correction:

o Adjoint method. The algorithm writes as follows:

— compute the N components of the vector k, = R} W(W});
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— compute the adjoint state W} € IRYN solution of the linear system

T
(o] Wi =g (5.27)
— compute the Euclidean dot-product (W7, kj) .

e Perturbative (adjoint-free) method: this approach does not need the knowledge
of the adjoint state, and this fact may be crucial for unsteady simulations. The
algorithm writes as follow:

— compute the N components of the vector k;, = R; W (W);

— compute the vector r, € RN solution of the linear system

[ )T = ka (5.28)

— compute the Euclidean dot-product (gp, rp) -

In the next section, we focus on a particular component of the error: numerical
dissipation. This subject has been the object of numerous studies. Indeed, nu-
merical dissipation is needed for stabilizing the approximation or to get rid of bad
computed scales, like small eddies in large eddies simulations of turbulent flows. In
the sequel we analyse a dissipation error correction model based on a linearisation
of the discrete associated system and which re-uses some of its ingredients in such a
way that the computational overcosts remains small. Two paradigms to specify the
right-hand side of the linearized system can be considered. From one hand, the a
posteriori estimator and, from the other hand, some particular terms whose target
represents a particular part of the error (like the dissipation error).

5.4 Dissipation error correction

A posteriori error estimation methods have seen a major use on steady problems
in conjunction with adjoint states usage allowing to focus on the accuracy of a
given output functional. In this section we consider the use of linearized systems
for the correction of the discrete flow itself. We recall first the results for a steady
problem studied in [Martinelli 2010a]. Then we discuss the extension to unsteady
systems. As long as adjoint state is not used, the computation of the flow and
of the corrected one are performed in a quite similar manner. Two solutions of
different accuracy or different models are advanced in time for each time step, the
second one uses informations from the first one. This familly of methods has a
large area of applications, from multiple discretisation formulations to Non-Linear
Disturbance FEquations for the coupling between turbulence models or aeroacoustic
problems.
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5.4.1 Corrected dissipation

We search for a solution W = W (z,y, z,t) in a Hilbert space V' of a PDE, thanks
to a vector solution (W3); € IRY of a discrete system:

T(W)=0 ; ®,(W,) =0 ¢ R". (5.29)
We then need the operators introduced in the previous section:
R,:RN =V v, = Ry, ; R,:V = RY. (5.30)

for an accurate estimation of the error.

Let us recall the a posteriori estimate (5.7) defined in Section 5.2 :

W—W, ~ —[2%] 'ww,)
~ —Ry[SeR] T R W (W) (5.31)

We refer to Section 5.2 of this chapter for details on this estimate.

Since we focus on correcting the numerical dissipation level, our proposed esti-
mate writes then:

Wieorr = Wi~ —[2%]7Y(Ey(W) — E1(Wh)) (5.32)

where E1(W},) is a dissipative and stable version of the advection operator and
Eo(W4) is a non-dissipative but unstable operator.

5.4.2 A first example: Steady 2D Euler flow [Martinelli 2010a]

To illustrate the previous discussion, we give a first numerical example of corrector
evaluation built on a finite-element approximation.

We can write steady Euler equations under the form:
WeV=MHYQ)NC">, VeeV,
/ F(W)Ve d2 — / PF(W)ndl = 0. (5.33)
Q aQ
where F(W) accounts for the different boundary conditions.

For the sake of simplicity we assume that the unknown W is H' and continuous in
order to apply the usual interpolation operator.

Let us introduce a discretization of the previous EDP. Let 7, a tetrahedrization
of 2 with N vertices. It will rely on a discrete space of functions:

Vi, = {én € HY(Q)®, VT € 1, 64|T € P}
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the canonical basis of which is denoted:

Vi, = span[N;], N;(x;) = 0;;Vi, j, vertices of 7,
and on the interpolation operator:

Iy : V =V, Upoé(z;) = o(xi), Vi, vertex of 7.
Comparing with the previous abstract theory, we get:

Rh : RE)N — Vh, fh — Rhfh = Ez[fh]zNz s
Tp: V= RY, ¢ Tho=[p(z)] .

The discretization is set into the discrete space, but also it differs from the continuous
statement in two features, a discrete flux Fj, instead of F:

Fn: V=V
and an extra term of artificial diffusion Dy,:
Wh € Vi, Yéu € Vi, (Wn(Wh), dn)vixy =0,

with

(\I/h(Wh),gbh)V/Xv:/Q¢>hV.J-"h(Wh) dQ—/deﬁh(Wh).n dl“—i—/QqﬁhDh(Wh)dQ.

The discrete fluxes are chosen as follows:

Frn(W) = Fr(II, W) =1, FII, W) .
Fr(W) = F,(I,W) = 0, FAL,W). (5.35)

After some calculations and simplifications, the main error term appears as follows:

ovy,

(G 0Was n) = = [ Ton(FWa) ~ L F (W)

+ / on(FOH (W) — I Fo" (W))n dT + / on Dy (W3)dQ
I Q
(5.36)

with F(Wy).n = F(Wy).n — F(Wy).n. A Gauss quadrature is applied for the
evaluation of the right hand side. We have applied this to a steady subsonic flow
and give some preliminary results (computation done by Martinelli ¢f. our common
paper [Martinelli 2010a]). Figure 2 compares the entropy generation in the flow
computed directly and the same flow corrected by formula (5.36). Entropy level is
one order of magnitude smaller.
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entropy
.7088

I\ 704

11.6993

1.6945

1.6898

Figure 5.1: Entropy spurious generation for a direct computation of a steady flow
(left image) and for a corrected one (right image)

5.4.3 Application to unsteady 3D Euler flows

Consider now the unsteady Euler equations:
YW)=W;+V-FW)=0 on Q.

Suppose the solution of this system regular enough, we have:

Wev=(H(Q)NC)’ and VeV, (2(W),p)yxy = 0.

We search for a discret solution:
Wy, such that (U, (Wy), Ry on) = 0,Vey,.
Our corrected solution needs to verify the corrected system writing:
W), such that. (U4(Wh), Ry¢n) = (Y(R W), ¢1), Yon.

where by W}, we denoted the corrected solution. The novelty is that we avoid the
effort for linearisation, and maybe a part of the error coming from the linearisation.

Preliminary test for flow around a circular cylinder . The numerical dissi-
pation error correction is applied for the flow around a circular cylinder at Reynolds
number 20000. In order to install a solution on the considered three dimensional
computational domain we use LES modelisation (see Chapter 3). The mesh is rela-
tively coarse of about 43000 vertices.

After a purely LES computation, we restart the calculation with a new version of
the programme which computes at each time step the flow and the one including
the above correction. We compare the solution with the one obtained using the
corrector. In Figure 5.2 is illustrated the RHS of the corrected system, which in
this case is: (Eo(W},) — E1(W4)). This term localizes numerical dissipation errors
in this flow. We observe that error levels in the wake are higher. These errors
have actually less impact on the forces that the liquid applies on the cylinder, but
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they could impact the prediction of the low-frequency noise produced by the flow
around the obstacle. On the contrary, we noticed that the superior shear layer is
dissipated, which could damage the prediction of its mouvement. The corrected
flow (see Figure 5.3) shows a small correction but already noticeable after 1/10 of
the main frequency of detached eddies. An important point is that the extra CPU
is less than 80%.

Figure 5.3: Instantaneuous velocity profile without correction (left) and respectively
instantaneous velocity profile with numerical dissipation correction (right).

5.5 Conclusion

This section was devoted to the study of the use of an a posteriori estimate for evalu-
ating a functional error and/or correcting a functional evaluation. We have clarified
in which conditions computing a linearised error should be prefered to computing
an adjoint. We have developed a platform for the simultaneous calculation of the
flow with a corrected flow. A preliminary numerical example shows that this can
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be computed efficiently. This preliminary study has been exploited for the writing
of the INRIA contribution in a new proposal for an European Project. The contri-
bution will consist in proposing an accurate probabilistic model based on the error
estimate.
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A prior variational error analysis
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6.1 Summary

The lecturer of this chapter will be guided through an a priori finite-element error
analysis where we will show how the approximation error is bounded by interpolation
error, firstly for the usual Poisson equation, moving next to inviscid Euler flows
and concluding with viscous flows. The principal interest of this error estimator
based on interpolation error is for mesh adaptation problems for which dealing with
interpolation error is the starting point.

6.2 Introduction

State of the art on mesh adaptation vs. error estimation: An important
difficulty in mesh adaptation is the choice of the quantities that will prescribe the
fineness and topology of the adapted mesh. Indeed, the approximation error for a
PDE is a complex non-local function of mesh. The main ideas to solve this difficulty
is to identify the error either as the solution of a continuous or the solution of a
discrete linear error system, both with a right hand side, the local error, which
depend on the local quality of the mesh. Two families of mesh adaptation methods
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can be distinguished. In a first set of works, a particular function of the dependant
variable, the sensor, is chosen and its derivatives are considered as a good local
truncation error indicator. In the case of Hessian-based adaptation, the proposed
indicator is derived from the interpolation error in LP for the sensor. The paramount
interest of the Hessian-based approach for anisotropic adaptation is a very sound
indication of the necessary stretching of the mesh. Another important feature is
that it involves the research of an ideal mesh. However, in the case of finite-element
approximations, the usual a priori error analysis shows that approximation error
is smaller than the interpolation error only in the Sobolev space H', a different
(stronger) norm than LP .

In a second series of works, several authors propose a more accurate definition
of the purpose of the adaptation, refered as goal-oriented method. It is to minimize
the error on a real-valued functional. The error system of the PDE is taken into
account through an adjoint state. Adjoint-based a posteriori error estimates were
systematically derived from this specification. This allowed to compute an error
level and to refine the regions where the local truncation error is larger than a
tolerance ([Becker 1996a, Venditti 2002, Venditti 2003a]). The fact that effective
a posteriori errors are controlled by the algorithm is an advantage of this kind
of methods. These works are progressing towards anisotropic adaptation (see for
example [Venditti 2003a, Apel 2007, Perotto 2008, Huang 2010]). One difficulty on
this way is that corrections with respect to an existing mesh are managed instead
of the specification of an ideal mesh.

This chapter is devoted to a priori models which combine goal-orientation and
anisotropy. It is organized as following: we start with an a priori finite-element
analysis applied to a simplified Poisson model, then the same analysis is proposed
for unsteady Euler equations and the last section of this chapter details the a priori
finite-element estimator applied to viscous Navier Stokes system.

6.3 A priori finite-element analysis

A priori estimates have been derived very earlier, in H'(Q) (“projection property”),
and in L?(2) (Aubin-Nitsche analysis, see for example [Nakao 1998]), but only by
means of inequalities, and the leading term of the error is generally not exhibited
(only bounds of it are proposed).

In this section, we try to go a little further than the standard a priori analysis.
We concentrate on the usual Poisson problem, set in a polyhedral n-dimensional
domain 2 for the sake of simplicity:

—Au = f on Q; u=0 on 0N (6.1)
Its variational form writes:

a(u,v) = /Vu.Vvdx = < f,v> VoeV (6.2)
Q
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where V' holds again for the Sobolev space
Hy(Q) = {u € L*(Q), Vu € (L*(Q))", ulon = 0}.

Let 7 be a mesh of 2 made of simplices, and let V}, be the subspace of V' of con-
tinuous functions that are P; on each element of the mesh. The discrete variational
problem is thus defined by:

a(uh,vh) = < f,v> Vo, €V (6.3)

Assuming that u is smooth enough, we can take its linear interpolation Ilju from
vertices values. The approximation error in the sequel will be split into two compo-

nents:

up, — u = up — Hpu + Ipu — u. (6.4)
We recognize in the second difference Ilpu — w the interpolation error, and we
shall refer to the first difference up, — IIju as the implicit error.

The implicit error is inside the discrete approximation space. Classically we
can estimate it by writing that the finite-element solution is better than a direct
projection of the continuous unknown. We try to proceed with equalities. We
assume for simplicity that the right-hand side f is exactly integrated. The discrete
system writes:

a(up,vp) = ( f,on) Von, €V

Let IIj, be a projection operator from V onto V3. Since v is not necessarily smooth
enough, it may be necessary to consider an interpolation operator like the Clement
interpolation [Clément 1975]. For any v in V its projection ITjv is in V},, thus

a(up, ) = (f,Ipp)VoeV
then appears the continuous differential operator:
((=A)up, M) = (fIw)VveV

where the first product is the duality one between HE(Q) and H~1(Q). We also use
the adjoint of the projector:

(I (=Aup ,v) = (I f,v)VveV
Thus
05 (=Au, = Mpf in V'
where by V' we denoted the dual space of V, which is [H}(2)]. This allows the
following error analysis:
0 (=Auy, — h(-A)pu = IGhf — O (—=A)pu in V'
0 (=A)(up, — Mpu) = I (=A)(u — Myu) in V' (6.5)

where f[;(—A) can be inverted on adhoc spaces, as it is shown by the lemma below:
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Lemma 6.3.1
[Courty 2005] The operator II; A:

A: Vi, — IAV)

A vy = I Ay, .

is an isomorphism, where V), is equipate with the Hilbert norm and II; A(V) is
equiped with the V' norm.C]

Going back to our error estimator we conclude that:

up — Myu = (T(=A) T I (=A) (u — M),
or, equivalently in variational form:
< V(up — Mpu), VIIze > = < V(u—yu), Ve > (6.6)
For u and ¢ smooth, and by a density argument, the above calculation extends to
the usual interpolation II; which will be considered in the sequel.

This is an a priori analysis since we express the error up, — Ilyu as a function of
the unknown w.

Orientation: To fix our vocabulary, we observe that we have identified three terms
in our error analysis:

e the interpolation or projection error u — Ilu, it is a local error in the sense
that a local change in the mesh would produce only local a change in this
error,

e its complement to global approximation error is the implicit error

E, = u, — Iju,

a nonlocal error, but the implicit error is the solution of a (discrete) elliptic
system with as right-hand side the truncation error,

< VER VIl > = < V(u — Hhu), VIl > (6.7)

e the truncation error IT; (—=A)(u — IIyu) is a local error that is, in the present
case, expressed in terms of the interpolation error.

In the sequel we go furthermore and develop this truncation error, firstly for the
two dimensional case and then for the three dimensional one.
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6.4 2D Truncation error analysis

The problem of the higher-order (second-order) convergence of the gradi-
ent of interpolation or approximation is refered as the recovery problem
[Zienkiewicz 1992a, Zienkiewicz 1992b, Krizek 1998]. It can be solved for a
regular enough mesh.

We concentrate in this section on analysing the right-hand side of Estimation
(6.7), that is:

< V(u—Ipu), VIIpe > (6.8)

We restrict our analysis to the case of a family of isotropic meshes in the sense
that they have a quasi-uniform aspect ratio equal to unity. A mesh of this family
is represented by a scalar local mesh size Az = Ay = m(x,y).

Further, we are considering h-families of meshes for which the local mesh size
mp(z,y) satisfies:
mp(z,y) = hm(z,y),

where the normalized function m(z,y) does not depend on h.

An important consequence is that, as far as the normalized metric is smooth enough
we automatically assume that for a fine enough mesh, the variation of mesh size
between two neiboring cells can be made as small as we wish.

In such a extremely regular mesh, the main part of an approximation error can
show compensations between two neighboring elements. For a smooth function w,
the approximate gradient VIIxu can be of first order accuracy on a given equilateral
triangle Ty = ABC,CA = CB, while some of second order convergence can be
obtained on the union of this triangle with the triangle 7 symmetric with respect
to the basis AB (cf. Figure 6.1).

Decomposing the previous Estimate (6.7) into an integral on each element leads
to:

< V(u—Tpu), VIIpp > = /Q <a(u - Hhu)%ﬂhgo + ;y(u — Hhu)aé;ﬂhgp> dx

3} 0 0 0
= Z /T <83:(u — Hhu)%ﬂhgp + 8—y(u - Hhu)ayﬂhg0> dx

T,element

where the sum ¥ is taken over any element 7T of the mesh. Restricting to the integral
over T for z-terms contribution and applying a Green formula we get:

0 0

/6T(u - Hhu)(aiﬂhso) nldo — /T <(u — ju) <§;Hhtp>> dx
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Figure 6.1: Superconvergent molecule for a vertical derivative

where by nl we denoted the z component of the outward normal to the triangle T
nT _ (T T
cnt = (ng,n,
is P! on T, the last integral in the right-hand side vanishes. Further, the derivative

). The same analysis holds for y terms. We observe that since I

in the first integral is constant, hence:

0 r.. _ (0 T
/E)T(u - Hhu)(%ﬂhgo) ‘nydo = <8xﬂhg0> T/aT(u — Ipu) - nydo.

Considering we are in the situation picturized in Figure 6.1, then the integral over
OT applies to the two triangles Ty and T_ with edge e as a common edge. We
observe that the sum of integrals along e provided by the two triangles gives:

9 o 9 T
<axﬂhg0> T, /3T+me(u Mpu) - n,tdo + <8$Hhcp> |7 /6T_me(u yu) - n,y-do

0

0
= (—pp|r, — =—pe|r_ / u — Ipu ‘nzﬁda.
(g lelr. — gMglr) [ fu =)

Remembering that I is continuous along any edge e, we can write:

0 0
—II ——1II 2 nf*/ u—Ilpu)do =
(890 nelT, o nelr.) aTme( ht)

0
(8nT

+

0
Hyeo|r, — %HhﬁTJ /8T . (u — pu)do . (6.9)
+Ne

+

In the case of a regular mesh as in Figure 6.1, the two terms of the difference

ye|r, — ﬁﬂhgokp_) are derivatives evaluated at mid-altitudes:

(8wm
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Lemma 6.4.1
For a regular enough mesh, the term (%th\ﬂ — %thp\j’_) s consistent

with a second normal derivative weighted by the inverse of mean altitude of the two
triangles.l]

Proof: For the proof of this result we refer to Figure 6.1. Suppose we denote I the

middle of segment [AB] (also denoted edge €), then ¢(I) = (p(A) + ¢(B)) /2. Next,

_0_
8nT+

the difference (ﬁHhSO’TJr — Hh@’T_) can be expressed by divided difference

as:

0 _ (wr —yer) ((C) — o(I)) + (ye — y1) (¢(C') — (1))

5 pelr, ——pelr. = )
nr, onr, (ye —yr)(yr — yor)

By hypothesis the mesh is regular enough such that the two triangles (ABC) and

(ABC’) can be considered as equilateral or isosceles, thus we assume that: yo—yr =

yr — yor = h. Replacing with h where possible and after further computation we

get for the right-hand side of the previous relation:

(w1 —yer) (0(C) — () + (yo — 1) (p(C) — () _ L p(C) = 2p(I) + p(C")
(v —yr)(yr — yer) h? ’

where we recognize an estimation of the second order derivative from finite difference

theory.
To conclude, the following estimate holds:

0

0 0%
(anTJthSO’ﬂ- - 3nT+Hh90|T_) ~ h'aiyg(f)

In practice the jump for Ty and T_ could differ, that is why we consider the mean
at+a—
2

tively a_ the altitude of the T~ triangle.
O

, where by a, we denoted the altitude of T triangle and respec-

jump h =

Regarding y-terms contribution, the previous estimate holds too.

To synthetize, we have shown until here that:
0 0 0 0
—(u — pu)=—II —(u — Hpu)=—II dx =
/Q <6x (u — Hpu) oy h¥ T oy (u —pu) oy h‘P) x

> [Vtho-n]e/(u—Hhu)e de  (6.10)
e,edge ©

where according to the previous Lemma 6.4.1 the jump [VII,p - n]. is identified as
a second order derivative:

0 0 0 0
/Q <8a)(u - Hhu)%ﬂhgo + a—y(u - Hhu)ayﬂhcp> dx =~

Z h-V3p /(u —ITpu). de (6.11)

e,edge
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—

Figure 6.2: Diamont shape geometry : (AG.BG_)

Transformation of Estimate (6.11) into an integral on . Once we have
identify a second derivative, we can examine its weight. Indeed, it is multiplied by
half the sum of the two altitudes of the triangles and integrated along the common
edge (see proof of previous Lemma 6.4.1). Let us denote by G4 (resp. G_) the
centroid of triangle Ty (resp. 7T-), a4 (resp. a_) the altitude of Ty (resp T-)
orthogonal with respect to e. We shall refer in the sequel to the diamond-shaped
surface D, as the surface bounded by the segments joining either G4 or G_ to an
extremity of edge e (see Figure 6.2). The triangle formed by G4 and e (or ABG..),
denoted here K, has an area of one third T',’s area !:

1
T4 =5 - lel - las| = 3 [ K.
Then, the sum of KT and K~ areas is equal to the area of the diamond-shaped

surface D.:

Def = |K* 4 1| = o el

Let us approximate now the integral over edge e of the interpolation error u — Ilpu
from Estimate (6.11) with the integral over the diamond D, for the same expression

1 1
M/(U_Hhu) de%m : (u —Ipu) dx.

We observe that the union of diamond cells covers the whole computational domain

| holds for volume, area or length of geometrical objects



6.5. 3D Truncation error analysis 117

Q, e [Q = gey K| =2 p, [De| This allows to estimate the integral on Q.

0 0 0 0
/ ((u —Mpu)—Ipp + —(u — Hhu)Hhcp> dx =~
Q

ox Ox oy Ay
— Tu) Vp(x) dx = uw— ) V3ip(x) dx ,
;3/@(“ V() dx =3 [ (u- ) V) ax (612

A first estimate. If we try to write an estimate which does not depend too much
on function ¢, we can over-estimate the error as follows:

Lemma 6.4.2
We have the following bound:

0 0 0 0
Ay — _ 1y — _ <
|/Q(8:c (u Hhu)axﬂhgo + 8y(u ITyu) ayl‘[hcp)dx\ <

3 [ tH() fu =Tyl ix (6.13)

where A = B holds for a majoration asymptotically valid, i.e. A < B+ O(A). Ex-
pression |p(H (p))| holds for the largest (in absolute value) eigenvalue of the Hessian
H(p).O

6.5 3D Truncation error analysis

The previous steps from two dimensional analysis applies here too. Thus, we can
skip the calculations and go directly to the main result and say:

Lemma 6.5.1

For a regular enough mesh, the term (%Hhcﬂnr - %Hhcph_) is consistent
+ +

with a second normal derivative weighted by the inverse of mean altitude of the
two tetrahedra T’y and T_. O

To synthetize, as in two dimensional analysis, the following estimate holds:

/(V(U—Hhu)Vthp) o~ Y [vnhgp-n]f/(u—nhu)f do. (6.14)
Q@ f.face !

where the jump VII,p - n is estimated as a second order derivative, weighted by
half the sum of corresponding altitudes of tetrahedras 7'y and 7T_.

Transformation of Estimate (6.14) into an integral on (.

Let us denote by G4 (resp. G_) the centroid of tetrahedron 77 (resp. 1-),
a4 (resp. a—) the altitude of T+ (resp T-) with respect to f. The volume of the
tetrahedron KT formed by G and f is equal to:

1
K5 = 51f1 - lasl.
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As for two dimensional case, we construct the diamond-shaped volume D bounded
by the triangular plans joining either G4 or G_ to a side of face f. Then, the
volume of Dy is :
|y |+ |a|

9
We shall approximate the integral over face f with the integral over the diamond

Dyl = KT +]K7[=|f|

Dy. Then again, the union of diamond cells covers the whole computational domain
Q, i.e. |Q =>"|Dy|. This allows to estimate the integral on Q as:

0 0 0 0
/Q (%(u - Hhu)%ﬂhgo + a—y(u — Hhu)ayﬂhgp> dx =~

9 9
DZE 3 / e(u — Hpu)V3p(x) dx = 3 /Q(u — yu) V3 (x) dx (6.15)

A first 3D estimate. If we go furthermore and search for an estimate of (6.15)
which does not depend too much on the function ¢, we can over-estimate the error
according to the following lemma:

Lemma 6.5.2
We have the following bound:

| /Q (Vo ~ ) VITp)d0| < 3 /Q P(H)| Ju—Tyuld?  (6.16)

where A < B holds for a majoration asymptotically valid, i.e. A < B + O(A).
Ezpression |p(H(p))| holds for the largest (in absolute value) eigenvalue of the
Hessian H(p).O

Remark: In the case where u — IIu does not vanish on the domain boundary
denoted here I', then we get an extra term equivalent to:

/(u —IIpu)Ve - n do.
r

6.6 Inviscid flow of a compressible fluid

In the case of the Euler equations, we are not able to produce any theoretical
theorem stating the convergence of the discrete solution to the continuous one.
Also, we shall only discuss the case of smooth solutions in order to neglect higher
order terms. The case of shocks can be adress with our methods as demonstrated
in the thesis of Loseille [Loseille 2008]. Some explanations of this fact is given in
[Loseille 2007], but a complete theory is missing. However we can formally apply
the above strategy for estimating the right-hand side of the error equation.
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We start from the finite-element formulation of Chapter 2 which writes:

/¢thh(Wh)dQ - / (f)hthUt(Wh) -ndl’ = / ¢hv./—"(W)dQ - / (;5h]—:0ut(W) -ndl
Q r Q r

where I' = 9 represents the boundary (solid and far-field) of the computational
domain §2.

We assume now that both W and ¢ are several times continuously differentiable.
In order to estimate the error, we introduce on both sides the same expression with
interpolations:

/chhv (Fu(Wy) — T F(W))dQ — /F On(Fn™" (Wh) — IR FO(W)) - n dT

LHS

_ /Q onV - (F(W) — T, F(W))dQ — /F b (FOU (W) — T, F2 (W) - m dT .

RHS
The left-hand side (LHS) will be inverted and the right-hand side (RHS) will be
expanded to get the error estimate.
6.6.1 Interpolation errors

We recall that 1, F (W) = Fp(W). The left-hand side writes:

(LHS, ¢y) = /Q onY - (F(Wh) — Fu(W))dQ - /F On(Fa (W) — FEU(W)) - m dT.

We linearize it as follows:

o Jf‘out
ow

(LHS, 1) ~ /Q OnY - (1L 0 (W — W)~ /F o1, 25 (W, — W) - m .

. . Tout
Where the derivatives gT][E/ and ag—‘w are evaluated from vertex values of W. We

denote this in short:
LHS = Ay,(W)(Wy, —II,IW).

We assume that the corresponding linearized operator, which is the Jacobian A, (W)
of the discretized Euler system is invertible. This means that the implicit error
W, — I, W is obtained as the unique solution of:

Wy —IL,W = (A,(W))"! RHS .

In the right-hand side:

RHS = [ oV.(FOV) =)0~ [ 00(F (W) = 77 (0W) - aT
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we recall that ¢, = II¢ and next we add and substract a ¢ term:
RHS = RHS1+ RHS,
with:

RHS, - /Q (T — )V - (F(W) — T, F(W))dS
- [[@ho = YF W) =W F (W)

Assuming smoothness of ¢ and F(W), we deduce that on €, interpolation errors
are of order two and their gradients are of order one, same on boundary, and RH.S;
is thus of order three:

RHS; < const.h?.

The second term writes:
RHS, — / 6V - (F(W) — T, F(W))dQ — / S(FO (W) — T (W) - 1 dT
Q r
and we transform it as follows:
RHS, = — /Q(Vqﬁ) A(F(W) =11, F(W))dS2
+ / H(FW) =1, F(W)) -ndl
r
- / P(FH (W) — I, Fo(W)) -n dT.
r

The above estimates shows again the central role of the interpolation error on
internal and boundary fluxes for the global approximation error.

Remark: In RHS> we can apply the same asymptotic extension as in the elliptic
case studied in previous section. The expression of RH.Ss is in fact very good
news. Indeed, due to the smoothness assumptions for ¢ and W, L? estimates for
interpolation error on volume and on boundary apply, so that this term appears as
a second-order one:

RHS, < const.h?.

Further, using the same techniques as in [Courty 2005], this term can be extended
as follows:

RHS; = h* (G(W,m),¢) + R

where the last parenthesis is to be understood as a distribution one. The term R is
of higher order:

R = o(h?).0O
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6.6.2 Temporary conclusion

The above study shows that the implicit error W), — II,W is essentially a function
of the interpolation error W — II,W. In the numerical applications we shall discard
the boundary terms in order to simplify the mesh generation. In [Loseille 2009, it
has been observed that this simplification does not reduce much the quality of the
results.

6.7 Viscous flow of a compressible fluid

6.7.1 Notations

Let us refer now to the compressible Navier-Stokes system for a perfect gas. In
conservative formulation it writes :

ow +V.- F+V.- V=0

ot
where by F we refer to the Euler flux introduced previously in this thesis, namely
in Chapter 2, and viscous flux is denoted V.
We refer to Chapter 2 for details on the numerical resolution of this complex
system. Nevertheless, we recall that we employ a mixed finite-element/volume
discretisation for spatial resolution and viscous fluxes are discretised using P;
finite-element method.
Since the Euler fluxes have been introduced and discussed in the previous section
of the present chapter, we concentrate here on error analysis for viscous fluxes.

We describe in short the viscous fluxes as:
Yy = [0,0,—(q— u.a)]T,

where u = (uq, ug, us) is the velocity vector and the viscous stress tensor o is defined
as:

2
o = pu(Vu+ VuT) - g,uV.uI,

with u representing the constant viscosity.
The heat flux q is given by Fourier’s law:

q = —A\VT

where A is the heat conduction (assumed here to be constant), and 7" the temperature
defined hereafter:

r- L (E = L () + (pu) + <pu3>2>) ,

Cy 2p
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with ¢, also assumed to be constant.
The matrix expression of viscous fluxes )V writes:

0 0 0
Oxzx Oyzx Ozax
Oay Oyy Ozy
O-Z'Z Uyz O-ZZ

UOgz + V.0zy + WOz + AVT  U.0ys +0.0yy +W.0yz + AVT 6.0z + 0.0y +w.0:; + AVT

And viscous stress ¢ has the following general matrix expression:

ou  ou  Ou u o dw
dr Oy Oz dr Qdzr Oz
_ v Ov v 4+ & v Ow
0O=H ox oy 0z dy Oy Oy
dw Ow dw Ou  Ov  Ow
or Jdy 0z 0z 0z 0z
L Vu vul i
ou v ow
) (BTEHTE 0 0
u v w
u v w
0 0 Br + By + 2
V.ul

Suppose 1 = (1,12, 1¥3,1%4,15) is the test function vector (or later on the
adjoint vector). Following the a priori estimator of [Loseille 2010a] we are interested
in the estimation of the different terms of the expression:

E = (¥ — Uy, Hpeh)
where ¥ represents the continuous residual of the Navier-Stokes equations:
U =W,+o" + o
and its discretisation ¥y, is defined by:
Uy, = Wiy + @ + ).

We underline here that for the discretisation of viscous fluxes, we adopt the strategy
of the elliptic study of Section 6.3 of the present chapter.

Viscous fluxes provide seven new terms to which we apply the finite-element error-
analysis of Section 6.3, that is based on estimations of interpolation errors:

(@V,w)z/wv-VdQZiEk.
Q k=1

The three first terms come from moment equations and depend only on w34 =

(17[}2’ ¢3, 11[}4)7_':
E, = Y34V - pVu df2

By, = f P34V - (V)T dQ
9]

2
b3 = —/’(/1234V-,U,V.u1 d€.
3 Jo



6.7. Viscous flow of a compressible fluid 123

The four last terms are derived from the energy equation:

E, = /ng)v - AVTdQ
Es = /91/15V - (u.pVu) d§2
Es = /Qw5V . (u.u(Vu)T) dQ

2
E; = —3/1,ZJ5V-(u.,uV.uI)dQ.
Q

In the sequel, for each of these seven terms, we derive an error estimator following
the a priori finite-element analysis of previous sections where we have shown how
the implicit error is bounded by interpolation error weighted by some weights. The
main idea of the resolution is to retrieve Relation (6.8) for which Lemma 6.5.2 can
be applied.

6.7.2 Study of truncation error terms
As for the Euler flows case we do not consider in the sequel the boundary error

terms.

Study of FEi, F» and Fj3
Let us concentrate first on the three terms summation derived from the momentum
equation:

E, = 1 fo 1234V - VudQ = uYr, Z?:l Jo %’H% %ui ds2,
Ey = p foeV-(VW)TdQ = p L 0 [ ding (saus ) 49,
E3 = —U % fQ 1/}234v . (VUI)dQ = —N %Z?:l Z?:l fQ ¢i+18i;z;i (%UJ) d).

We remark that Fy and E3 expressions can be directly additioned with an exchange
of ¢ and j derivatives. Then the summation of these terms writes:

protants = (L3 gty () + SR e (sm) »

i=1 j=1 i=1 j=1
It is sufficient to consider ejs3 :

ﬁul

Q.
88d

6123=/Hh¢z+1

The other terms are depicted identically.
We are interested in the error term:

0%y O* T
Se123 = e1a3 — ey = /Hh¢z+1a oz, -dS) — /thzﬂa 5 Z—17La0

82
/thzﬂa oz, -(w — Ipuy)dS2.
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After a first integration by part and neglecting the boundary terms, the error term

0
deraz = —/Q oz, (

Now, according to Lemma 6.5.2 from the elliptic error analysis these volumic con-

writes:
—_— —1II dsl.
) ’ (ul hul)

tribution is overestimated as:

9
deras = 5 /QP(H(%H))\W — ITpy].

And finally, going back to our initial sommation the following a priori estimate holds
for the first three terms of viscous flux contribution:

3
9
0FE1 + 6Es + 0E3 < Pl Z; 3 p(H(vit1)) ZP (V1)) | [wi — Hpul.
1=

We recall that 9/2 constant comes from the three dimensional estimator, and since
the first term of the summation is independent on j, it is thus multiplied by 3.

Study of E,
The first term from the energy equation is discussed now:

/Q Y5V - AVTdQ.
We consider the following discretisation :
Eyp = /Qth5V - AVIIL,TdQ.
We focus on the error term:
0Eyn = /QHM/JE,V - AVTdQ — /Qthg,V - AVIL,TdSQ.
After a first integration by parts we get:

§Ey ) = / M,5\V - (V(T — II,T)) dQ
Q

= / A Hh’(/Jg,V(T — HhT) -ndl — / )\V(Hh¢5) (V(T — HhT)) dql.
r Q

The boundary terms contribution is neglected as already mentioned. Then, the
volume integral is equivalent to Estimation (6.8) for which Lemma 6.5.2 can be
applied.

We obtain thus the final estimate:

9
OBy = 2/ A p(H(Vs5)) [TI,T — T'|dS2. (6.17)
Q
For the next three remaining terms, F5, Eg and Er, because of their non-linearity,

a slightly different algorithm of resolution is employed, by some mathematical arti-
fice.
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Study of E5
We start from the following developpement:

ou;
e

=1 j=1

We resume next to the integral formulation and analyse the error term:

0 ou; 0 Olpu;
Ses = e5 — el = /Q Mybs 55— < a;f > Q) — / Myfs 55— (Hhula;“> Q.
J J .7 J

Because of the non-linearity of this term, we cannot directly add the two integrals
and perform an integration by parts for this summation. In order to obtain a relation
equivalent to (6.8) we perform firstly an integration by part for each one of the two
integrals and discard the boundary terms.

ouy; Ollpu; _
bes = — / o (i) (u e )dm / g (1) <Hhuz e )dfz—

[ 2 (i = Tys) / 0 gy s
/Q 31‘]' (TTpes) (uZ 7 )dQ+ o a:Ej (TTpeos) (TMpu; — uy) a:Ej ds.

Ly
I Iz

Next, regarding integral I1, after an integration by parts we have:

I = —/Q (8822(Hh1/15)> i (ui — Hpu;)dQ +

/Q %(Hh%)ag (s _Hhui)dﬂ—/rui (%(HWE’)) -nj (u; — Iyu;)dT .

J

T T12

We recognize in 119 the hypothesis of Lemma 6.5.2. Thus:
9
T <5 [ Jualo(E(05) i~ Ty a9
Q

Regarding T1; terms, we observe they are (closed to) identical to I, but opposite
signs, thus we discard them.
Finally, the total contribution of F5 term writes then:

3
27
85 = G 3 [ fulotH () fus = Ty a9, (618)
=1

Study of Eg
In contrast with the previous term, the gradient of the velocity vector is trans-
posed, thus the velocity components will be crossed.

Fimn 1Y [vrges (i)

=1 1=1

Let us write:
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We analyse the error term:

0 ou 0 Ol u
= 11 —_— J Q — 11 — | II{u; J Q
deg /Q ns oz, < 8xz> d /Q rs oz, < Bl oz, ) d

After a first integration by parts applied on both integrals we obtain:

8 3 8Hhu]
deg = / 9, -(Hpts) <Uza Z) dQ+/ﬂaxj(Hh¢5) <Hhuz oz, >dQ

_/anj(ﬂh1/}5) <UZW) le—F/Q ;xj(ﬂh%) (Ipu; — u;) md(ﬁ-

: Ox;

g

11 12

As for the previous term, a second integration by parts is applied with the assump-
tion that the boundary terms can be neglected:

_ [ OUpyps Ou; , ' B (Olpis o .
I = o Oz ou (uj — Hpuj) d /1“%( oz, n; (uj — Hpu;) dr.

T1 1 Tl 2

We recognize in T2 the estimation of Lemma 6.5.2, that is:

9
T < Oy /Q ] p(H (5)) 1y — Ty 2.

For the T1; and Iy after further calculation we obtain the interpolation error on
velocity vector weighted by a vector with, as components, cross-products of gradient
of the velocity with gradient of ¥5 . Suppose we denote this weight Vec, we have:

9
55 < uZZ/!uzp H(a)lu; ~ | df2 1 | Ve [u = Thya do

=1 j=1
with (for 3D problems):
(Vw x Vi5)y — (Vo x Vs,
Vec = | (Vux Vihs), — (Vw x Vibs),
(Vo x Vibs), — (Vu x Vips),

and respectively Vec = (—Vv x Vb5, Vu x Vip5)" for two dimensional case.

To synthetize, the following estimation holds:

3 3
5 fMZ/Q S f\u]\ p(H(ws)) + Vecli] | Jui—Thus|  (6.19)
i—1 =1
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Study of E;

The previous remark regarding the crossing of terms holds for the 7th term too,
because of multiplication with indentity matrix.
This terms writes:

E; = —§u iiz / w5axk< <gz]>>d9

k=1i=1 j=1

And the error term to be analysed can be restricted to:

_ 8 8u] _ i ‘ 8Hhu]‘
5“‘/“w%k((m))m lém%m%@w(8@)>m

After a first integration by parts the previous error term writes:

. 8 Ouj 8 ' aHh’LLj -

ey = [ﬁﬁmmw@ﬂ¢M+Ame%w@M<a%))m_
0 O(u] - Hhuj) / 0 ' ' 8Hhuj

/Q 921 (I s) <uza$j dQ +  Drr (Ipps) (Mpu; — ;) oz, df2.

-~

11 ]2
Furthermore, we apply a second integration by parts:

0 ou; 0
der = /Qﬁxk(ﬂh%)amj (uj — Hh“j)dQ—/Faxk(Hh%) ui - i (ugllpug)dl +1o.

T1 1 T12

We recognize in T12 the estimation from Lemma 6.5.2, thus the following estimation
holds:

9
Ty =3 |l U (03)) s = Thaa s

Regarding the integral I5 the following estimation holds:

B [ ) (52) (s - w)do

Ly
After summation we retrieve for this term the weight vector Vec from Fs, that is,
for two dimensional case:

T11+ 1 = — Vec (u - Hhu) + (Umw&m - Uy¢5,y 5 uyw5,y - um¢5,m)T (u - Hhu)
Thus, the total contribution of E7 term writes:

5E7<—fu ZZZ[ /qulp (¥5)) |uj — pui|dQ + Tiy + I | . (6.20)

k=1 1i=1 j=1

6.7.3 Conclusion

This estimate is of paramount importance for one of the goals of this work, which
is anisotropic mesh adaptation for functional outputs where interpolation errors
needs to be managed. For the description of the mesh adaptation problem for
viscous flows we refer to Chapter 9.
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Metric-based mesh representation
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7.1 Summary

This chapter is a reminder of the main ingredients needed by an anisotropic metric-
based mesh generator. The motivation for the choice of a mesher dealing with a
Riemannian metric is presented in the introduction. We start next with the notion
of Riemannian metric and reviewing the main operations on metrics. We evoke
the notion of unit element and unit mesh, basic elements for our mesh generation
process.

7.2 Introduction

One of the continuous desire of CFD researchers and engineers is a more accurate
capture of the flow features and properties, an essential element for computational
certification. In some cases, CFD solutions are computed with an unnecessarily
large number of grid points (and associated high cost) to ensure that the solu-
tions are computed to within a required accuracy. In most cases, the expected
accuracy is not obtained due to insufficient resolution in some part of the com-
putational domain. Omne of the powerful methods for increasing the accuracy
and reducing the computational cost is the mesh adaptation, whose purpose is
to control the accuracy of the numerical solution by changing the discretization
of the computational domain according to mesh size and mesh directions constraints.
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Traditionally, research has been concentrated on isotropic mesh adaptation
where mesh elements are adjusted only in size according to an error estimate or
indicator while their shape is kept close to being equilateral. However, isotropic
meshes often tend to use too many elements in regions of large solution error.
This is especially true when problems have an anisotropic feature which makes
the solution changes more significantly in one direction than in the others. Full
benefits of mesh adaptation can only be taken by simultaneously adjusting the size,
shape, and orientation of mesh elements according to the behavior of the physical
solution. This often results in an anisotropic mesh, a mesh having elements of large
aspect ratio. This technique allows (i) to automatically capture the anisotropy of
the phenomena, (ii) to subtantially reduce the number of degrees of freedom, thus
impacting favorably the CPU time, , and (iii) to access to high order asymptotic
convergence.

Many works in the literature proposed the mesh deformation or equivalently
mesh coordinates as the solution of a particular system coupled with the discrete
Partial Differential Equation (PDE) under study. More precisely, the adapted mesh
is chosen among a set of deformed meshes derived from a starting reference mesh.
See for example [Cabello 1991, Palmerio 1996]. In this case the mesh topology is
prescribed by the user and may be not adequate for the adaptation.

Conversely, in the case where the user does not wish to fix the topology, but
instead, wants the algorithm to find it, then the definition of a system the solution
of which is the adapted mesh is much more difficult. Starting from a given mesh
and locally refining it is a far from an optimal strategy. Let us discard that option
and look for an optimal mesh. First we can observe that this is an ill-posed problem
since two meshes can have very different topologies and give about the same local
accuracy. Secondly, it is difficult to find an optimal mesh if we have to investigate
inside a set of meshes described by integers and booleans.

These remarks have motivated researchers to represent meshes by continuous
functions. See for example [Babuska 2001]. These functions can be for example the
(scalar) local mesh density over the computational domain. From its knowledge, it
is possible to derive an upper bound for the local truncation error. But this upper
bound does not give a perfect idea of the local error if local stretching effects are
not taken into account.

Two decades ago, several publications, see for example [Borouchaki 1996,
[Frey 1999] and [Habashi 2000], propose to model the local stretching by means
of a non-scalar field, the metric. An adapted metric is specified by an argument
of equidistribution of an interpolation error related to the Partial Differential
Equation solution.

The purpose of the present chapter is to present the adaptation method em-
ployed by our team and widely used in the next two chapters. The main feature is
to describe the mesh in a general continuous setting, refered in the sequel as metric,
or continuous mesh. This is important since the main result of this thesis is the
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demonstration of how the errors committed on Euler and Navier-Stokes systems are
well represented with this concept of metric.

This chapter is organized as follows: in Section 7.4 we present the mesh gener-
ation process through the concept of unit mesh, then in Section 7.5 the operations
on metrics are introduced, and we end this chapter with explanations on numerical
computation of some geometrical quantities.

7.3 Riemannian metric space

Euclidean geometry it is most certainly the most used space nowadays for geomet-
rical constructions. We can say that Euclidean geometry is the study of flat space,
in the sense that all the geometrical objects can be represented on a flat piece of
paper. Between every pair of points, there is a unique line segment which is the
shortest curve between those two points.

We will introduce in the sequel a different geometrical space where, in a usual
language we can say that the drawing is performed on a curved piece of paper.

In differential geometry, a Riemannian manifold or Riemannian space (M, M) is
a manifold possessing a metric tensor M varying smoothly from point to point. For
a complete Riemannian manifold, the metric is defined as the length of the shortest
curve (geodesic) between two points z and y.

For our own purpose of mesh adaptation, we work with a simpler object called
Riemannian metric space defined by M = (M (x))xeq. The common notions of

length, volume and angle in this Riemannian metric space are defined next. For-
tunately, these notions can be easily derived in the context of meshing because we
are not interested in evaluating these quantities on the Riemannian manifold. In-
deed, as regards edge length computation, we do not want to compute the distance
between two points which requires to find the shortest path on the curved manifold
between these two points and to compute the length of the geodesic, but to compute
the length of the path between these two points defined by the straight line param-
eterization, i.e., the segment representing the edge between these two points in the
parametrization space which is our computational domain. To take into account the
variation of the metric along the edge, the edge length is evaluated with an integral
formula.

Definition 7.3.1
In Riemannian metric space M = (M(x))xeq, the length of edge ab is computed
using the straight line parameterization in domain € y(t) = a+tab, where t € [0, 1]:

eM(ab):/O IV () dt:/o /fab M(a + {ab) ab dt. (7.1)

Let us introduce next the notions of volume and angle in Riemannian metric
spaces.
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Definition 7.3.2
Given a bounded subset K of §2, the volume of K computed with respect to Rie-
mannian metric space (M(x))xeq Is:

|K\M—/K\/det./\/t(x)dx. (7.2)

For a Riemannian manifold, the angle between two curves is the angle between their
tangent vectors at their point of intersection in the tangent plane. In our particular
context, edge and tangent vector coincide, hence, we have:

Definition 7.3.3
The angle between two edges pq and pr of {0 in Riemannian metric space
(M(x))xeq is defined by the unique real-value 6 € [0, 1] verifying:

(P9, PT) Mm(p)

cos(0) = .
©) = Toalmg ot

(7.3)

In three dimensions, the computation of a dihedral angle in a Riemannian metric
space requires to use an integral formula as this angle varies depending on the
position on the edge sharing both faces.

Definition 7.3.4

The dihedral angle between two faces [pqr| and [sqp] of § sharing common edge
pq in Riemannian metric space (M(x))xeq is defined by the real-value 6 € [0, 7]
verifying:

cos(8) = / L Mper Meap)Mpima) g, (7.4)
o |npgr HM(ertpq) Insqp HM(p+tpq) ’

where p + tpq with t € [0,1] is the straight line parameterization of edge pq
in domain Q and, npqr and ngqp are the oriented normals to [pqr| and [sqp],
respectively.

7.4 Generation of adapted anisotropic meshes

The inquiries of a mesher to generate anisotropic meshes can be the prescription of
a size and orientation of elements, for each point of the domain of computation. As
the notions of length, volume and angle has been defined we are now able to generate
meshes in the Riemannian metric space. These informations will be transmitted to
the mesher which will try to best fit these demands. The main idea of metric-based
mesh adaptation, as introduced in [George 1991], is to generate a unit mesh in a
prescribed Riemannian metric space.

In this section, we first introduce the definition of unit element and then the
notion of unit mesh.
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7.4.0.1 TUnit element

Definition 7.4.1
An element K is unit with respect to a metric M if the length of all its edges is
unit in the metric M.

For instance, a tetrahedron K defined by its list of edges (ej)i=1.¢ is unit with
respect to M if:
Vi=1,..6, (res) =1,

2
and its volume is: |K |y = 1—\/2_ Figure 7.1 gives two examples of unit elements for

two different metric tensors.

Let M be a metric tensor, there exists a non-empty infinite set of unit elements
with respect to M, as illustrated in Figure 7.2. Conversely, given an element K
such that | K|z, # 0, there is a unique metric tensor M for which element K is unit
with respect to M.

Figure 7.1: 3D examples of a unit element with respect to Zs (left) and to an
anisotropic metric tensor M (right). In each case, the unit ball of the metric is
drawn at each vertex of the unit element.

Figure 7.2: Several unit elements with respect to a metric tensor in 2D and 3D.
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7.4.0.2 Unit mesh

By unit mesh we understand a mesh possessing only unit elements with respect to
a given Riemannian metric space. Of course that generating such meshes is not
always guaranteed.

Therefore, the notion of unit mesh has to be relaxed:

Definition 7.4.2
A discrete mesh H of a domain 2 C R™ is unit for Riemannian metric space
(M(x))xeq if all its elements are quasi-unit.

By quasi-unit elements we mean that the length of edges I is contained into a
so called admissible length interval of the form [1,a] with a > 0, see [Frey 2001].
Usually we consider aw = v/2. Therefore, a tetrahedron K defined by its list of edges
(ej)i=1..¢ is said to be quasi-unit if Vi € [1,6], lr(e;) € [%, V2]. The question of
existence of such meshes has been adressed by means of the space filling tetrahedra
(see [Sommerville 1923] and [Goldberg 1974]).

This contrained on the edges length can leed to the generation of quasi-unit
elements with a null volume. Thus, controling only the edges may not be sufficient.
To avoid this kind of constructions we add a constraint called quality of an element.
The quality is a constrained on the volume of an element K defined as:

2
_ 36 K[}
33 21y Ghaler)

For the perfect regular tetrahedron, whatever its edges length, the quality function

Qm(K) € [0,1]. (7.5)

is equal to 1. For a null volume tetrahedron, Q¢ is 0. Notice that Q¢ only
quantifies the gap to the regular tetrahedron shape.

The following definition of quasi-unit element, which is also practically used by
mesh generators, can thus be formulated:

Definition 7.4.3
A tetrahedron K defined by its list of edges (ej);=1.. ¢ is said quasi-unit for M if

V2

In our case, o = 0.8 is an acceptable value.

Vi e [1,6], fam(e) € [1,\@] and Qm(K) € [a,1] with o> 0.

7.4.0.3 Generating an adapted mesh

We have specified how one can generate a unit mesh of a domain €2 with respect to
metric (M(x))xen and how it can be analysed in terms of size (legth of the edges)
and shape (quality of the elements). Let us illustrate now with a significant example
how this uniform and unit mesh in the Riemannian metric space is visualised as an
adapted and anisotropic one in the Euclidean space.
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Example 7.1

Figure 7.3 shows in background the France map in the meter metric and in fore-
ground the France map in the TGV time metric, i.e., the time spent by the TGV
to go from one place to another. The left picture shows how a uniform cartesian
grid on the France map in the meter metric is deformed after being mapped onto
the France map in the TGV time metric. Exactly the same idea is used in the
generation of adapted anisotropic meshes.

Figure 7.3: Two pictures representing the France map in the TGV time metric, i.e.,
the time spent by the TGV to go from one place to another, as compared to the
France in the meter metric.

Let us give a few words about the size prescription by a given Riemannian metric
field. We have seen that the size of the unit ball associated with metric tensor M
in the i*" eigenvector direction is given by h; = )\i_i. We then deduce that the
prescribed size in direction e is

(o) =g

In the case of an Euclidean metric space, the previous relation simply reads

llell2

haa(e) = teMe

(7.6)

7.5 Operations on metrics

The main advantage when working with metric spaces is the well-posedness of op-
erations on metric tensors, among which the metric intersection and the metric in-
terpolation. These operations have a straightforward geometric interpretation when
considering the ellipsoid associated with a metric.

7.5.1 Metric Intersection

When several metrics are specified at a point of the domain, all these metric tensors
must be reduced to a single one due to mesh generation concerns. The metric
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intersection consists in choosing in any direction the most restrictive size constraint
imposed by this set of metrics.

Formally speaking, let M1 and M3y be two metric tensors given at a point. The
metric tensor Mo corresponding to the intersection of My and My is the one pre-
scribing the largest possible size under the constraint that the size in each direction
is always smaller than the sizes prescribed by M7 and Ms. Let us give a geometric
interpretation of this operator. Metric tensors are geometrically represented by an
ellipse in 2D and an ellipsoid in 3D. But the intersection between two metrics is
not directly the intersection between two ellipsoids as their geometric intersection
is not an ellipsoid. Therefore, we seek for the largest ellipsoid representing Min2
included in the geometric intersection of the ellipsoids associated with M; and Mo,
cf. Figure 7.4, left. The ellipsoid (metric) verifying this property is obtained by
using the simultaneous reduction of two metrics.

Simultaneous reduction. The simultaneous reduction enables to find a common basis
(e1, ez, e3) such that M; and My are congruent to a diagonal matrix in this basis,
and then to deduce the intersected metric. To do so, the matrix N' = Ml_l./\/lg is
introduced. N is diagonalizable with real-eigenvalues. The normalized eigenvectors
of NV denoted by eq, e; and e3 constitute a common diagonalization basis for My
and Ms. The entries of the diagonal matrices, that are associated with the metrics
M and My in this basis, are obtained with the Rayleigh formula':

)\Z frng teiMle’i and MZ = tengei , fOI‘ Z = 1 .o 3 .

Let P = (e1 ez e3) be the matrix the columns of which are the eigenvectors {e; }i—1.. 3
of N. P is invertible as (er, e, e3) is a basis of R3. We have:

)\1 0 0 /_,[,1 0 0
Mi="P 1 0 X 0 |P' and Mo='P'| 0 pw 0 |PL.
0 0 A3 0 0 ps

Computing the metric intersection. The resulting intersected metric M9 is then
analytically given by:

max (A1, pt1) 0 0
Ming = My N My =tp1 0 max (2, f12) 0 pL.
0 0 max (A3, i13)

The ellipsoid associated with Mns is the largest ellipsoid included in the geometric
intersection region of the ellipsoids associated with My and Ms, the proof is given
in [Alauzet 2003al.

Numerically, to compute Min2, the real-eigenvalues of N are first evaluated with
a Newton algorithm. Then, the eigenvectors of A/, which define P, are computed
using the algebra notions of image and kernel spaces.

\; and i are not the eigenvalues of M and M. They are spectral values associated with
basis (e1,e2,e3).
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Remark 1

The intersection operation is not commutative. Consequently, when more than two
metrics are intersected, the result depends on the order of intersection. In this case,
the resulting intersected metric is not anymore optimal. If, we seek for the largest
ellipsoid included in the geometric intersection region of several (> 2) metrics, the
John ellipsoid has to be found by solving an optimization problem [Loseille 2008].

7.5.2 Metric Interpolation

In practice, the metric field is only known discretely at mesh vertices. The defini-
tion of an interpolation procedure on metrics is therefore mandatory to be able to
compute the metric at any point of the domain. For instance, the computation of
the volume of an element using quadrature formula with Relation (7.2) requires the
computation of some interpolated metrics inside the considered element.

Several interpolation schemes have been proposed in [Alauzet 2003a] which are
based on the simultaneous reduction. The main drawback of these approaches is
that the interpolation operation is not commutative. Hence, the result depends on
the order in which the operations are performed when more than two metrics are
involved. Moreover, such interpolation schemes do not satisfy useful properties such
as the maximum principle. Consequently, to design an interpolation scheme on these
objects, one needs a consistent operational framework. We suggest to consider the
log-Euclidean framework introduced in [Arsigny 2006].

Log-Fuclidean framework. We first define the notion of metric logarithm and matrix
exponential. The metric logarithm is defined on the set of metric tensors. For
metric tensor M = RA!R, it is given by:

In(M) :=RIn(A)'R,

where In(A) = diag(In();)). The matrix exponential is defined on the set of

Figure 7.4: Left, view illustrating the metric intersection procedure with the simulta-
neous reduction in three dimensions. In red, the resulting metric of the intersection
of the blue and green metrics. Right, metric interpolation along a segment where the
endpoints metrics are the blue and violet ones.
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symmetric matrices. For any symmetric matrix S = QZ!Q, it is given by:
exp(S) := Qexp(E)'Q,

where exp(Z) = diag(exp(&;)). We can now define the logarithmic addition @
and the logarithmic scalar multiplication ©:

Mi &My = exp(In(My) + In(My))
aoOM = exp(a.In(M)) = M*.

The logarithmic addition is commutative and coincides with matrix multiplication
whenever the two tensors M7 and My commute in the matrix sense. The space of
metric tensors, supplied with the logarithmic addition & and the logarithmic scalar
multiplication ® is a vector space.

Remark 2
This framework allows more general computations to be carried out on metric ten-
sors, such as statistical studying or the resolution of PDE’s on metric tensors.

Metric interpolation in the log-FEuclidean framework. We propose to use the linear
interpolation operator derived from the log-Euclidean framework. Let (x;);=1.  be
a set of vertices and (M (x;));=1..r their associated metrics. Then, for a point x of
the domain such that:

k k
X = Zai.xi with Z a; =1,
i=1 i=1

the interpolated metric is defined by:

k k
M(x) = @ o © M(x;) = exp (Z o ln(M(xi))> . (7.7)
=1 1=1

This interpolation is commutative, but its bottleneck is to perform k diagonalizations
and to request the use of the logarithm and the exponential functions which are CPU
consuming. However, this procedure is essential to define continuously the metric
map on the entire domain. Moreover, it has been demonstrated in [Arsigny 2006]
that this interpolation preserves the maximum principle, i.e., for an edge pq with
endpoints metrics M(p) and M(q) such that det(M(p)) < det(M(q)) then we
have det(M(p)) < det(M(p + tpq)) < det(M(q)) for all ¢ € [0,1].

Accordingly, this metric interpolation enables a continuous metric field to be
defined throughout the entire discretized domain. When a metric is required at
a point, we determine to which element the point belongs. Then, we apply Rela-
tion (7.7), where «; are the barycentric coordinates of the point with respect to the
element. Figure 7.4 illustrates metric interpolation along a segment, for which the
initial data are the endpoints metrics.
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Remark 3
The interpolation formulation (7.7) reduces to

k
M(x) = HM(Xz')ai ;

if all the metrics commute. Therefore, an arithmetic mean in the log-Euclidean
framework could be interpreted as a geometric mean in the space of metric tensors.

7.6 Quantifying mesh anisotropy

In three dimensions, mesh anisotropy can be quantified by two notions:
- the anisotropic ratios, and
- the anisotropic quotients.

We first recall both notions and the way they are evaluated numerically. Deriving
these quantities for an element relies on the fact that there always exists a unique
metric tensor for which this element is unit. If Mg denotes the metric tensor
associated with element K, solving the following linear system provides Mg:

E%K(el) =1
(5) §
g,%\/lK(GG) = 1,

where (e;)i=1,6 is the edges list of K and K%K(ei) = 'e; Mie;. (S) admits a
unique solution as soon as the volume of K is not null. Once M is computed, the
anisotropic ratio and the anisotropic quotient associated with element K are simply
given by
ratio — min; A\; _ max; h; and  quo — max; h?
max; )\i mini hz‘ ’ hl hg h3 ’
where ()\;)i—13 are the eigenvalues of Mg and (h;)i—1,3 are the corresponding
sizes. The anisotropic ratio stands for the maximum elongation of a tetrahedron

by comparing two eigendirections. The anisotropic quotient represents the overall
anisotropic ratio of a tetrahedron taking into account all the possible directions. It
corresponds to the overall gain in three dimensions of an anisotropic adapted mesh
as compared to an isotropic adapted one. The gain is of course even greater when
compared to a uniform mesh.

7.7 Orientation

This chapter has recalled the main techniques related to continuous meshes. Once
the metric is known, a class of unit mesh can be defined, and (at least) one unit
mesh can be built by the so called controlled mesh generator.

Clearly a prerequisite is the definition of the metric from the error estimate. The
rest of the dissertation is devoted to this quest.
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This chapter has been submitted as a communication co-authored with Frédéric
Alauzet and Alain Dervieux to Journal of Computational Physics.

8.1 Summary

We present a new algorithm for combining an anisotropic goal-oriented error esti-
mate with the mesh adaptation fixed point method for unsteady problems. The min-
imization of the error on a functional provides both the density and the anisotropy
(stretching) of the optimal mesh. They are expressed in terms of state and adjoint.
This method is used for specifying the mesh for a time sub-interval. A global fixed
point iterates the re-evaluation of meshes and states over the whole time interval
until convergence of the space-time mesh. Applications to unsteady blast-wave and
acoustic-wave Euler flows are presented.

8.2 Introduction

Engineering problems frequently require computational fluid dynamics (CFD) so-
lutions with functional outputs of specified accuracy. The computational resources
available for these solutions are often limited and errors in solutions and outputs are
difficult to control. CFD solutions may be computed with an unnecessarily large
number of mesh vertices (and associated high cost) to ensure that the outputs are
computed within a required accuracy.

One of the powerful methods for increasing the accuracy and reducing the
computational cost is mesh adaptation, the purpose of which is to control the accu-
racy of the numerical solution by changing the discretization of the computational
domain according to mesh size and mesh directions constraints. This technique
allows (i) to automatically capture the anisotropy of the physical phenomena, (ii)
to substantially reduce the number of degrees of freedom, thus impacting favorably
the CPU time, and (iii) to access to high order asymptotic convergence.

The objective of this chapter is to propose a time-accurate anisotropic mesh
adaptation method for functional outputs.

Pioneering works (|Peraire 1987]) have shown a fertile development of Hessian-
based or metric-based methods [Belhamadia 2004, Bottasso 2004, Dompierre 1997,
Frey 2005, Gruau 2005, Hecht 1997, Li 2005, Pain 2001, Tam 2000| which rely on
an ideal representation of the interpolation error and of the mesh. The “multi-
scale” version relies on the optimization of the LP norm of the interpolation er-
ror [Loseille 2009]. It allows to take into account the discontinuities with higher-
order convergence [Loseille 2007]. However, these methods are limited to the mini-
mization of some interpolation errors for some solution fields, the “sensors”, and do
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not take into account the PDE being solved. If for many applications, this simpli-
fying standpoint is an advantage, there are also many applications where Hessian-
based mesh adaptation is far from optimal regarding the way the degrees of freedom
are distributed in the computational domain. Indeed, Hessian-based methods aim
at controlling the interpolation error but this purpose is not often so close to the
objective that consists in obtaining the best solution of the PDE. Further, in many
engineering applications, a specific scalar output needs to be accurately evaluated,
e.g. lift, drag, heat flux, and Hessian-based adaptation does not address this issue.

On the other side, goal-oriented mesh adaptation focuses on deriving the best
mesh to observe a given output functional. Goal-oriented methods result from
a series of papers dealing with a posteriori estimates (see e.g. [Becker 1996b,
Giles 2002b, Verfiirth 1996, Wintzer 2008]). But, extracting informations concern-
ing mesh anisotropy from an a posteriori estimate is a difficult task. Starting from
a priori estimates, Loseille et al. proposed in [Loseille 2010a] a fully anisotropic
goal-oriented mesh adaptation technique for steady problems. This latter method
combines goal-oriented rationale and the application of Hessian-based analysis to
truncation error.

Mesh adaptation for unsteady flows is also an active field of research and
brings an attracting increase in simulation efficiency. Complexity of the algo-
rithms is larger than for steady case: for most flows, the mesh should change
during the time interval. Meshes can be moved as in [Baines 1994]|, pattern-split
[Berger 1989, Lohner 1989], locally refined [Alauzet 2011|, or globally rebuild as in
[Alauzet 2007, Guégan 2010]. Hessian-based methods are essentially applied with
a non-moving mesh system.

In this thesis, we do not account for time discretization error but concentrate
on spatial error in unsteady simulations. A mesh adaptation fixed-point method
was proposed in [Alauzet 2007]. The Hessian criteria at the different time steps of
a sub-interval are synthesized into a single criterion for these steps with the metric
intersection [Alauzet 2007, Guégan 2010]. A mesh-PDE solver iteration is applied
on time sub-intervals. Extension to L error estimator [Loseille 2007] requires: (i)
space-time L — LP error analysis, (ii) a global fixed-point algorithm to converge
the mesh adaptation. This extension has been proposed in [Alauzet 2011].

In the present work, we aim at combining the fully anisotropic goal-oriented mesh
adaptation method of [Loseille 2010a] and the fixed-point advances of [Alauzet 2011]
for time-accurate mesh adaptation.

To this end, several methodological issues need to be addressed. First, similarly
to [Alauzet 2011], we propose a global fixed-point algorithm for solving the coupled
system made, this time of three fields, the unsteady state, the unsteady adjoint
state and the adapted meshes. Second, this algorithm needs to be a priori analyzed
and its convergence rate to continuous solution needs to be optimized. Third, at
the computer algorithmic level, it is also necessary to master the computational
(memory and time) cost of the new system, which couples a time-forward state, a
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time-backward adjoint and a mesh update influenced by global statistics.

We start this chapter with a formal description of the error analysis in its most
general expression, then the application to unsteady compressible Euler flows is pre-
sented. In Section 8.5, we introduce the optimal adjoint-based metric definition and
all its relative issues, then Section 8.6 is dedicated to strategies for mesh conver-
gence and algorithm optimization. In Section 8.7, we present our mesh adaptation
algorithm. This chapter ends with numerical experiments for blast wave problems
and acoustic waves.

8.3 Formal Error Analysis
Let us introduce a system of PDE’s in its variational formulation:

Find w € V such that Vp € V, (¥(w), ¢) =0 (8.1)

with V a functional space of solutions.
The associated discrete variational formulation writes then:

Find wy, € V), such that Yop € Vy,  (Vpy(wy), pr) =0 (8.2)

where V}, is a subspace of V. For a solution w of state system (8.1), we define a
functional output as:

JER; j=(g9,w), (8.3)

where (g, w) holds for the following rather general functional output formulation:

(g,w) = /OT [ o wyanar + [ (gr.w(m) an + /OT [ (arw) ar e, (5.9

where g, g7, and gr are assumed to be regular enough functions.
We introduce the continuous adjoint w*, solution of the following system:

wreV,YWey, <gi(w)1/),w*) = (g9,v) . (8.5)

The objective here is to estimate the following approximation error committed
on the functional:

6j = j(w) = j(wn) ,

where w and wy, are respectively solutions of (8.1) and (8.2).

Using the fact that V,, C V, the following error estimates for the unknown can
be written:

(Un(w), o) = (Yr(wn), on) = (Yn(w), on) — (¥(w), on) = (Yn—¥)(w), pn). (8.6)
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It is then useful to choose the test function ¢y, as the discrete adjoint state, p, = wy,
which is the solution of:

Vi, € Vi, (gz: (wp)n ’wh> = (9,%n)- (8.7)

We assume that wj is close to the continuous adjoint state w*.

We refer to [Loseille 2010a] in which the following a priori formal estimate is
finally proposed:

5 = (T — T)(w), w) . (8.8)

The next section is devoted to the application of Estimator (8.8) to the unsteady
Euler model.

8.4 Unsteady Euler Models

8.4.1 Continuous state system and Finite Volume formulation

Continuous state system The 3D unsteady compressible Euler equations
are set in the computational space-time domain Q@ = Q x [0,7], where T is the
(positive) maximal time and € C R3 is the spatial domain. An essential ingredient
of our discretization and of our analysis is the elementwise linear interpolation
operator. In order to use it easily, we define our working functional space as
vV =[HY(Q)NnC (Q)]5, that is the set of measurable functions that are continuous
with square integrable gradient.

We recall the Euler model in a compact variational formulation in the functional
space V = HY[0,T]; V}:

Find W € V such that Vo € V, (¥V(W

with (U(W), o) = / £(0)(Wo — W(0)) A + / /ngtdet

//<pr det—//go]: )ndl dt.

(8.9)

Functions ¢ and W have 5 components, and therefore the product ¢©W holds for
Y i1 5 Wi We have denoted by I' the boundary of the computational domain
2, n is the outward normal to I, W(0)(x) = W(x,t)|i=o for any x in Q, Wy the
initial condition and the boundary flux F contains the different boundary conditions,
which involve inflow, outflow and slip boundary conditions.
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Discrete state system As a spatially semi-discrete model, we consider the
Mixed-Element-Volume formulation of Chapter 2. As in [Loseille 2010a|, we re-
formulate it under the form of a finite element variational formulation, this time in
the unsteady context. We assume that € is covered by a finite-element partition in
simplicial elements denoted K. The mesh, denoted by H is the set of the elements.
Let us introduce the following approximation space:

Vi = {goh €V | pnyx is affine VK € H} and V, = HY[0,T); Vi) C V.
Let II;, be the usual P! projector:
Iy, : V— V, such that IIpp(x;) = ¢(xi), V x; vertex of H.
We extend it to time-dependent functions:
0, : HY[0,T);V} = V) such that (Il,p) (t) =11, (¢(t)), V t € [0,T).
The weak discrete formulation writes:

Find W}, € Vy, such that Vep, € Vp, (\I/h(Wh)7 @h) =0,

T
with: (U (Wh), on) = /Q@h(o)(HhWh(O)—WOh)dQ + / /QSOh I, W, A2 dt
0
T T A
+ / /QOhV'fh(Wh)det — / /(phfh(Wh).ndth
0o Jo 0 Jr

T
+ / / ©h Dh(Wh) dQ dt, (8.10)
0 Q

with F, = I, F and Fj, = II,F. The D, term accounts for the numerical diffu-
sion. In short, it involves the difference between the Galerkin central-differences
approximation and a second-order Godunov approximation [Cournéde 2006]. In the
present study, we only need to know that for smooth fields, the D;, term is a third
order term with respect to the mesh size. For shocked fields, monotonicity limiters
become first-order terms.

Practical experiments are done with the in-house CFD software Wolf. The nu-
merical scheme is vertex-centered and uses a particular edge-based formulation. This
formulation consists in associating with each vertex of the mesh a control volume
(or Finite-Volume cell) built by the rule of medians. This flow solver uses a HLLC
approximate Riemann solver to compute numerical fluxes. A high-order scheme is
derived according to a MUSCL type method using downstream and upstream tetra-
hedra. Appropriate S-schemes are adopted for the variable extrapolation which gives
us a very high-order space-accurate scheme for the linear advection on cartesian tri-
angular meshes. This approach provides low diffusion second-order space-accurate
scheme in the non-linear case. The MUSCL type method is combined with a gener-
alization of the Superbee limiter with three entries to guarantee the TVD property
of the scheme. An explicit time stepping algorithm is used by means of multi-stages,
high-order strong-stability-preserving (SSP) Runge-Kutta scheme. More details can
be found in [Alauzet 2010a).
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8.4.2 Continuous Adjoint system and discretization

Continuous adjoint system We refer here to the continuous adjoint System
(8.5) introduced previously:

ov

W eV, Ve : (W(W)w,w*> —(g,%) = 0. (8.11)

We recall that (g,1)) is defined by (8.4).

Replacing (W) by its Formulation (8.9) and integrating by parts, we get:

(gf;ww,w*) = /Q(w(O)W*(O)—zp(T)W*(T)) 4o

T *
oOF
Wi — | == | VW* | dQdt
LG Ge) o)
T * AW
oF oOF
— ) W*n — [ == | W*n| dl'dt.
e G ) e
(8.12)
Consequently, the continuous adjoint state W* must be such that:
- Wi - <§{;) VIW* = gq in Q (8.13)

with the associated adjoint boundary conditions:

OF\* . aF\ .

and the final adjoint state condition:
W*(T) = gr.

The adjoint Euler equations is a system of advection equations, where the temporal
integration goes backwards, i.e., in the opposite direction of usual time. Thus,
when solving the unsteady adjoint system, one starts at the end of the flow run and
progresses back until reaching the start time.

Discrete adjoint system Although any consistent approximation of the contin-
uous adjoint system could be built by discretizing System (8.13), we choose the
option to build the discrete adjoint system from the discrete state system defined
by Relation (8.10) in order to be closer to the true error from which the continuous
model is derived.

Consider the following semi-discrete unsteady compressible Euler model (explicit
RK1 time integration):

wp—wpt

wpwL W) = S

+&,(Wp =0 forn=1,.,N. (8.14)
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The time-dependent functional is discretized as follows:

Z&t” .

For the sake of simplicity, we restrict to the case gr = 0 for the functional output

defined by Relation (8.4).

The problem of minimizing the error committed on the target functional j(W},) =
(g, Wh), subject to the Euler system (8.14), can be transformed into an uncon-
strained problem for the following Lagrangian functional |Giles 2000]:

L(Wy, W) Zét”" Wyt — Zét” WMy we, wehy,

where W;’" are the N vectors of the Lagrange multipliers (which are the time-
dependent adjoint states).
The conditions for an extremum are:

oL oL

= =0 and
ow; " oy

=0, forn=1,...,N.

The first condition is clearly verified from Relation (8.14).
Thus the Lagrangian multipliers W;: ™ must be chosen such that the second condition
of extrema is verified. This provides the unsteady discrete adjoint system:

wioN = 0

n—1

n (8.15)
— (W~ 1) at" (W) —
h 8[17]1 1

W,jv”*l = Wy +8t" w1,

or equivalently, the semi-discrete unsteady adjoint model reads:

W*,n—l_W*,n
UL (W Wt W) = =4 s AW W) =0 forn=1,.. N
Wlth ) o - ajnf]. o T a(bh .
B} (W Wi ) = S (W) — (W) 2 (Wi ).
h h

As the adjoint system runs in reverse time, the first expression in the adjoint
System (8.15) is referred to as adjoint "initialization".

Solve state foreward: U(W) =0

- !

Solve adjoint state backward: U*(W,W*) =0
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n—1

Computing W; at time t"~! requires the knowledge of state W,’L‘_1 and
adjoint state W;’n. Therefore, the knowledge of all states {W;{‘*l}nzl’  1s needed
to compute backward the adjoint state from time 7" to 0 which involves large memory
storage effort. For instance, if we consider a 3D simulation with a mesh composed
of one million vertices then we need to store at each iteration five millions solution
data (we have 5 conservative variables). If we perform 1000 iterations, then the
memory effort to store all states is 37.25 Gb for double-type data storage (or 18.62
for float-type data storage). Two strategies are employed to reduce importantly this
drawback: checkpoints and interpolation.

The memory effort can be reduced by out-of-core storage of checkpoints as shown
in the picture below. First the state-simulation is performed to store checkpoints.
Second, when computing backward the adjoint, we first recompute all states from
the checkpoint and store them in memory and then we compute the unsteady adjoint
until the checkpoint physical time. This method implies a recomputing effort of the
state W.

The other strategy consists in storing solution states in memory only each m
solver iterations. When the unsteady adjoint is solved, solution states between two
savings are linearly interpolated. This method leads to a loss of accuracy for the
unsteady adjoint computation.

Solve state once to get checkpoints — ¥(W) =0

SEonomeon o

Solve state and backward adjoint state from checkpoints

8.4.3 Impact of the adjoint: numerical example

Before going more deeply in the error model, we would like to emphasize how
strongly the use of an adjoint may impact the density distribution of adapted meshes.

The simulation of a blast in a 2D geometry representing a city is performed,
see Figure 8.1. A blast-like initialization Wyese = (10,0,0,250) in ambient air
Wair = (1,0,0,2.5) is considered in a small region of the computational domain.
We perform a forward /backward computation on a uniform mesh of 22 574 vertices
and 44415 triangles.

Output functional of interest j is the quadratic deviation from ambient pressure on
target surface S which is a part of the higher building roof (Figure 8.1):

T
i) = [ [ 5000 = puras e
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Figure 8.1: Initial blast solution and location of target surface S.

Figure 8.2 plots the density isolines of the flow at different times showing several
shock waves traveling throughout the computational domain. Figure 8.3 depicts
the associated density adjoint state progressing backward in time. The same a-
dimensional physical time is considered for both figures.

The simulation points out the ability of the adjoint to automatically provide the

sensitivity of the flow field on the functional. Indeed, at early time of the simulation
(top left picture), a lot of information is captured by the adjoint, i.e., non-zero
adjoint values. We notice that shock waves which will directly impact the targeted
surface are clearly detected by the adjoint, but also shocks waves reflected by the
left building which will be redirected towards surface S.
At the middle of the simulation, the adjoint neglects waves that are traveling in the
direction opposite to S and also waves that will not impact surface S before final
time 7' since they won’t have an influence on the cost functional. While getting
closer to final time T (bottom right picture), the adjoint only focuses on the last
waves that will impact surface S and ignores the rest of the flow.

8.5 Optimal unsteady adjoint-based metric

8.5.1 Error analysis (applied to unsteady Euler model)

We replace in Estimation (8.8) operators ¥ and Wj by their expressions given
by Relations (8.9) and (8.10). In [Loseille 2010al, it was observed that even for
shocked flows, it is interesting to neglect the numerical viscosity term. We follow
again this option. We also discard the error committed when imposing the initial
condition.
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Figure 8.2: 2D city blast solution state evolution. From left to right and top to
bottom, snapshot of the density isolines at a-dimensional time 1.2, 2.25, 3.3 and
4.35.

Figure 8.3: 2D city blast adjoint state evolution. From left to right and top to
bottom, snapshot of the adjoint-density isolines at a-dimensional time 1.2, 2.25, 3.3
and 4.35.

We finally get the following simplified error model:

T T
5j = /0 /QW (W —IL,W),dQdt + /0 /QW V.(F(W) =L, F(W)) dQ dt

— /T/ W* (F(W) — I, F(W))).n dl dt. (8.16)
0 r
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Integrating by parts leads to:

8 / / W (W —IL,W),dQdt — /0 ' /Q VW* (F(W) — T, F(W)) dQdt

/ /W* F — I, F(W))).ndl dt. (8.17)
with F = F — F.

We observe that this estimate of §j is expressed in terms of interpolation errors
of the Euler fluxes and of the time derivative weighted by continuous functions W*

and VIW*.

Error bound with a safety principle The integrands in Error Estimation (9.4)
contain positive and negative parts which can compensate for some particular
meshes. In our strategy, we prefer to not rely on these parasitic effects and to
slightly over-estimate the error. To this end, all integrands are bounded by their
absolute values:

T
(0. Wh—W) < / /Q|W*]|(W—HhW)t]det
0

T
+ /0 /Q|va|f(W)—th(W)|det

+

/OT/F|W*|](}'(W)—Hh}"(W)).n|dth. (8.18)

8.5.2 Continuous mesh model

We propose to work in the continuous mesh framework, introduced in
[Loseille 2011a, Loseille 2011b] and described shortly in Chapter 7.

The main idea of this framework is to model continuously discrete meshes by
Riemannian metric spaces. It allows us to define proper differentiable optimiza-
tion [Absil 2008, Arsigny 2006], i.e., to use a calculus of variations on continuous
meshes which cannot apply on the class of discrete meshes. This framework lies in
the class of metric-based methods.

We recall that a continuous mesh M of computational domain €2 is identified to a

Riemannian metric field [Berger 2003] M = (M(x))xeq. For all x of Q, M(x)

is a symmetric 3 x 3 matrix having (\;j(x));=1,3 as eigenvalues along the prin-

cipal directions R(x) = (v;(x))i=1,3. Sizes along these directions are denoted
1

(hi(x))iz1,3 = (\; 2(x))i=1,3 and the three anisotropy quotients r; are defined by:
h3 (hihahs) ™"
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The diagonalisation of M(x) writes:
M(x) = di (x) R(x) ry (%) R(x),  (8.19)

The node density d is equal to: d = (hihghs) ™' = ()\1)\2)\3)% = /det(M).
By integrating the node density, we define the complezity C of a continuous mesh
which is the continuous counterpart of the total number of vertices:

(M) = /Q d(x) dx = /Q /At (M) dx.

Given a continuous mesh M, we shall say, following [Loseille 2011a,
Loseille 2011b], that a discrete mesh H of the same domain 2 is a unit mesh with
respect to M, if each tetrahedron K € H, defined by its list of edges (e;)i=1. 6,
verifies:

Vi€ [1,6], fla(e;) € [\2

in which the length of an edge /r((e;) and the quality of an element Q(K) are

ﬂ] and Qum(K) € [a,1] with a >0,

defined as follows:

36 K, ' _
QuR) = (s € (0.1, with K _/K\/det(/\/l(x))dx,

1
and lrq(e;) = / \/tab M(a +tab) ab dt, with e; = ab.
0

We choose a tolerance a equal to 0.8.

We want to emphasize that the set of all the discrete meshes that are unit meshes
with respect to a unique M contains an infinite number of meshes. Given a smooth
function u, to each unit mesh H with respect to M corresponds a local interpolation
error |u — ITu|. In [Loseille 2011a, Loseille 2011b|, it is shown that all these inter-
polation errors are well represented by the so-called continuous interpolation error
related to M, which is expressed locally in terms of the Hessian H, of u as follows:

(u—Tpmu)(x,t) = —trace(/\/l_%(x) |Hy(x,1)] M_%(X))

3
= —d(x)73 Z ri(x)3tvi(x) [Ha(x,1)| vi(x),  (8.20)

where |H,| is deduced from H,, by taking the absolute values of its eigenvalues and
where time-dependency notations have been added for use in next sections.
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8.5.3 Continuous error model

Working in this framework enables us to write Estimate (8.18) in a continuous form:

T
(9. Wi — W) ~ E(M) = /0 /Q|W*||(W7rMW)tdet
T
+ /O /Q|VW*] F(W) — m FOV)| At

T
+ / /!W*\ (F(W) — mpmF(W)).n| dl dt.
o Jr
(8.21)
We observe that the third term introduce a dependency of the error with respect
to the boundary surface mesh. In the present paper, we discard this term and refer

to |Loseille 2010a] for a discussion of the influence of it. Then, introducing the
continuous interpolation error, we can write the simplified error model as follows:

EM) = /OT/Qtrace (M_%(X,t) H(X,t)M_%(X,t)) dQde

with H(x,t) = > ([At]j(x,t) + [Az]j(x,1) + [Ay];(x, 1) + [Az];(x, 1), (8.22)

j=1
in which :

[Aﬂj (th) = ‘W;(X,t)‘- ‘H(Wj,t)(xat)‘a
oW

[Az]; (x,1) = 835] (x,t)| - [H(FL(W)))(x,1)],
6W;‘

[Ay]; (x,t) = By (x,t)| - [H(Fa(W)))(x,1)],
3W]7‘

[Az]; (x,8) = |5 =(x,1) | H(F3(W)) (%, )]

Here, W denotes the § component of the adjoint vector W*, H(F;(W;)) the

Hessian of the j* component of the vector F;(W), and H(W;;) the Hessian of the

7™ component of the time derivative of .

The mesh optimization problem writes:
Find My, = Argmingy; E(M), (8.23)
under the constraint of bounded mesh fineness:

Cst(M) = Ng, (8.24)
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where N is a specified total number of nodes.

Since we consider an unsteady problem, the space-time (st) complexity used to com-
pute the solution takes into account the time discretization. The above constraint
then imposes the total number of nodes in the time integral, that is:

T
Cst(M) 2/ ()~ </ dM(X,t)dx> dt (8.25)
0 Q
where 7(t) is the time step used at time ¢ of interval [0, T].

8.5.4 Spatial minimization for a fixed ¢

Let us assume that at time ¢, we seek for the optimal continuous mesh My, (t) which
minimizes the instantaneous error, i.e., the spatial error for a fixed time ¢:

E(M(t)) = / trace (M_%(X,t) H(x,t)./\/l_%(x,t)) dx
Q
under the constraint that the number of vertices is prescribed to
CM(1)) = /Q dpage (. 1) dx = N(). (8.26)

Similarly to |Loseille 2010al, solving the optimality conditions provides the optimal
goal-oriented (“go”) instantaneous continuous mesh Mgo(t) = (Mgyo(X,t))xeq at
time t defined by:

Mgo(x,1) = N(£)5 Mgo1(x,1), (8.27)

where Mg, 1 is the optimum for C(M(t)) = 1:

Moot (x,1) = ( /Q (det H(x,t))édx>_3 (detH(x,£))"% H(x,1).  (8.28)

The corresponding optimal instantaneous error at time ¢ writes:

B(M,(t)) = 3N ()3 (/Q(det H(x,t))édx) o3N@M)TRK().  (829)

wlut

For the sequel, we denote: K(t) = (fﬂ(det H(x, t))%dx)

8.5.5 Temporal minimization

To complete the resolution of optimization Problem (8.23-8.24), we perform a tem-
poral minimization in order to get the optimal space-time continuous mesh. In other
words, we need to find the optimal time law ¢ — N(t) for the instantaneous mesh
size.

First, we consider the simpler case where the time step 7 is specified by the user
as a function of time ¢ — 7(¢). Second, we deal with the case of an explicit time
advancing solver subject to Courant time step condition.
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Temporal minimization for specified = Let us consider the case where the time
step 7 is specified by a function of time ¢t — 7(t). After the spatial optimization,
the space-time error writes:

E(M,,) = /O " BOML(1) dt = 3 /0 N0 at (8.30)

and we aim at minimizing it under the following space-time complexity constraint:

/ N(t)r(t) "L dt = (8.31)

In other words, we concentrate on seeking for the optimal distribution of N(t) when
the space-time total number of nodes Ny is prescribed.
Let us apply the one-to-one change of variables:

N@t) =N@®r#)™ and K(t) =7(t)"3 K(t).
Then, our temporal optimization problem becomes:

T
mln E(M / N(t glC )dt under constraint / N(t)dt = Ng
0

The solution of this problem is given by:

5
3

alw

Nopt (1) K(t) = const = Now(t) = C(Nw) ((t) K(1))

Here, constant C'(Ng) can be obtained by introducing the above expression in space-
time complexity Constraint (8.31), leading to:

-1

cova = ([ Uyt K@har) N,

which completes the description of the optimal space-time metric for a prescribed
time step.

Using Relation (8.27), the analytic expression of the optimal space-time goal-
oriented metric Mg, writes:

[

2 T 3
Mgo(x,t) = N2 (/ ()3 (/ (det H(x,t))édx) dt) 7(t)5 (det H(x, t)) "5 H(x, t) .
0 Q
(8.32)
We get the following optimal error:

E(M,,) = 3N, (/OTT(t)E (/Q(detH(x,t))édx) dt>g . (8.33)
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Temporal minimization for explicit time advancing In the case of an explicit
time advancing subject to a Courant condition, we get a more complex context, since
time step strongly depends on the smallest mesh size. We restrict to the case of
smooth data and solution.

We still seek for the optimal continuous mesh that minimizes space-time Er-
ror (8.30) under complexity Constraint (8.31).

Let Azpn1(t) = mingk min; h;j(x) be the smallest mesh size of Mg, 1(t). Since
the metric Definition (8.19) is homogeneous with the inverse square of mesh size,
we deduce the smallest mesh size of My,(t) from Relation (8.27):

AZmin(t) = N(t) 73 AZpina (£),

where Az 1(t) is independent of the mesh complexity.
A way to write the Courant condition for time-advancing is to define the time step

7(t) by: )
7(t) = c(t) ! Apin(t) = N(t) 73 c(t) ! Azpmina(t),

where ¢(t) is the maximal wave speed over the domain at time t.
Again, we search for the optimal distribution of N(¢) when the space-time complex-
ity Ng is prescribed (Relation (8.31)), with

4. _
Ny = / N(t)3 c(t) (Azmin (1) dt.
We choose to apply the one-to-one change of variables:

c(t) (Azpmina(t)™"  and K(t) = K(t) et )% (Azpmina ()~

S
N|=

N(t) = N(t)

Therefore, the corresponding space-time approximation error over the simulation
time interval and space-time complexity reduces to:

T . JA
Mgo):3/0 N@t)“3K dt_3/ N(t)"zK(t /N t)dt = Ny, .

This optimization problem has for solution:

Nopt(8) 2K () = const = Nop(t) = C(Ny) K(£)3

and by considering the space-time complexity constraint relation we deduce:

C(Nst) = Ngt (/ K(t 3dt>

Using the definitions of N and K in the above relations, we get:

-1

-1

N(#)3 c(t) (A2min1 (1)} = Ny ( /OT (;C(t)c()é(mmml(t))é)?’dt)

win

(K@ e? (Azmina)7?)
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_3
1

[
=

3 1 T 1 1 2
> N(t) = Ny c(t)”2 (Azmin,1(¢))2K(t) </0 c(t)3 (ATpmina(t)73K(t)3 dt)

Consequently, after some simplifications, we obtain the following expression of the
optimal space-time goal-oriented continuous mesh My, and error:

1 T 1 2 1 1 1
Mgo(x,t) = N2 (/0 B(t)le(t)sdt) 0(t)~3 K(t) 15 (det H(x, ) 5H(x, t)
(8.34)

[NIES

E(M,,) — 3N,° (/OTe(t)én(t)idt> : (8.35)

5
3

where 0(t) = c(t) (Azmin1(t)) ™! and K(t) = </Q(det H(x, t))édx>

8.5.6 Temporal minimization for time sub-intervals

The previous analysis provides the optimal size of the adapted meshes for each
time level. Hence, this analysis requires the mesh to be adapted at each flow
solver time step. But, in practice this approach involves a very large number of
remeshing which is CPU consuming and spoils solution accuracy due to many
solution transfers from one mesh to a new one. In consequence, a new adaptive
strategy has been proposed in [Alauzet 2007, Alauzet 2011] where the number of
remeshing is controlled (thus drastically reduced) by generating adapted meshes
for several solver time steps.

The idea is to split the simulation time interval into ngqqp sub-intervals [t;—q,1;]
for i = 1,..,n44qp- Each spatial mesh M is then kept constant during each sub-
interval [t;_1,;].

We could consider this partition as a time discretization of the mesh adaptation
problem. In other words, the number of nodes N? of the i*" adapted mesh M* on
sub-interval [t;_1,t;] should for example be taken equal to:

i JE Nope(t)r(t)~1dt
Ji () tde

Here, we propose a different option in which we get an optimal discrete answer.

Spatial minimization on a sub-interval Given the continuous mesh complexity
Nt for the single adapted mesh used during time sub-interval [t;_1,;], we seek for
the optimal continuous mesh Méo solution of the following problem:

Hl\l/bnEZ(Ml) = /Qtrace ((./\/ll)fé(x) H'(x) (./\/ll)*%(x)> dx such that C(M') = N*,
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where matrix H’ on the sub-interval can be defined by either using an L' or an L>®
norm:
t;

L(x) = H(x,t)dt or to(x) = At; max H(x,t),

tio1 te[ti—1,t:]

with At; =t; —t;_1.

Processing as previously, we get the spatial optimality condition:

win

Miy(x) = (N')3 Miy(x) with M) (x) = </Q(detHi(>-<))édx)_ (det HF(x))~ H (x).

The corresponding optimal error Ei(Mgo) writes:

Ei(M!,) = 3(N')~5 </Q(detHi(x))édx> T o3 (N ik

To complete our analysis, we shall perform a temporal minimization. Again, we
first consider the case where the time step 7 is specified by a function of time and,
secondly, we deal then with the case of an explicit time advancing solver subject to
Courant time step condition.

Temporal minimization for specified v After the spatial minimization, the
temporal optimization problem reads:

Nadap Nadap

mlnE Z E/(M Z =3 Z (Ni)7% K
=1

such that

Nadap

ZNZ (/ ()~ 1dt> Ny .

We set the one-to-one mapping:

- . t; . ) t;
N'= N’ ( / T(t)_ldt) and K'=K! ( / T(t)_ldt) :
ti—1 ti—1

then the optimization problem reduces to:

(VN

Nadap ) Nadap
p D (V) FR s har 3N =N
1=
The solution is:
Ni,=C(Ny) (K5 with C(N, ( g)
Z=1

2 3
Nadap t 5 t; 5
= N =Ny | Y (k)3 (/t T(t)_ldt> Ki)3 (/t 1dt> .
; 1—1 i—1

=1
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and we deduce the following optimal continuous mesh Mg, = {M},}i=1,...nyq,, and
error:

My,(x) = Ni (nazda:p(/@)g(/ti r(t)ldt)§>§(/ti T(t)ldt>_§(detHi(x))éHi(x)
i=1 ti—1 ti—1

(8.36)

B = 3353 0 ([ o)) (837

with (K7)5 = / (det Hi(x))5 dx.
Q

Temporal minimization for explicit time advancing Similarly to the previ-
ous section, the Courant-based time-step writes:

7(t) = c(t) L Azl = (N3 ¢(t) ! Azl for t € [ti_1,ti,

min min,l

where A:Uim»n’l is the smallest altitude of M;O,l and c(t) is the maximal wave speed
over the domain.
The optimization problem writes:

Nadap ) Nadap ) )
min B(M) = Y EML,)=3> (N) 3K
i=1 i=1
under the constraint:
Nadap t;
> (N)3 (/t c(t) (Awinm,l)_ldt> = N .
i=1 i1

We set again:

~—
L
(o
~
N——
[N

.. 4 ti , o ; b j
R = (N) ( | v <Aw:nm,1>—1dt> and K = K ( |0 Bt
L1 ti—1

Then, the optimization problem becomes:
Nadap Nadap ) Nadap N
min B(M) = S EML)=3> (N) 5K =3> (N) 2K
i=1 i=1 i=1
under the constraint:
Nadap 4 t; Nadap
S (i) ( | e <Ax:m-n,1>1dt) =3 K= Ny
i=1 ti-1 i=1

This optimization problem has for solution:

nadap -1
N, =C(Ny) (K5 with C(Ny) = Ny (Z (l@ﬁ) 7
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from which we deduce:

_3
‘ 3 Nadap . t; ' % 4 . t; ) -
= Na [ 0 ( | e <Axfm,1>-1dt> (i) ( | e <Ax:m,1>—1dt>
i=1 i—1 i—1
. ; ti ; _
For the sake of clarity, we set: 6" = [,* ¢(t) (Az],;, 1) Lat.
The optimal continuous mesh Mg, = {Mgo}i:17,,,na 4ap a0d error read:

[NIES

Mio(x) = Ni(Z(/cfﬁ(ei)é) (675 (K735 (det H (x)) "5 H' ()
i=1
(8.38)

E(M,,) = SNﬁé(ffp(Ki)?(ei)%)?. (8.39)

i=1

Remark 1: The choice of the time sub-intervals {[t;—1, %] }i=1n,4,, fOr a given nadqp
is a mesh adaptation problem: what is the subdivision of interval [0, T'] in n44qp sub-
intervals which will minimize the error on optimal mesh/metric M? Since we take
a constant metric in the sub-interval, the error main term in approximating M is
the following integral of the absolute value of the time-derivative of M:

nazd(ip /ti aM(t)‘dt
= Jual O .

which can be minimized for instance by isodistribution of the error by sub-interval.

Remark 2: The parameter 1444y, number of time sub-intervals is important for
the efficiency of the adaptation algorithm. When a too large value is prescribed for
Nadap, the error in mesh-to-mesh interpolation may increase. A compromise needs
to be found by the user.

8.6 Theoretical Mesh Convergence Analysis

Our motivation in developing mesh adaptation algorithms is to get approximation
algorithms with better convergence to continuous target data. By better, we mean
that we want to reach the asymptotic high order convergence with a lower number
of nodes and also for solutions involving discontinuities.

Both improvements have been previously obtained in the context of steady in-
viscid flows [Alauzet 2010a|. The present work focuses on mesh adaptation only
controlling the spatial approximation error in the context of unsteady flows. From
this standpoint, we just forget about time approximation error by specifying a time

N



Chapter 8. Goal-oriented anisotropic mesh adaptation method for
162 unsteady Euler flows

step or by considering an explicit time advancing context close to the one of refer-
ences [Alauzet 2007, Alauzet 2011, Guégan 2010]. We assume that accuracy of the
time advancing scheme is second-order at least. Then it can be derived from basic ar-
guments that the time approximation error is essentially smaller than or equal to the
spatial approximation error, controlled by the metric-based method, which justifies
to adapt the mesh only to spatial error [Alauzet 2007, Alauzet 2011, Guégan 2010].

In order to measure the theoretical convergence order of the mesh adaptation
algorithm, we need to compare the global mesh effort -the complexity Ng- with the
corresponding error level. We recall that an adaptative or an uniform discretisation
approach both using N degrees of freedom has a convergence of order « if the
approximation error |u — uy| satisfies:

lu — uy| < const. N~ 4

where d is the computational domain Euclidian dimension.

In the following, the convergence order of numerical solutions computed with the
presented adaptive platform is established for all the different strategies described
above. First, the case of smooth flows is given, then the case of singular flows is
exemplified by the case of a traveling discontinuity.

8.6.1 Smooth flow fields

For some Hessian-based methods, i.e., the L> — LP? approach of [Guégan 2010,
an analysis is proposed for predicting the order of convergence to the continuous
solution. In the goal-oriented method discussed in this chapter, the adaptive state
solution W}, generally does not converge to the continuous one W. However, in the
case of regular solutions, the expression of the optimal error model indicates that
the functional output indeed converges, and with a predictable order.

Smooth context with specified time step Here, we are adapting the mesh
with the purpose of reducing the spatial error. The space dimension is 3. Now, in
this case, we have established the following estimate:

wn

E(M,,) = O(N,?) as Ny — .

for the case of an adaptation at each time step (8.33) and also for the case of an
adaptation with a fixed mesh at each sub-interval (8.37), therefore:

Lemma 8.6.1
The modeled spatial error on functional for a specified time-step converges at second-
order rate.

Smooth context with Courant-based time step According to the argument
recalled above, we are adapting the mesh M(¢) in order to, by the magic of Courant
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condition, reduce both space and time error. The space-time dimension is 4. Now,
in this case, we have established the following estimate:

_1
E(My,) = O(N,?) as Ng — oo.
for the case of an adaptation at each time step, (8.35), and also for the case of an
adaptation with a fixed mesh at each sub-interval, (8.39), therefore:.

Lemma 8.6.2
The space-time modeled error on functional for Courant-based time step converges
at second-order rate.

8.6.2 Singular flow fields

An important advantage of mesh adaptation is its potential ability in addressing
with a better mesh convergence the case of solution fields involving (isolated)
singularities such as discontinuities, etc.

In this case, it can happen that the specified mesh density become locally
infinitely large and the mesh size can be zero. In the unsteady case, the time step
becomes also zero or too small. Not only the time advancing is stopped or too slow,
but also the evaluation of the global effort (defined by the mesh size divided by the
time step) becomes difficult to use. This can be avoided by forcing the mesh size
to be larger than a given length. We do not consider this issue in this section.

We propose a short analysis dealing with the case of a prescribed time step and
suggesting a few rules for attempting to have second-order spatial convergence.

According to remarks of [Loseille 2007|, second-order space convergence can be
obtained also for singular case with discontinuities, assuming that the error on
singularity is concentrated on a subset of zero measure of the computational domain
to be discretized by the mesh. For simplicity, we consider only the error committed
when we simply interpolate a given function on a mesh.

Steady flow with a shock The L' convergence of a piecewise linear interpola-
tion is of second order far from the shock. It is only first-order on the shock. In
order to reduce the error by a factor four, mesh-size normal to the shock needs to
be reduced by a factor four.

In several papers, as in |Loseille 2007|, we have demonstrated that a good
anisotropic mesh adaptation algorithm allows us to still get second-order conver-
gence. This is made possible by imposing that the region near singularity, where
mesh size should be four times smaller, can itself have its measure reduced by a
factor four. Therefore, it is possible to apply the following convergence strategy (3D
case):
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- mesh size outside shock is divided by 2 in the three space directions and the num-
ber of nodes is multiplied by 8. Taking into account the second-order accuracy of
the considered interpolation, this produce a local error 4 times smaller,

- the thickness of the region around shock is divided by 4. In the new region around
the shock, mesh size is divided by 2 parallel to shock and by 4 normal to shock.
Although the density of nodes is multiplied by 16, the number of nodes is multiplied
by 4, thanks to the reduction of thickness. Consequently, the overall number of
nodes is essentially multiplied by 8 for an error divided by 4.

Lemma 8.6.3

For a steady flow field involving a shock, interpolation error can be divided by a
factor 4 with a total number of nodes multiplied by 8, which expresses the second-
order spatial convergence. This property does not only hold for anisotropic mesh
adaptive interpolation, but also for anisotropic mesh adaptive algorithms for PDEs,
see [Loseille 2007].

Unsteady flow with a moving shock The space-wise second-order capture
of the singularity is well addressed by the spatial mesh adaptation: for each time
level, we apply a metric-based anisotropic spatial mesh adaptation.

Mesh size normal to the discontinuity will be reduced by a factor 4 only in the
vicinity of the discontinuity. In other directions near discontinuity and in any
direction in other regions of the computational domain, the mesh size is divided by 2.

In 3D, with this strategy, passing from N spatial degrees of freedom to 8V leads
to a four times reduction of the spatial error. Unfortunately, the time step also
needs to be reduced by a factor 4, leading to a total number of degrees of freedom
multiplied by 32. Thus:

1
llu = usanllzr@xpor) < llu = unllzi@xpory - (8.40)

By comparing i with 327%/" this time with n = 4 (space-time dimension), we get
the following barrier convergence lemma:

Lemma 8.6.4

Barrier convergence order for time advancing discretizations. For a time-
advancing second-order flow solver coupled with an unsteady goal-oriented mesh
adaptation at each time level applied to a traveling discontinuity, the space-time
convergence rate is at most o = 8/5.

Remark 3: The limitation at rate 8/5 applies to the cases where both smooth
regions and discontinuities are present. In the case of a flow involving only discon-
tinuities and no smooth region, the spatial mesh size can be bounded at 4NVy,; and
the second order can be recovered. In the case without discontinuity, the second
order is automatically recovered because the time step is only reduced by a factor
2.



8.6. Theoretical Mesh Convergence Analysis 165

In fact, we are not only using a time advancing space-time mesh, but we are also
considering the fixed-point mesh adaptation algorithm. The situation is (slightly)
worse since we are working with meshes that are prismatic in time, that is, made
of the product of a single spatial mesh by several time levels. This single spatial
mesh needs to account for the motion of any singularity.

If the singularity, for example a shock wave, moves during the simulation, then
the region of the spatial mesh where the singularity progresses is the union of all
singularity neighboring regions for any time level of the time interval. We call this
region the trajectory of the discontinuity. In contrast to the steady case, this region
is a thick region.

At convergence, the measure of this thick region swept by the moving discontinu-
ity is essentially proportional to its normal velocity times the time sub-interval width
AT'. For a single time sub-interval of fixed width, this measure cannot tend to zero,
hence a large number of nodes is wasted. When we apply a process of convergence
to the continuous, we divide by 4 the mesh size normal to discontinuity and by 2
in the other directions. With an unchanged time sub-interval width, the number of
nodes in the trajectory of the discontinuity is 16 times larger and 8 times larger for
the rest of the mesh. It is thus mandatory to decrease time sub-interval width AT
by a factor 2 (i.e., to increase ngqqp accordingly in the case where AT = T /ngqqy) to
recover higher order convergence. In a rather artificial manner, we can analyze the
spatial convergence order by considering only the mean number of nodes, quotient
of total space-time number of nodes by the number of time steps: Nyean = Nst/nr.

Lemma 8.6.5

Spatial convergence for the transient fixed-point mesh adaptation. For
an unsteady flow field with a moving shock, a necessary condition for second order
convergence in space is that the time sub-interval width is divided by 2 when
smooth region mesh size is divided by 2 in each of the three space directions
and when singular region mesh size is divided by 2 in directions parallel to shock
and by 4 in direction normal to shock. To synthesize, in the case of a uniform
division into time sub-intervals of size AT = T /ngqqp, We expect to get a spatial
second-order spatial convergence in L'([0,T]; L*(Q)) by passing from (Nmean, Nadap)
to (8Nmean7 2nadap)- O

Indeed, in such a case, the density of nodes is locally multiplied by 16 in the
thick trajectory of the discontinuity but the thickness of this region is divided by
2 leading to a total number of nodes multiplied by 4, the main mesh effort comes
from the smooth region.

The more realistic evaluation of space-time convergence order needs to account
for the number or equivalently the size of the time step. According to Lemma 5.4,
we cannot hope better than a convergence at order 8/5. We divide the time step by
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4, since the traveling discontinuity is also a timewise discontinuity. This increases
by a factor 4 the space-time number of nodes which needs also to be increased by a
factor 8 at each time level. We also need to divide the time sub-interval length AT
by 2 for limiting the number of nodes in the vicinity of the discontinuity trajectory.

Lemma 8.6.6

Space-time convergence for the transient fixed-point mesh adaptation.
We consider a second-order flow solver coupled with an unsteady goal-oriented mesh
adaptation applied to a 3D traveling discontinuity. We assume a uniform division
of the simulation time frame into time sub-intervals of size AT = T /nqqqp. Then,
we expect a space-time convergence in L'([0,T]; L*(Q)) at order 8/5 by dividing
the time step by a factor 4: T — 7/4 and passing from (Ngt, Nadap) t0 (32Nt 2ngdap)-

Remark 4: Adapting for a time sub-interval instead of adapting at each time
steps does not degrade the asymptotic convergence order which is a very good news.
Nevertheless, such a series of adapted meshes is only space-time sub-optimal as the
constant in the error term is larger than the adaptation at each time step.

Remark 5: Between sub-intervals, transfers of the solution fields from the previous
mesh to the new one are necessary. The choice of the transfer operator has certainly
some impact on the global accuracy (see for example [Alauzet 2010b]) together
with how frequently it is applied. Reference [Alauzet 2010b| suggests to consider
conservative interpolation for compressible flows.

8.7 From theory to practice

The continuous mesh adaptation problem takes the form of the following continuous
optimality conditions:

WeV,VoeV, (V( M, W),p)=0 “Euler system”
v
W*eV,YypeV, (;)VV(M,W)w, W*) =(g,v) “adjoint system”
M(x,t) = Mgo(x,t) “adapted mesh”.

In practice, it remains to approximate the above three-field coupled system by a
discrete one and then solve it. For discretising the state and adjoint PDE’s, we
take the spatial schemes introduced previously which are explicit Runge-Kutta
time advancing schemes. Such time discretization methods have non-linear stability
properties like TVD which are particularly suitable for the integration of system
of hyperbolic conservation laws where discontinuities appear. Discretising the last
equation consists in specifying the mesh according to a discrete metric deduced
from the discrete states.
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In order to remedy all the problematics relative to mesh adaptation for time-
dependent simulations stated in the introduction, an innovative strategy based on
a fixed-point algorithm has been initiated in [Alauzet 2003b] and fully developed in
[Alauzet 2007].

The fixed-point algorithm aims at avoiding the generation of a new mesh at
each solver iteration which would imply serious degradation of the CPU time and of
the solution accuracy due to the large number of mesh modifications. It is also an
answer to the lag problem occurring when, from the solution at ¢"*, a new adapted
mesh is generated at level t” to compute next solution at level "+, In that latter
case, since the mesh is not adapted to the solution evolution between time levels "
and t"*1 the mesh is always late with respect to the physics.

The fixed point approach has been successfully applied to bi-fluids three-
dimensional problems [Guégan 2010], to a blast simulation in a three-dimensional
city [Alauzet 2007| and to moving bodies simulations [Alauzet 2011].

The basic idea consists in splitting the simulation time frame [0, 7] into nggep
adaptation sub-intervals:
[0, T] = [0 = tp, tﬂ U...U [ti, ti+1] U...uU [tnadap*h tnadap] ,

and to keep the same adapted mesh for each sub-interval. Consequently, the time-
dependent simulation is performed with only 1,44, different adapted meshes. The
mesh used on each sub-interval is adapted to control the solution accuracy from ¢;_1
to t;. We examine now how to apply this program.

8.7.1 Choice of the goal-oriented metric

The optimal adapted meshes for each sub-interval are generated according to anal-
ysis of Section 8.5.6. In this work, the following particular choice has been made:
e the Hessian metric for sub-interval 7 is based on a control of the temporal error

in L norm:

too(x) = At; max H(x,t) = At; H' . (x),

te[ti,ti+1} max
e function 7: ¢t — 7(¢) is constant and equal to 1,

e all sub-intervals have the same time length At.
The optimal goal-oriented metric My, = {Mgo}iﬂ,..,na 4ap then simplifies to:
2

Mio(x) = NG <Z ( / (det anaX(X))édX)> (&) (det Hyy (%))

i=1 Y8

il

H o (%) -

Remark 7: We notice that we obtain a similar expression of the optimal metric to
the one proposed in [Alauzet 2011], but it is presently obtained in a goal-oriented
context and by means of a space-time error minimization.
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8.7.2 Global fixed-point mesh adaptation algorithm

To converge the non-linear mesh adaptation problem, i.e., converging the couple
mesh-solution, we propose a fixed-point mesh adaptation algorithm. The parameter
Ny representing the total computational effort is prescribed by the user and will
influence the size of all the meshes defined during the time interval. That is, to
compute any metric fields M;O, we have to evaluate a global normalization factor

Thus, the whole simulation from 0 to T’

which requires the knowledge of all H
must be performed to be able to evaluate all metrics M;O.

max*

Similarly to [Alauzet 2011], a global fixed point strategy covering the whole
time-frame [0,7], called Global adjoint fized-point mesh adaptation algorithm, is
considered:

//- Fixed-point loop to converge global space-time mesh adaptation
For j=1,mnpt fx
//- Solve state once to get checkpoints
For i=1,n44ap
. Wéz — ConservativeSolutionTransfer(H/ |, W/ | #7)
o« W = SolveStateForward(W&i,Hf)
End for
//- Solve state and adjoint backward and store samples
For i=ngdap, 1
. (W*)f = AdjointStateTransfer(’Hngl, (Wé‘)ngl, ’Hf)
. {V\/l](k)7 (W*)g(k)}kzl,nk = SolveStateAndAdjointBackward(Wg’i, (W*)f, HZ)
e |H,..|/ = ComputeGoalOrientedHessianMetric(H., {W/ (k), W*)! (k) }he1.my)
End for
o (= ComputeSpaceTimeComplexity({|Hmax|g}i:17nadap)
. {M{}izl,nadw = ComputeUnsteadyGoalOrientedMetrics(C/, {|Hmax|g}i:17nadap)

° {Hg“}i:Lnadap = GenerateAdaptedMeshes({’Hz Yim1,nedap {M‘Zj}i:17nadap)
End for

Let us describe this algorithm sketched in Figure 8.4. It consists in split-
ting the time interval [0,7] into the ngq4q, mesh-adaptation time sub-intervals:
{[ti—lvti]}izl,..,nadap with t9p = 0 and t,,,,, = 7. On each sub-interval a dif-
ferent mesh is used. A time-forward computation of the state solution is first
performed with a out-of-core storage of all checkpoints, which are taken to be
{Wh(ti>}i=1,-.,nadap' Between each sub-interval, the solution is interpolated on the
new mesh using the conservative interpolation of [Alauzet 2010b]. Then, starting
from the last sub-interval and proceeding until the first one, we recompute and



8.7. From theory to practice 169

store in memory all solution states of the sub-interval from the previously stored
checkpoint in order to evaluate time-backward the adjoint state throughout the
sub-interval. At the same time, we evaluate the Hessian metrics H? .
generate new adapted meshes for each sub-interval. To this end, n, Hessian metric
sample are computed on each sub-interval and intersected |[Alauzet 2007] to ob-

tain H:

max-*

required to

At the end of the computation, the global space-time mesh complexity
is evaluated, producing weights for the goal-oriented metric fields for each sub-
interval. Finally, all new adapted meshes are generated according to the prescribed
metrics. The time-forward, time-backward and mesh update steps are repeated into
the j = 1,..,np . global fixed-point loop. Convergence of the fixed-point is obtained
in typically 5 global iterations.

This mesh adaptation loop has been fully parallelized. The solution transfer,
the solver and the Hessians computation have been parallelized using a p-thread
paradigm at the element loop level [Alauzet 2009]. As regards the computation of
the metrics and the generation of the adapted meshes, we observe that they can be
achieved in a decoupled manner once the complete simulation has been performed,
leading to an easy parallelization of these stages. Indeed, if n4q44, processors are
available, each metric and mesh can be done on one processor.

Fixed-point loop j

iEEE

Solution state and 1d]01nt state sampling

Solve state once to get chockpomts Madap = 5
(W) =0 ng = 11
S
T (W, W*) =
H5
. VT
|H S max|= ﬂ |HEO, |

Figure 8.4: Global Fixed-Point algorithm for unsteady goal-oriented anisotropic
mesh adaptation

8.7.3 Computing the goal-oriented metric

The optimal goal-oriented metric is a function of the adjoint state, the adjoint
state gradient, the state time derivative Hessian and the Euler fluxes Hessians.
In practice, these continuous states are approximated by the discrete states and
derivative recovery is applied to get gradients and Hessians.
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The discrete adjoint state W, is taken to represent the adjoint state W*. The
gradient of the adjoint state VIW* is replaced by VrW; and the Hessian of each
component of the flux vector H(F;(W)) is obtained from Hpr(F;(W4)). Vg (resp.
Hp) stands for the operator that recovers numerically the first (resp. second) order
derivatives of an initial piecewise linear solution field. In this thesis, the recovery
method is based on the L2-projection formula. Its formulation along with some
comparisons to other methods is available in [Alauzet 2010a].

8.8 Numerical Experiments

The adaptation algorithms described in this thesis have been implemented the CFD
code Wolf. As regards meshing, goal-oriented mesh adaptation requires to update
the surface mesh of I' on which the functional is observed. This standpoint is
needed in order to ensure a valid coupling between the volume mesh and the surface
mesh. This implies to consider a more complex re-meshing phase. In our case,
a local remeshing strategy has been considered. We use Yams [Frey 2001] for the
adaptation in 2D and Feflo.a |Loseille 2010b| in 3D.

8.8.1 2D Blast wave propagation

We first apply the goal-oriented adaptive strategy to the example presented in Sec-
tion 8.4.3. It consists in a 2D blast in a geometry representing a city. We recall that
the cost function of interest j is the quadratic deviation of the ambient pressure on
target surface S (see Figure 8.1):

J(W) / / — Pair)?dSdt.

The simulation time frame is split into 30 time sub-intervals, i.e., 30 different
adapted meshes are used to perform the simulation. Hence, 30 checkpoints are
stored for the backward computation of the unsteady adjoint.

The resulting adjoint-based anisotropic adapted meshes are shown in Figure 8.5.
The corresponding density isolines are depicted in Figure 8.6. These adapted meshes
indubitably illustrate that, thanks to the unsteady adjoint, the mesh adaptation only
focuses on shock waves that impact the observation region and ignores other area
of the flow field. Therefore, waves traveling toward the observation are accurately
captured whereas the rest of the flow is poorly computed. We also observe that once
waves go beyond the target surface, the mesh is no more refined even if they con-
tinue traveling throughout the computational domain. Indeed, they do not impact
anymore the functional.

It is then quite interesting to compare the Hessian-based approach of
[Alauzet 2011] with our adjoint-based method. This comparison can be done by
considering Figures 8.6(top, right) and 8.8. It demonstrates how the adjoint defines
an optimal distribution of the degrees of freedom for the specific functional, while it
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Figure 8.5: 2D city blast adjoint-based adapted meshes evolution. From top to
bottom and left to right, adapted meshes corresponding to sub-intervals 8, 15, 22
and 29 at a-dimensional time 1.2, 2.25, 3.3 and 4.35.

Figure 8.6: 2D city blast adjoint-based adaptive solution state evolution. From top
to bottom and left to right, density iso-lines corresponding to the end of sub-intervals
8, 15, 22 and 29 at a-dimensional time 1.2, 2.25, 3.3 and 4.35.
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is clear that in this context the Hessian-based approach gives a non-optimal result
for the evaluation of the functional but capture accurately the whole flow.

In conclusion, if an output functional of interest is provided then the reduction
of the simulation number of degrees of freedom can be even more improved by
considering a goal-oriented analysis instead of an Hessian-based methodology.

Figure 8.7: Zoom in on adjoint-based adapted meshes corresponding to sub-intervals
8 (left) and 15 (right). Mesh anisotropy is clearly visible.

Figure 8.8: Adapted mesh and corresponding density iso-lines for sub-interval 15 at
a-dimensional time 2.25 obtained with the Hessian-based method of [Alauzet 2011].

8.8.2 2D Acoustic wave propagation

Another typical example of pressure deviation propagating over long distances is
linear acoustic. Linear acoustic waves usually refer either to a transient wave of
bounded duration or to a periodic vibration. An important context in the study of
these different kinds of waves is when we are interested only in the effect of the wave
on a microphone occupying a very small part of the region affected by the pressure
perturbation. Further simplifying, we can be interested in a single scalar measure of
this effect, for instance the total energy Eyy received by the sensor during a given
time interval. If the pressure perturbation is emitted at a very long distance in an
open and complex spatial domain, the numerical simulation of this phenomenon can
be extremely computer intensive, if not impossible.

We consider a sound source located at the center-bottom of a rectangular
domain. An acoustic source defined by f = (0,0,0,r), where:
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r= —Ae_Bl”(Q)[I2+y2]Ampl -cos(2mf),

is added as a source term on the right-hand side of the unsteady compressible Euler
Equations (8.9). Constants are A = 0.01, B = 256, Ampl = 2.5 and f = 2 is
the waves frequency. We analyze the sound signal emitted by this source on a
microphone M located at the center-top of the domain.

Goal-oriented mesh adaptation considers cost function:

T
JW) = /0 /M %(p(x, t) —p0)2 dMdt.

The simulation is split into 40 sub-intervals (thus 40 checkpoints are used) and nnn
fixed-point iteration to converge the mesh adaptation problem. As expected, mesh
adaptation reduces as much as possible mesh fineness in parts of the computational
domain where accuracy loss does not influence the quality of sound prediction on
the micro. This is illustrated in Figure 8.9. Moreover, small perturbations of the
waves on the uniform mesh are no more visible on the adapted anisotropic mesh, as
shown in Figure 8.10. Therefore, the solution computed on the adapted meshes is
perfectly smooth. In Figure 8.11 a zoom on the density field with associated uniform
and anisotropic adapted mesh can be seen.

Accuracy study An accuracy analysis of the proposed method are carried out
on integrand k(t) on the micro M:

k(1) = /M<p ~po)dM

for different sizes of uniform and adapted meshes. k(t) is plotted for three uniform
meshes in Figure 8.12. It illustrates that, for a rather coarse mesh of about 60, 000
nodes, a small perturbation appears at the entrance of the micro. This perturbation
diminishes with finer meshes. This spurious behavior is completely avoided by
adaptive computations. Figure 8.13 supports our affirmation and, as expected, our
functional has a better prediction with adapted meshes.

In the case of higher frequencies, the choice of the mesh is even more crucial
for a good prediction of the waves. Indeed, an increase of the frequency induces a
drastic diminution of the spatial mesh size to preserve the computation accuracy:

Ax = i - < ,
n nf
where A is the wave length, ¢ the sound of speed and n the number of elements
per wave length (usually n > 5). This leads to a huge increase in CPU’s, there-
fore acoustic wave propagation in real-world applications remains a great numerical
challenge. We simulate a higher frequency wave propagation, with f = zxx, on a
uniform mesh composed of 117000 vertices and we compare it to a goal-oriented
adaptive simulation. The obtained integrand k(t) for both simulations is depicted
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in Figure 8.14 which points out that in that case the choice of the mesh is even more
crucial. Indeed, the proposed adaptive method is able to capture on the micro all
the frequencies of the generated waves whereas a poor behavior is obtained with the
uniform mesh.

HE
N
i)
SRR
by
L

Figure 8.9: Propagation of acoustic waves: density field evolving in time on a uni-
form mesh (left) and on adapted meshes (middle and right).
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Figure 8.10: Acoustic wave represented on uniform mesh (left) and on adapted mesh
(right)

Figure 8.11: Mesh visualization of uniform mesh (left) and adapted mesh (right)

Convergence analysis Now, a numerical convergence order analysis is done on
the previous simulation with a wave frequency f = 2 in order to verify mathematical
results of Section 8.6. For a mesh of IV vertices, we denote by uy and wegqet the
approximate and exact solutions, respectively. The following relation holds:

UN(X,t) = Uegact(X,t) + N_%ul(x,t) + O(N_%)

for d spatial dimension, « the convergence parameter to be found and wu; the first
normalized error term. Since « cannot be directly determined, an estimation is done
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Figure 8.12: Functional time integrand k(¢) on uniform meshes of size 60K, 80K
and 117K vertices for wave propagation with frequency f = 2.

10°

Functional |

Figure 8.13: Functional time integrand k(t) on series of adaptive simulations with
average meshes size of 12K, 24K and 64K vertices for wave propagation with fre-
quency f = 2.

on three meshes of different sizes: Ni, Ny and N3. Suppose un,, un, and upy, the
corresponding numerical solutions, then we seek for a such that :

1- %7% UN; — UN.

I 0 T UN (8.41)
1— % n UN; — UN;

1

with dimension d = 2 in our case. Furthermore, we make the assumption that Ny
represent the higher number of vertices and N3 the lowest one.

We solve Equation (8.41) for both uniform and adapted meshes simulations
presented above. The considered values for uy;,, with ¢ = 1,2, 3, are the first maximal
value of integrand k(t) which are plotted in Figures 8.12 and 8.13 for uniform meshes
and for adaptive simulations, respectively. Table 8.1 summarizes the data collection:
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——— Adapted mesh(Z fixed-point ferations)
— Unifom Mesh of 117K nodes

Functinal |

Figure 8.14: Functional time integrand k(¢) for high frequency wave propagation
with f = zax for adaptive (red curve) and uniform mesh (blue curve) simulations.

the convergence order is found to be 0.6 for uniform meshes and 1.98 for the adaptive

simulations.
Mesh First observed maximum | Convergence order
Uniform mesh 60K nodes 1.67578e — 06
Uniform mesh 80K nodes 1.84838e — 06 0.6
Uniform mesh 117K nodes 2.05461e — 06
Adapted meshes 12K (average) nodes 1.89061e — 06
Adapted meshes 24K (average) nodes 1.99895e — 06 1.98
Adapted meshes 64K (average) nodes 2.06722e — 06

Table 8.1: Mesh convergence for the time-dependent pressure deviation on observa-
tion area.

8.8.3 3D Blast wave propagation

Finally, the last example consider a purely three-dimensional blast problem in a
complex geometry representing a city. The city size is 85 m x 7T0m x 70m. In this
simulation, shock waves interact with each other and are reflected by buildings. The
city geometry is the same as in [Alauzet 2007]. Initially, the ambient air is at rest:
Wair = (1,0,0,2.5). A "blast-like" initialization is considered inside a half-sphere
of radius 2.5m around position (42,53,0): Wyest = (10,0,0,250). Cost function j
is again the quadratic deviation from ambient pressure on target surface I' which
is composed of one building for simulation 1 or two buildings for simulation 2, see
Figure 8.15:

T
i) = [ [ wloxt) = o Parar,
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The observation I' are these 2 buildings

The observation I is this building

Figure 8.15: 3D City test case geometry and location of target surface I' composed
of one building for simulation 1 (left) or two buildings for simulation 2 (right).

The simulation time frame is split into 40 time sub-intervals, i.e., 40 different
adapted meshes are used to perform the simulation. 6 fixed-point iterations are per-
formed to converge the mesh adaptation problem. For each sub-interval 16 samples
of the solution and adjoint states are considered to build the goal-oriented metric.
Both simulations consider the same space-time complexity equal to 1.2 million.

The resulting adjoint-based anisotropic adapted meshes (surface and volume) for
both simulations at sub-interval 10, 15 and 20 are shown in Figures 8.16 and 8.17.
It is very interesting to see that we are not restricted to just one target surface.
Despite the complexity and the unpredictable behavior of the physical phenomena
with a large number of shock waves interactions with the geometry, the goal-oriented
fixed point mesh adaptation algorithm was automatically able to capture all shock
waves which impact the targeted buildings and to set appropriate weights for the
refinement of these physical phenomena. Other waves are neglected thus leading to
a drastic reduction of the mesh size.

To illustrate this point, we provide meshes size of simulation 1 and 2 for sub-
intervals 1, 5, 10 and 20 in Table 8.2 and 8.3, respectively. Where nv, nt, nf are the
number of vertices, tetrahedra and triangles and h the mesh size. If for sub-interval 1
one million vertices is needed, only forty thousands vertices are used for sub-interval
20. The required mesh size has been reduced by a factor 25 between the first and the
twentieth sub-interval. In average, almost 200000 vertices are required to perform
both adaptive computations with a maximal accuracy between 1 and 5cm. These
numbers have to be compared with uniform meshes characteristics given in Table 8.4
where dozens of millions vertices are required to reach an accuracy of 30 cm.

As regards the amount of anisotropy achieved for these simulations, mesh
anisotropy can be quantified by two different indicators: the anisotropic ratios and
quotients. Deriving these quantities for an element relies on the fact that there
always exists a unique metric tensor Mg for which this element is unit. Once Mg
is computed, the anisotropic ratios and quotients associated with element K are



8.9. Conclusion 179

simply given by

max; h?
hihohs

. mini )\z‘ max; hi
ratio = =
max; )\z‘

- and quo =
min; h;

where ();)i—1,2,3 are the eigenvalues of Mg and (h;);—1,2,3 are the corresponding
sizes. The anisotropic ratio stands for the maximum elongation of a tetrahedron
by comparing two principal directions. For both simulations an average anisotropic
ratio between 7 and 16 is achieved. The anisotropic quotient represents the overall
anisotropic ratio of a tetrahedron taking into account all the possible directions,
we get a mean anisotropic quotient between 40 and 200. This quotient can be
considered as a measure of the overall gain in three dimensions of an anisotropic
adapted mesh as compared to an isotropic adapted one, here almost 100. The gain
is of course even greater when compared to a uniform mesh.

Iteration nv nt nf | minh | ratio avg. (max) | quotient avg. (max)

1 1058084 | 6177061 | 79862 | 1.cm 9 (62) 63 (2242)

10 249620 | 1427956 | 34318 | 1.2 cm 16 (94) 197 (5136)

15 72432 | 392970 | 24678 | 2.1 cm 12 (76) 119 (3789)

20 40297 | 205855 | 21980 | 4.8 cm 7 (64) 39 (3547)
Avg. 188357 | 1074777 | 28811

Table 8.2: Mesh characteristics for simulation 1 of 3D blast wave calculation.

Iteration nv nt nf | minh | ratio avg. (max) | quotient avg. (max)

1 1051805 | 6139926 | 82858 1. cm 9 (53) 67 (1829)

10 233116 | 1327503 | 36376 | 1.2 cm 16 (84) 203 (4083)

15 77446 | 421024 | 26008 | 2.7 cm 12 (85) 124 (3654)

20 45500 235383 | 23072 6 cm 7 (48) 51 (1673)
Avg. 195355 | 1113492 | 31110

Table 8.3: Mesh characteristics for simulation 2 of 3D blast wave calculation.

Uniform mesh nv nt nf | average h ratio | quotient
1 10294136 | 60826207 | 862264 43 cm | 2 (12) | 3 (116)
2 33352859 | 198163572 | 2135032 29 cm | 2 (14) 3 (165)

Table 8.4: Uniform mesh characteristics for the 3D city geometry.

8.9 Conclusion

We have designed a new mesh adaptation algorithm which prescribes the spatial
mesh of an unsteady simulation as the optimum of a goal-oriented error analysis.
This method specifies both mesh density and mesh anisotropy by variational calcu-
lus. Accounting for unsteadiness is applied in a time-implicit mesh-solution coupling
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Figure 8.16: 3D Blast wave propagation: simulation 1. Adjoint-based anisotropic
adapted surface (left) and volume (right) meshes at sub-interval 10, 15 and 20 and
corresponding solution density at a-dimensioned time 5, 7.5 and 10.

which needs a non-linear iteration, the fixed point. In contrast to the Hessian-based
fixed-point of [Alauzet 2007, Guégan 2010| which iterates on each sub-interval, the
new iteration covers the whole time interval, including forward steps for evaluating
the state and backward ones for the adjoint. This algorithm has been successful ap-
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Figure 8.17: 3D Blast wave propagation: simulation 2. Adjoint-based anisotropic
adapted surface (left) and volume (right) meshes at sub-interval 10, 15 and 20 and
corresponding solution density at a-dimensioned time 5, 7.5 and 10.

plied to 2D and 3D blast wave Euler test cases and to the calculation of a 2D acoustic
wave. Results demonstrate the favorable behavior expected from an adjoint-based
method, which gives an automatic selection of the mesh regions necessary for the
target output.
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Several important issues for fully space-time computation have been addressed
in this chapter. Among them, the strategies for choosing the splitting in time
sub-intervals and the accurate integration of time errors in the mesh adaptation
process have been proposed, together with a more general formulation of the mesh
optimization problem.

Time discretization error is not considered in this study. Solving this question
is not so important for the type of calculation that are shown here, but can be of
paramount impact in many other cases, in particular when implicit time advancing
is considered. In a future work, we plan to consider a space-time error analysis in
the context of the proposed method.
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9.1 Introduction

This chapter is concerned with the mesh adaptation for unsteady Navier-Stokes
flows. The case of unsteady Euler flow was addressed in previous Chapter 8.

The extension of a mesh adaptation method from Euler models to Navier-Stokes

models is a difficult and challenging field of investigation. A review of the main
problematics and contributions can be found in |[Fidkowski 2011]. Adressing the
Navier-Stokes model, it introduces new problems which can be identified as belong-

ing to three families:

1.

2.

high mesh stretching or anisotropy,

error criteria,

. turbulence.

First, the most difficult issue today is the adaptative generation of highly
stretched meshes as should be used in high-Reynolds flow. Indeed, stretching
ratio (typically ratio between largest side to smallest altitude in a tetrahedron)
as high as 10* — 105 can be necessary for computing a viscous flow past an
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aircraft. Further, stretching needs in principle to be automatised in a mesh
adaptation loop, either from scratch, or from an existing mesh which has to
be improved. Three main families of algorithms have been considered in the
literature. Mesh deformation for Navier-Stokes dates back at least to Gnoffo’s
work [Gnoffo 1983| and was illustrated in 2D for planetary entry of a spatial
probe. Metric-based mesh regeneration is now much more frequently used,
but the maximal stretching in that latter case is still unsufficient.

e Second, an important and difficut issue is the building of sufficiently good
error sensors. Indeed, most error estimates are accurate only if the considered
mesh is fine enough. This constitutes an existencial problem for algorihms the
goal of which is to find a sufficiently good mesh. Most truncation-based error
estimates do not allow a specification of the anisotropy of the adapted mesh.
In Venditti et al. [Venditti 2003b], the truncation-based error is complemented
by a Hessian-based interpolation error (typically of Mach field) for specifying
the mesh anisotropy (see also [Park 2003]).

e Lastly, a quite open problem concerns the many difficulties arising when a
turbulent flow is considered. RANS modeling allows to transform the initial
problem into a steady numerical model, (see [Mavriplis 1990, Johnson 1995,
Venditti 2003b, Park 2010, Nielsen 2004]) but the realistic unsteady chaotic
case has not been much adressed.

In this chapter, we start from the novel anisotropic goal-oriented method,
built in Chapter 8 and extend it to the unsteady (laminar) Navier-Stokes model.
We show first how the Navier-Stokes estimates developed in Chapter 6 can be
introduced into an error sensor. The minimisation of an integral of the error sensor
perfectly specifies an optimal anisotropic mesh as it is shown in Section 9.2.2. Then
a few preliminary numerical examples are proposed in Section 9.4 for the flow
around a NACA airfoil.

The notations used here are those introduced in Chapter 8.

9.2 Adaptation criterion for unsteady Navier-Stokes
model

9.2.1 Error bound

Consider the following compact variational formulation of Navier-Stokes System in
the functional space Q = H*{[0,T];V}:
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Find W € Q such that Vo € Q, (U(W), ¢) =0

T
with (¥Y(W), ¢) = / /gthdet
0 Q

T
+ /0 /ng(v.f(WHVV(W))det

_ /OT/ng]?(W).ndth. (9.1)

with associated semi-discrete formulation:
Find W}, € Qp, such that Vo, € Qp, (Vn(Wh), ¢n) =0,

T
with: (\Ifh(Wh), go) = / / ® HhWhﬂg dQ de
0 Q
T
+ / / o (V- Fr(Wp) +V - V(W) dQdt
0 Q

— /T/cpﬁh(wh).ndrdt (9.2)
0 r

Refering to as one of the "goals" of this thesis, we focus on errors committed on
a target functional j(W) = (g, W). Following again the idea of Loseille et al. in
[Loseille 2010a] these error can be a priori estimated as :

6j = ((Tn —W)(W), W¥) . (9-3)

Replacing operators U and W, by their expressions (9.1) and respectively (9.2),
discarding the error commited when imposing the initial condition and neglecting
the effect of the numerical viscosity term we finally get:

5j ~ / /W* (W —1IL,W), det—i—/ /W* (FW) =, F(W)) dQ dt
/ /W* — V(W) det—/ /W* (B(W) — By (W))).n dl'dt.

With B we denoted the boundary terms and W* the adjoint state.

As a next step, in the previous Euler analysis we performed an integration by
parts. In the case of Navier-Stokes System the viscous part is highly non-linear and
consequently more difficult to analyse and an integration by parts at this step would
be useless. Nevertheless, we recall that in Chapter 6 an a priori analysis for this
viscous part has been developed and can be applied here. Thus, after separation
of Euler fluxes and viscous fluxes, since they are threated in a different manner,
an integration by parts is applied to Euler fluxes and the a priori estimator (based
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globally on summation of interpolation errors weighted by spectral radius of adjoint
state Hessians) to the latest viscous part:

5j / /W* (W —1L,W), det—/ /VW* (F(W) — I, F(W)) dQ dt

/ 5Edt—/ /W* F(W) — I, F(W))).ndQdt.

With 6E = [W*V.(V(W) — Vh(W))dQ dt we denote the error terms contribu-
tion from viscous flux. Symbol F = B — F represents the boundary terms, the
contribution of which is neglected in the sequel.

According to Estimate (??) at the end of Chapter 6 for the viscous terms we
have:

0E

2
Mw

1

.
Il

9 . 9 .
+ 5 [ W) T - Tiae+ 3 [ 4 S~ lullo(EEOWS )l — Dy 402
=1
9
+ Zz/gu |uillp(H(W3))[[u — Ipu| dQ + 3 /Q“ | p(H(W))||lu — Myul dQ
=1

1
- 3 [/ w VW (u—pu)V-u)dQ — / w VW - Vu.(u —IIu)dQ| .
Q Q

We observe that this estimate of dj is expressed in terms of:

e interpolation error on time derivatives W; weighted by continuous function
W*

e interpolation errors of the Euler fluxes F weighted by continuous function
vw*

e and from viscous fluxes we add the sum of :

— interpolation errors on velocity vector u = (u1,us2,u3) components
weighted by spectral radius of adjoint Hessians p(H(W™)); we under-
line here that for non-linear terms from the last line of viscous matrix
we obtain products of interpolation errors with cross velocity and adjoint
Hessians: |u;||p(H(W*))||lu; — IIpu;),

— interpolation error on temperature 1" weighted by spectral radius of ad-
joint Hessians p(H(W™)),

— and interpolation error on velocity vector weighted by the gradient of the
fifth component of adjoint state multiplied by a scalar value (obtained as
the product of constants with the divergence of the velocity vector).

27
3 V) - Hhu@\dmz 5 | POV )l = a0
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Error bound with a safety principle. The integrands in Error Estimation (9.4)
contain positive and negative parts which can compensate for some particular
meshes. In our strategy, we prefer to not rely on these parasitic effects and to
slightly over-estimate the error. To this end, all integrands are bounded by their
absolute values:

(9, Wh = W)

IN

T
/ / W (W — T,W), | St
0 Q

T T
+ / /|vw*|f(W)—nhf(W)|det+/ 65| dt
0 Q 0

+

T
/0 /F W |(F(W) — T, F(W)).n| dQdt (9.5)

9.2.2 Optimal error model

As for Euler flows, we work in the continuous framework, such that, the continuously
discret meshes are modeled by Riemannian metric spaces.
Working in this framework enables us to write Estimate (9.5) in a continuous form:

T
@ W =W ~BO) = [ [ (7 = mai) Jaar
T T
+ / /|VW*| |]-'(W)—7rM}'(W)|det+/ 6E| dt
0 Q 0

T — —
+ /0 /F W [(FOW) — mu F(W)).n] AT dt, (9.6)

where, we recall, M = (M(x))xeq is a continuous mesh defined by a Riemannian
metric space and 74 is the continuous linear interpolate defined above.

Once again we discard the error terms from the boundary surface mesh, and we
refer to |Loseille 2010a] for a discussion of the influence of it.

Then, we can write the simplified error model as follows:

EM) = /OT/Qtrace (M*%(x,t)H(x,t)M*%(x,t)) dQdt

5
with H(x,t) = Y ([Af];(x, ) + [Axlj(x,£) + [Aylj(x. ) + [Az];(x.1)) + AE,
j=1
(9.7)
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in which
Af; () = (W) 0] [HW)(x.1)],
ow;
A, (x,) = | x| [HEW)x,0),
ow?r
[Ay]; (x,t) = 9y (x, )| - [H(F2(W)))(x,1)],
ow?
A2, 6e0) = [0 [HEW) 0]

Here, W} denotes the §™ component of the adjoint vector W*, H(F;(W;)) the
Hessian of the j® component of the vector F7;(W), and H(Wj;;) the Hessian of the
7' component of the time derivative of the conservative vector W.

The additional term AFE represents the contribution from the viscous part. From

Relation 9.4 it writes:

3

3
S 2o lH W) [F )|+ 3 S o CH W3 )| )
i=1 =1

AFE

Q

3
b SN HWHT)| + S | p(HOV))I[H ()
=1

_l’_
.Moo
| ©

| wi p(H(WE)) [ H ()| +3 |pw p(H(W5))|[H (u)|
1

[lw VWEV - ul[H(u)| — [ VW - Vul|H(u)|] .

N\Hﬁ

We underline in the above expression that ‘H (*)‘ are Hessians approaching the
interpolation errors, and p(H(W™) are scalar values weights (computed in the nu-
merical code, and given as inputs to metric computation). We recall that T is the
temperature and u the velocity vector of components u;, 1 = 1,2, 3.

The mesh optimization problem writes:

Find My, = Argminy; E(M), (9.8)
under the constraint of bounded mesh fineness:
Cst(M) - Nst7 (99>

where Ng; is a specified total number of nodes. Since we consider an unsteady
problem, the space-time (st) complexity used to compute the solution takes into
account the time discretization. The above constraint then imposes the total number
of nodes in the time integral, that is:

Cst (M) :/OTT(t)l </QdM(x,t)dx> dt (9.10)
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where 7(t) is the time step used at time ¢ of interval [0, T].

The discussion of Chapter 8 regarding the definition of an optimal space-time
metric holds here too. Nevertheless, we restrict to the practical choice for the goal-
oriented metric, that is, the one defined in Section 8.7.1 that we recall here:

e the Hessian metric for time sub-interval ¢ is based on a control of the temporal
error in L* norm:

to(x) = At; max H(x,t) = At; H' (),
te[ti,ti+1}

e function 7:t — 7(¢) is constant and equal to 1,
e all sub-intervals have the same time length At.
The optimal goal-oriented metric Mg, = {M;O}izly--anadap then simplifies to:
Nadap

> / (det Hf;lax(X))édX)> (A)5 (det Hyy (%))

i=1 79

(S

M (x) :N:t< M (%),

9.3 Numerics
The optimality system (state, adjoint, optimal metric) is discretized:

e for state and adjoint, using the mixed element-volume method described in
the first chapter of this thesis,

e for optimal metrics, using the methods as for Euler case, Chapter 8.

The global transient fixed-point algorithm of Chapter 8 is applied.

9.4 Applications

We present in the sequel some preliminary results of our mesh adaptation algorithm
for a laminar unsteady Navier-Stokes flow. This is a standard 2D benchmark for
testing unsteady laminar flow solvers [D. Guiraud 1988, Pulliam 1989]. A viscous
flow around a NACAO0012 airfoil, at Mach number 0.1 and an angle of attack of 30
degrees is considered. Physically, it represents a high incidence gust inducing the
separation of the flow on the upper side of the airfoil. The Reynolds number is 1000.
The simulation is performed starting from an unstructured triangular mesh of 7379
vertices (see Figure 9.1) for a physical time of 3 seconds.

The target functional is the drag force observed on the target surface I' which
in this case is the profile:

T
j(W)=/0 /F(p—poo)nzdrdt. (9.11)
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The algorithm of computation is identical to the previously described one, based
on checkpointing. An explicit scheme of Runge-Kutta is used for time advancing

and second order HLLC spatial solver. Figure 9

.2 (resp. 9.3) illustrates the den-

sity (resp. Mach number) evolution through time, we observe a process of vortex

formation due to the high angle of attack.
An illustration of the unsteady adjoint solutio
in Figure 9.4 at several instantaneous times.

n for Navier-Stokes flow is shown

After a number of two adaptation loops, we can see the remeshing proposed by our
algorithm in Figure 9.5. We observe that the mesh show anisotropy only on viscous
boundary layer region and along the separating viscous layer.

9.5 Concluding remarks

The proposed application is still evolving. A first ¢

onclusion concerns the robustness

of the new platform: the adjoint state is stably solved. It produces the expected
weight on our mesh metric. Preliminary results are qualitatively as good as for the

Euler case.
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Figure 9.2: Density field evolution of the viscous Navier-Stokes flow around the
NACAO0012 airfoil, Mach=0.1 and angle of attack a = 30.

Figure 9.3: Mach field evolution of the viscous Navier-Stokes flow around the
NACAO0012 airfoil, Mach=0.1 and angle of attack o = 30.
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Figure 9.4: From left to right and top to bottom, snapshot of the adjoint-density
isolines at a-dimensional time 0.12, 1.5, 2. and 2.88 .

Figure 9.5: Plot of instantaneous density on the adapted meshes: evolution from
top to bottom, left to right at a-dimensional time 0.12, 1.5, 2. and 2.88 .



CHAPTER 10

Conclusion and Perspectives

We have presented in this thesis our contribution to two complementary domains:
turbulence modelling and mesh adaptation for unsteady flows based on error
estimates.

They are complementary from the standpoint of a final combination of both.
Coupling turbulent flows computation with mesh adaptation based on output of
observation or not, still is a big challenge in CFD. But we can expect from it an
important increment in turbulence prediction. We have approached these problem-
atics by developping both sides and by studying error estimates for viscous flows, a
bridge between the two domains.

Contribution on turbulent flows The progress of methods for turbulent
flows simulation generally seems a slow process. However, during this decade
important engineering advances are obtained by combining existing methods
and technologies, like statistical modelling, Large Eddy Simulation, unstructured
meshes, and Parallel Computing. In this thesis we have addressed both industrial
and academic point of view of turbulent flows modelisation. From a more academic
point of view we have proposed, studied, and evaluated in Chapter 2 and 3 an
improvement of the numerical scheme by adding a mass matrix formulation in
the sense that the time derivative of Navier-Stokes system is approximated by a
formulation closer to finite-element. Next, the major contribution in turbulent
flows is the developpement in Chapter 3 of the hybrid scheme with a dynamic SGS
closure and a protection zone to avoid mismatches near the boundary. For both
contributions, our benchmark have been the flow around a circular cylinder, a
widely used geometry, but a challenging test case at the higher Reynolds numbers
considered.

Contribution on error correction Chapters 4, 5 and 6 have been dedicated
to error correction methods. Managing errors is of paramount importance for
numericists since they deal with them every day. In this thesis we have considered
both the a posteriori and a priori errors. For the first one we have clarified
an existing analysis, remarked that adjoint state is not always compulsory, and
demonstrated on a steady problem the interest in avoiding the adjoint. Regarding
the a priori error estimation, we have contributed on the developpement of a
truncation error analysis for elliptic problems, showing how it can be bounded
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by an interpolation error weighted by a second derivative of a discrete Lagrange
multiplier. This theoretical result lead us to an a priori estimator for viscous fluxes,
of paramount importance for our apporach in anisotropic mesh adaptation.

Contribution on output-based anisotropic mesh adaptation Numerous
papers in the literature adressed the topic of output-based error estimate and it
still remains a modern and complex subject of research. Among them, very few
authors applied these output-based estimators to anisotropic mesh adaptation, and
probably a even small part to unsteady computations. We have proved in this
thesis that such adapted meshes can be generated for an accurately defined error
estimator, producing in fine an accurate goal-oriented metric. The novel algorithm
of global transient fixed-point has been also a part of the success of this work.
Several issues for integrating time in our algorithm have been proposed too, in a
more theoretical viewpoint. The diversification of our test cases (blast problems
and acoustics) suggests the globality of application of our methods.

This thesis is a small step in mesh adaptation and turbulent flows simulations.
It is also an open gate for further investigations and thus future thesis. A list of
these new perpectives is given now:

Perspectives:

Turbulent flows simulation A lot of questions remains open for turbulent
flow simulation. Regarding the direct sequels of this thesis, deeper analysis of
the hybrid model can be considered. For example, we have presented the hybrid
model as a simplified version of a "double field" version, based on the Non-Linear
Disturbance Equation principle. This idea can be pushed further either in an actual
double-field numerical model, or more cleverly, into a formulation in which the
RANS component has less influence on small scales, by using again the Variational
Multiscale principle. This can allow addressing in a novel way the difficult
problem of the geometrical interface between RANS and LES. Another important
issue is the evaluation of an adjoint for a LES or hybrid model. The automatic
differentiation tools developed in the Tropics team can be of good help for this
developement. Target applications are of course error correction or mesh adaptation.

Error estimation The methods of analysis for a priori error estimates have
been extended from first-order hyperbolic models to elliptic and parabolic second
order ones. Many other models of physics can be addressed with our estimates,
for example MHD, etc. A posteriori estimates are closer to the error since they do
not restrict to the main asymptotic terms as a priori ones. New estimates could
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combine both a posteriori estimates and anisotropic a priori ones.

Mesh adaptation We have tackled and proposed some preliminary results
of our algorithm applied to laminar viscous flows, with, as theoretical support, the
a priori error estimator from Chapter 6. Further investigations on laminar flows
has to be done, in particular in the steady cases, before application to statistical
turbulence models (like one equation Spalart-Allmaras model) and then to hybrid
models. Secondly, regarding the transient fixed point, the mesh is frozen in time
sub-interval. After the advances in mesh deformation obtained during the thesis of
Geraldine Olivier [Olivier 2011], it would be interesting to develop a transient fixed
point in which the mesh deforms in the time sub-intervals. Third, we have proposed
several issues to include time in the metric definition, either when we consider a
single time interval or severals sub-intervals. Investigation of this metrics can be
considered in the future.
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Aérodynamique instationnaire et méthode adjointe

Resumeé: Cette thése contribue & la simulation numérique des écoulements d’un
fluide compressible modélisé par les équations de Euler et Navier-Stokes: étude d’un schéma
d’ordre élévé basé sur une matrice de masse, modélisation des écoulement turbulents
compressibles a trés haut Reynolds, développement des estimateurs et correcteurs d’erreurs
a posteriori et a priori, et adaptation de maillage anisotrope pour les fonctionnelles
d’observation. Concernant la prédiction des écoulements turbulents, on s’est intéressé aux
modeles hybrides de type RANS/LES comportant les nouveautés suivantes: traitement
des tourbillons de grande échelle utilisant la formulation VMS (Variational Multi-Scale)
et du RANS employé sur la paroi sur une distance imposée via une zone de protection
congue afin d’éviter le phénoméne assez commun apelé "grid induced model depletion".
Le niveau de viscosité du modéle VMS-LES est de plus controllé par un procédé de double
filtre dynamique. La seconde partie concerne l'adaptation de maillage anisotrope pour
mieux observer une fontionnelle d’observation. Les estimations a prior: sont réalises pour
le modéle des équations d’Euler et Navier-Stokes en instationnaire en 2D et 3D. A partir
de ces estimations on sait définir les maillages optimaux au cours du calcul instationnaire,
en fonction de 'état et de 1’état adjoint. Le systéme d’optimalité est discrétisé et résolu
a l'aide d’'une méthode de point fixe instationnaire global, comportant une stratégie de
stockage/recalcul pour le couplage état/ état adjoint. Des applications a la propagation
d’ondes de choc et d’ondes acoustiques sont présentées.

Mots-clés: écoulements compressibles, Navier-Stokes, modéles de turbulence, estima-
teur d’erreur, adjoint instationnaire, adaptation de maillage, anisotropie, fonctionelle

Unsteady Aerodynamics and Adjoint Method

Abstract: In this thesis, we first focused on error estimates for unsteady problems. We
have contributed to both a posteriori and a priori error estimators for unsteady inviscid
problems and viscous unsteady problems. For the first one, we have been interested on
linearized methods for reducing dissipation errors. Regarding the a priori errors, a new
estimator is proposed with application to viscous compressible flows. These a priori estima-
tors have been employed for goal-oriented anisotropic mesh adaptation problems, for both
FEuler and laminar Navier-Stokes flows, in a joint work with Gamma3 team We have devel-
opped a method to derive an optimal mesh to observe/improve a given output functional
in an unsteady context. The weights of the interpolation error are adjoint states in this
case. A new global fixed-point algorithm is proposed herein order to converge the couple
mesh /solution. We have applied this algorithm for blast wave problems and acoustics, for
both 2D and 3D cases.

Keywords: compressible flow, Navier-Stokes, turbulence models, error estimation, un-

steady adjoint, anisotropic mesh adaptation, functional
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