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ABSTRACT

The lattice Boltzmann method (LBM) is a powerful alternative paradigm in
computational fluid dynamics, based on a Boltzmann-type kinetic equation
on a discrete velocity set. While LBM has seen rapid developments in the
past three decades, its success has been mainly limited to a subclass of
incompressible flows, with applications ranging from turbulence to multi-
phase and multi-component flows, and has only partially succeeded in the
compressible high Mach number regime. In particular, conventional lattice
Boltzmann models for the simulation of fluid dynamics are restricted by
an error in the stress tensor that is negligible only for small flow velocity
and at a singular value of the temperature, thus preventing LBM from
going to higher velocities as well as incorporating temperature dynamics.
In this context, the aim of this thesis is to address this issue and develop
extended lattice Boltzmann models that enable high-fidelity simulations
of fundamental and engineering applications in thermal and compressible
regime.

Two extended compressible lattice Boltzmann models on standard lattices
are realized within the two-population framework by introducing appropri-
ate correction terms into the kinetic equations. It is shown that resulting
models restore the full Navier-Stokes—Fourier equations with adjustable
Prandtl number and adiabatic exponent in the hydrodynamic limit. The
operating range of models is then extended to supersonic flows involving
shock waves following two strategies, namely the use of shifted lattices and
upwind discretization of correction terms. The former, results in a wider
operating domain; however, comes at the price of losing the exact on-lattice
propagation. The latter, maintains the accuracy and simplicity of on-lattice
propagation, but is only applicable to moderately supersonic flows.

The model formulation is then extended to fully unstructured body-fitted
meshes for handling complex geometries. To that end, semi-Lagrangian
propagation is performed on a second-order finite element mesh. The model
is studied extensively for different benchmark simulations including sub-
sonic/supersonic flow over NACAoo12 airfoil and shock-vortex interaction
in Schardin’s problem.

The applicability of the extended compressible model is studied for the sim-
ulation of moving objects by employing the so-called Arbitrary Lagrangian-
Eulerian (ALE) technique. Important applications such as plunging/pitching
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airfoil with different amplitudes and frequencies are thoroughly investi-
gated.

Finally, the predictive capabilities of the newly developed model are demon-
strated by a thorough investigation of a compressible turbulent flow. Sim-
ulation of decaying of compressible homogeneous isotropic turbulence is
conducted and the results are compared with the direct numerical sim-
ulation (DNS) results. A good agreement in the statistics of mean and
fluctuating variables is observed and it is demonstrated that the present
model provides an accurate representation of compressible flows, even in
the presence of turbulence and shock waves.

To conclude, the promising results of the proposed models on standard lat-
tices with a minimal number of discrete speeds, open interesting prospects
towards the numerical simulation of more complex industrial applications
in compressible regime.
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ZUSAMMENFASSUNG

Die Gitter-Boltzmann-Methode (LBM) ist ein leistungsfdhiges alternatives
Paradigma in der numerischen Stromungsmechanik, das auf einer kineti-
schen Gleichung vom Boltzmann-Typ auf einem diskreten Geschwindig-
keitssatz basiert. Wahrend LBM in den letzten drei Jahrzehnten eine rasante
Entwicklung erlebt hat, beschriankte sich sein Erfolg hauptsédchlich auf eine
Unterklasse inkompressibler Stromungen mit Anwendungen, die von Tur-
bulenzen bis hin zu Mehrphasen- und Mehrkomponentenstromungen rei-
chen, und war nur teilweise erfolgreich bei der kompressiblen hohen Mach
Zahlenregime. Insbesondere konventionelle Gitter-Boltzmann-Modelle zur
Simulation der Stromungsdynamik werden durch einen nur bei kleinen Stro-
mungsgeschwindigkeiten und einem singuldren Temperaturwert vernach-
lassigbaren Fehler des Spannungstensors eingeschrankt und verhindern
so, dass LBM auf hohere Geschwindigkeiten sowie Temperaturdynamik
einbeziehen. In diesem Zusammenhang ist es das Ziel dieser Dissertation,
dieses Problem anzugehen und ein erweitertes Gitter-Boltzmann-Modell
zu entwickeln, das High-Fidelity-Simulationen von grundlegenden und
technischen Anwendungen in thermischen und kompressibles Regime.

Zwei erweiterte kompressible Gitter-Boltzmann-Modelle auf Standardgit-
tern werden innerhalb des Zwei-Populations-Frameworks realisiert, indem
entsprechende Korrekturterme in die kinetischen Gleichungen eingefiihrt
werden. Es wird gezeigt, dass die resultierenden Modelle die vollstandi-
gen Navier-Stokes-Fourier-Gleichungen mit einstellbarer Prandtl-Zahl und
adiabatischem Exponenten im hydrodynamischen Limes wiederherstel-
len. Der Arbeitsbereich der Modelle wird dann auf Uberschallstromungen
mit Stofswellen erweitert, wobei zwei Strategien verfolgt werden, namlich
die Verwendung von verschobenen Gittern und die Diskretisierung von
Korrekturtermen gegen den Wind. Ersteres fiihrt zu einem breiteren Be-
triebsbereich; Dies geht jedoch um den Preis, dass die genaue Ausbreitung
auf dem Gitter verloren geht. Letzteres behilt die Genauigkeit und Einfach-
heit der Ausbreitung auf dem Gitter bei, ist jedoch nur auf Strémungen mit
mégigem Uberschall anwendbar.

Die Modellformulierung wird dann auf vollstindig unstrukturierte kor-
perangepasste Netze zur Handhabung komplexer Geometrien erweitert. Zu
diesem Zweck wird eine semi-Lagrangesche Ausbreitung auf einem Finite-
Elemente-Netz zweiter Ordnung durchgefiihrt. Das Modell wird ausfiihr-
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lich fiir verschiedene Benchmark-Simulationen untersucht, einschliefSlich
Unterschall-/ Uberschallstrémung iiber NACAo0012-Profil und Stof3-Wirbel-
Interaktion im Schardin-Problem.

Die Anwendbarkeit des erweiterten kompressiblen Modells wird fiir die
Simulation bewegter Objekte untersucht, indem die sogenannte Arbitrary
Lagrangeian-Eulerian (ALE)-Technik verwendet wird. Wichtige Anwendun-
gen wie Tauch-/Pitching-Profile mit unterschiedlichen Amplituden und
Frequenzen werden eingehend untersucht.

Schliefilich werden die Vorhersagefahigkeiten des neu entwickelten Mo-
dells durch eine griindliche Untersuchung eines kompressiblen turbulenten
Problems demonstriert. Die Simulation des Zerfalls kompressibler homoge-
ner isotroper Turbulenzen wird betrachtet und die Ergebnisse werden mit
den Ergebnissen der direkten numerischen Simulation (DNS) verglichen.
Es wird eine gute Ubereinstimmung in der Statistik der mittleren und fluk-
tuierenden Variablen beobachtet und es wird gezeigt, dass das vorliegende
Modell eine genaue Darstellung kompressibler Stromungen liefert, selbst
in Gegenwart von Turbulenzen und Stofswellen.

Zusammenfassend erdffnen die vielversprechenden Ergebnisse der vor-
geschlagenen Modelle zu Standardgittern interessante Perspektiven fiir
die numerische Simulation komplexerer industrieller Anwendungen im
kompressiblen Bereich.
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INTRODUCTION

[In science] each paradigm will be shown to satisfy
more or less the criteria that it dictates for itself and to
fall short of a few of those dictated by its opponent!

— Thomas Kuhn

Fluids are everywhere. We are living in a world where applications re-
lated to fluid dynamics play a crucial role in important areas such as health,
energy, transportation, defense, etc. A classical model for description of
fluid dynamics is called the Navier-Stokes (NS) equations, for which no
analytical solutions are present except for very specific simple configura-
tions. Consequently, the study of fluid dynamics was mostly experimental
and theoretical until 1960s, when the rise of powerful computers made it
possible to carry out complex numerical simulations. This marks the begin-
ning of computational fluid dynamics (CFD) as a discipline which aims at
developing numerical algorithms capable of capturing flow physics with
good accuracy and efficiency. Ever since, CFD has been a complementary
tool in understanding the physics of fluid flows as well as in engineering
design [1].

Developing accurate and efficient numerical schemes, however, is not
an easy task due to non-linear nature of NS equations. Such challenges
are prominent in compressible flows with shock waves in the flow field.
Shock waves are sharp discontinuities of the flow properties across a thin
region with the thickness of the order of mean free path. Since in practical
simulations, it is impossible to use a grid size fine enough to resolve the
physical shock structure defined by the molecular viscosity, most numerical
schemes rely on some numerical dissipation to stabilize the simulation and
capture the shock over a few grid points [2, 3].

Another computational complexity emerges when the flow becomes
turbulent. Turbulence is of great importance in many flows of practical
interests and is characterized by the presence of a wide range of length and
time scales in the flow. One approach to turbulence is direct numerical sim-
ulation (DNS), which resolves all time and length scales in turbulent flows.
However, the severe computational cost limits this method to fundamental
applications with simple geometries. On the other hand, the Reynolds—
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Average-Navier-Stokes (RANS) is the approach most commonly used in
the industry, where turbulence models are used to mimic the effect of the
entire turbulence spectrum on the mean flow field. Large eddy simulation
(LES) is an alternative approach to DSN and RANS, which exploits the
universal behaviour of small scales in turbulent flows in order to reduce the
computational requirement of DNS. In LES, a low—dissipative flow solver is
typically used to resolve the large scales in the flow field, while a proper
subgrid model is employed to model the effect of small (subgrid) scales
on large scales. LES is now a promising tool for the simulation of realistic
flows in industrial scale.

Out of this context, the lattice Boltzmann method (LBM) emerged as an al-
ternative to conventional CFD solvers, with its first realization in 1988 [4, 5].
Historically, LBM developed independently from the Boltzmann equation,
through a method called the lattice gas automata (LGA) [6, 7]. LGA was a
particle based flow solver, where particles were allowed to move on discrete
lattices and collide locally. LBM was able to remove the statistical noise of
LGA, by replacing discrete particles with the so-called particle distribution
function. However, it was later shown that LBM can also be viewed as a
discretization of the Boltzmann equation at discrete velocities correspond to
the roots of the Hermite polynomials (Gauss-Hermite quadratures) [8-10].
Since its inception, LBM has been proved to be a viable and efficient tool
for the simulation of complex fluid flows [11-13] and has been applied
to a wide range of fluid dynamics problems including, but not limited to,
turbulence [14-22], multi-phase and multi-component flows [23-27], flows
in porous media [28-30], acoustics [31-33], magnetohydrodynamics [12,
34—36] and relativistic hydrodynamics [37-39]. The attractiveness of the
LBM over conventional CFD methods, lies in the simplicity and locality of
its underlying numerical algorithm, which can be summarized as "stream
populations f;(x,t) along the discrete velocities ¢; and equilibrate at the
nodes x". The simple streaming and collision algorithm of the standard LBM,
makes it a good candidate for parallel implementation and high perfor-
mance computing, as in each time step only the information of nearest
neighboring nodes is required. Furthermore, the kinetic nature of LBM,
opens the possibility of designing implicit turbulence models in under-
resolved scenarios, thus avoids the need of explicit turbulence models. As
such, LBM is now entering the mainstream engineering practice [40-43].

In spite of all these advantages of the LBM, it is well known that LBM on
standard lattices (D2Q9 in two dimensions and D3Q27 in three dimensions.
Here, the DdQn model refers to d dimension model with n discrete speeds)
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faces stiff challenges in dealing with high-speed flows [44] and its success
has been mainly limited to low-speed incompressible flow applications.
Development of LB models for compressible flows is a somewhat recent
effort. Multiple models have been proposed and employed in the literature
to extend the operating range of LBM to high-speed compressible flows.
Nevertheless, an accurate LB model on standard lattices capable of captur-
ing the complex physics of compressible flows involving shock waves is still
needed. This PhD thesis will address this issue with the aim of developing a
LB framework on standard lattices which enables high-fidelity simulations
of fundamental and engineering applications in thermal and compressible
regime.

1.1 OUTLINE OF THESIS

The present thesis is organized as follows:

* Chapter 2: Mathematical and physical foundations of the kinetic
theory of gases and the Boltzmann equation along with a detailed
derivation of the lattice Boltzmann method are presented. Then, an
overview over the existing compressible lattice Boltzmann models in
the literature is provided.

¢ Chapter 3: Two extended lattice Boltzmann models for compressible
flows on standard lattices are presented. Both models are based on the
idea of introducing correction terms into the kinetic equations within
the two—population framework. They are different in the implementa-
tion of correction terms as well as construction of the energy equilib-
rium distribution function. It is shown that both models are isotropic,
Galilean invariant and can recover the full Navier—Stokes—Fourier
equations with adjustable Prandtl number and adiabatic exponent in
the hydrodynamic limit. In the last part of the chapter, the benefits of
using the extended model in the incompressible iso-thermal regime is
briefly discussed.

* Chapter 4: Possibilities of extending the operating range of the models
developed in Chapter 3 to supersonic flows involving shock waves,
are investigated following two ideas. The first one is the concept of
the shifted lattices, which relies on formulating the kinetic equations
in a reference frame moving with a constant predefined velocity. The
second one is based on a proper discretization of spatial derivatives in
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the correction term in order to provide enough numerical dissipation
for removing nonphysical oscillations. Sound generation in shock-
vortex interaction is simulated for validation.

Chapter 5: The model formulation is extended to fully unstructured
body-fitted mesh over complex geometries using the semi-Lagrangian
propagation with a second-order accurate finite-element interpolation
to reconstruct solution at the grid points. This type of propagation not
only removes the restriction related to the regular lattice, but is less
dissipative compared to other off-LB schemes (such as finite-difference
or finite-volume LB schemes). Consistent boundary conditions based
on the Grad’s approximation is then implemented and the model
is tested and validated through simulation of different benchmarks,
including subsonic and supersonic flow over airfoil and shock-vortex
interaction in Schardin’s problem.

In the next step, we extend the applicability of the proposed model
for the simulation of moving objects. This is achieved by employing
the so-called Arbitrary Lagrangian-Eulerian method, which has the
advantage of handling moving and deforming objects with body-fitted
mesh. Interesting applications such as plunging/pitching airfoil with
different amplitudes and frequencies are thoroughly investigated.

Chapter 6: The accuracy and performance of the extended model in
dealing with compressible turbulent flows is investigated through
simulation of decaying of compressible homogeneous isotropic turbu-
lence. This challenging test-case can be considered as a rigorous test
for the validity of the present model, as it contains both compress-
ibility effects and shocks, as well as turbulent structures in the flow
field. Different scenarios with different turbulent Mach number and
Reynolds number are thoroughly investigated and it is demonstrated
that the model is able to accurately predict the relevant features of
compressible turbulent flows even at high turbulent Mach number,
where eddy-shocklets exist in the flow field and interact with turbu-
lence.

Chapter 7: Preliminary results of a new representation of the kinetic
theory named particles-on-demand (PonD) method are presented. The
distinctive feature of PonD is that the kinetic equations are formulated
in the local co-moving reference frame in which the local equilibria do
not depend on flow velocity and temperature. This makes the PonD a
suitable candidate for simulation of high-speed nonequilibrium flows,
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since there is no error proportional to fluid velocity in the equilibrium
moments. To demonstrate that, the classical shock structure problem
is considered and it is shown that PonD is able to resolve the structure
of shock wave with reasonable accuracy.






LATTICE KINETIC THEORY

The true logic of this world is in the calculus of
probabilities.
— James C. Maxwell

The aim of this chapter is, first, to provide basic mathematical and physi-
cal foundations of the kinetic theory of gases and the Boltzmann equation.
Interested readers are referred to Chapman & Cowling [45], Cercignani,
Mlner & Pulvirenti [46], Villani [47], and Grad [48] for a detailed discussion
on the Boltzmann equation. The chapter will then go by introducing the
essential components of the lattice Boltzmann method. Finally, the limita-
tions and challenges of LBM in the compressible regime is discussed and a
review of existing compressible LB models is given.

2.1 THE BOLTZMANN EQUATION

Kinetic theory deals with modeling of the systems (e.g., a gas) made up of
large number of particles. Since describing the dynamics of all individual
particles is a formidable task, kinetic theory is based on the concept of a
distribution function, i.e., large particle ensembles in terms of a phase space.
The phase space includes macroscopic variables (the position in physical
space) and also microscopic variables, which describe the “state” of the
particles [47]. That is why kinetic models are sometimes called mesoscopic
models, as they lie between microscopic models and macroscopic or contin-
uum models that describe a material with a finite number of macroscopic
quantities [49]. The whole goal of kinetic theory is, then, to find out the
equations, typically integro-differential equations, that govern the evolution
of the distribution function in time.

Suppose, we have a system of dilute gas with A/ particles, in thermal
equilibrium. The “state” of the particles can be described by specifying par-
ticles” position « = (x,y,z) and velocity ¢ = (cy, ¢, c;) at any given time .
The distribution function is denoted by f(x, ¢, t). Intuitively, f(z, ¢, t)dzdc
represents the number of particles within the infinitesimal control volume
of size dxdc (i.e., with position within the range « and @ + dx and velocity
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in the range ¢ and ¢ + dc), at time ¢. Consequently, the total number of
particles in the system can be computed as,

N = //f(:n,c,t)d:cdc. (2.1)

The distribution function f also allows us to express hydrodynamic quan-
tities as "moments" of the f. For example, the local density p, momentum
pu and energy pE are zeroth-, first— and second—order moments of the
distribution function, respectively,

p(z,t) :/f($,c,t)dc, (2.2)

ou(x,t) = /cf(:c, ¢, t)de, (2.3)
2

pE(z, t) = / %f(:r:, c, t)de. (2-4)

With the concept of the distribution function in hand, the task is to find the
time evolution of f, given the proper initial and boundary conditions.

We first consider the case with no interaction between particles, i.e., no
collision. The conservation of particles within the control volume dxdc
requires that,

f(z, ¢ t)dede = f(x + cdt,c + Fét, t + 5t)dxde, (2.5)

where F' is an external force acting on the particles per unit mass. Consider-
ing the limit of infinitesimal time interval, 6t — 0, we can write the Taylor
expansion of both sides,

oif(x,c,t)+¢c-Vaf(x,c,t)+F-Vef(x,ct)=0, (2.6)

where 0; = a%. This equation is sometimes called the linear Viasov equation
and describes the evolution of f under the action of the external force F'.

But the collision-less situation is far from the truth, as there certainly are
collisions and the equilibration itself occurs due to collisions. We, therefore,
re-write (2.6) as,

otf(z,c,t)+¢c - Vaf(x,c,t)+F-Vef(z,ct)=Q. (2.7)

where () is the collision operator and represents the net number of par-
ticles that leave/come into the control volume dxdc due to the collision.
Boltzmann derived the collision operator under the following assumptions:
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¢ Collisions are binary and elastic.

* The velocities of two particles that are about to collide are uncorrelated.
This assumption is also known as the molecular chaos assumption.

Without going into details, the collision operator can be written as an
integral over particle velocities,

o= [[[w (e dlener) [Fe)f(eh) - flef(e)] deadeides,  (28)

where W (¢}, ¢;|c1, ;) is a probability that a pair of particles with initial
velocity ¢; and ¢; changes its velocity to ¢} and ¢), due to the scattering
process. Consequently, it depends on the details about intermolecular forces.

Note that, without a loss of generality, we assume no external force (i.e.,
F = 0) in the remaining of this chapter.

2.1.1  Equilibrium distribution and local Maxwellian

If we take the distribution function f(z, ¢, t) and let it tend to infinity, then
we get the equilibrium distribution f*9(c). As such, we expect the equilib-
rium distribution to be independent of time and position (in case without
external force). Imposing these conditions on the Boltzmann equation (2.7)
implies that,

Q=0— fe2) fer) = fUch) fc)). (2.9)
If we take the natural log of both sides,
In f*4(c;) +1n f*9(ez) = In f9(c}) +In f%9(c)). (2.10)

This means that the log of equilibrium distribution is conserved during
the scattering process. Therefore, equilibrium should be some function of
conserved quantities (i.e., momentum and kinetic energy). This condition is
satisfied by a class of functions of the form,

£ = exp(X +&.c+ Ac?), (2.11)

where X, A and § are arbitrary constant scalars or vectors. There exist a
physically relevant solution based on the constraints on the conserved mo-
ments, known as the Maxwell-Boltzmann distribution or the local Maxwellian
distribution,

(D/2) Y
fe =p (smer) |-t G
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where D is the dimension of the physical space, m is the particles mass, T
is the local temperature and kg is the Boltzmann'’s constant.

2.1.2 H-Theorem

Boltzmann introduced a quantity H defined as,

H(f) = [ finfde, (2.13)

and proved the H-Theorem in 1872 which states that H always decreases
with time, i.e.,

% - /atf [1+Inf] <o0. (2.14)

This is one of the outstanding contributions of the Boltzmann to the statisti-
cal mechanics which provides a quantitative measure for the irreversibility
and extends the concept of entropy to nonequilibrium processes, where the
local entropy is defined as,

S(x,t) = —kgH(x,t). (2.15)

Using (2.14) one can also observe that the equilibrium distribution happens

dH _
when r =0.

2.1.3 BGK approximation of collision term

Given the complexity of the collision operator 2.8 in the Boltzmann equa-
tion, several approximations have been proposed. The most famous one
was proposed by Bhatnagar, Gross and Krook [50] in 1954 based on the
assumption that the main effect of the collision term is to bring the distri-
bution function closer to the equilibrium distribution (2.12) [51]. The BGK
collision term reads,

QPO = = (f1 - ), (2.16)

where 7 is called the relaxation rate and can be interpreted as a characteristic
time required for the relaxation towards the local Maxewellian. One can



2.1 THE BOLTZMANN EQUATION

also verify that the BGK operator satisfies the H-theorem and also exactly
conserves the mass, momentum and energy,

% /(feq ~ fde =0, (2.17)

= [ el - fae =0, (2.18)
C2

[ S pe=o. (2.19)

2.1.4 Kinetic simulation approaches

Kinetic theory based on the Boltzmann equation can perfectly describe
the dynamics of gas flows at all degrees of rarefaction. However, the high
dimensionality of the particle distribution function and complex structure
of the collision operator make use of the Boltzmann equation a non-trivial
task. Different approaches have been proposed to deal with the Boltzmann
equation. Two prominent examples are moment systems [see 52, 53] inspired
by the idea of Grad [48] and the direct simulation Monte Carlo method [54].

2.1.4.1 Grad’s moments method

One approach, first introduced by Grad [48], is based on deriving moment
systems of the Boltzmann equation (2.7),

Bt(/‘l’ a:ctdc)—i—v-(/c‘l’(c)f(:cctdc):(/Q‘I’ )

(2.20)

where ¥(c¢) is a vector of polynomial functions of the velocity space variable
c. For example, the original 13-moment equations of Grad, include a
coupled set of first-order partial differential equations for the evolution of
density, momentum, stress tensor and heat flux vector. However, higher-
order moments appear in the resulting system that need closure. The
non—closed moments are computed by expanding the particle distribution
functions in terms of Hermite polynomials. Following Grad’s idea, several
moment systems have been proposed in the literature, two prominent
examples are the regularized 13-moment equations (R13) [52, 55, 56] and
the maximum entropy closure [57]. Nevertheless, moment systems generally
suffer from the limited hyperbolicity and moreover, the implementation
of boundary conditions for higher-order moments (which lack physical

11
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intuition) is not a straightforward task [58]. For a comprehensive review of
moment methods see Torrilhon [53].

2.1.4.2 Direct simulation Monte Carlo

Another approach for dealing with the Boltzmann equation is the direct
simulation Monte Carlo (DSMC) method proposed by Bird [59], in which
stochastic particles mimic the dynamics of the Boltzmann equation by
undergoing propagation and collision steps. DSMC has been validated
and successfully applied to a wide range of complex rarefied flows and
it has been shown that its solution converges to that of the Boltzmann
equation [60] in the limit of infinite particles. DSMC, however, loses its
effectiveness in the low Mach number regime and also in flows near the
continuum regime, where large number of particles are needed and time
step size is restricted. The computational time of DSMC is, in general,
30 — 50 times more than that of solving the moment equations [61]. Recent
studies have partly addressed these issues [see 62—65].

2.1.4.3 Chapman-Enskog method

A famous approach to find a set of balance equations, for the hydrodynamic
variables, resulting from the Boltzmann equation is called the Chapmen-
Enskog method. This method was developed in 1917 by Enskog [66] and
Chapman [67]. In this method, the idea is to expand the distribution function
as a power series of a smallness parameter ¢,

F=fO04ef® 4272 4 (2.21)

and substitute the expansion into the Boltzmann equation to obtain the solu-
tions for different orders of e. Considering the equations up to € corresponds
to the linear constitutive relations of the Navier-Stokes—Fourier equations
for the stress tensor and heat flux vector. Using the Chapman-Enskog
method, one can also derive higher-order constitutive relations, where the
stress and heat flux are expressed in terms of higher-order gradients of
the flow velocity and temperature [68]. However, the resulting Burnett and
super-Burnett equations have been shown to be linearly unstable in both
space and time [69].

Given that the Chapman-Enskog method will be thoroughly discussed in
Chapter 3, it is not further detailed here.
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2.2 LATTICE BOLTZMANN METHOD

In the past decades, as an alternative kinetic approach, the lattice Boltz-
mann (LB) method has received considerable attention for computational
fluid dynamics and is now a versatile tool for simulation of complex fluid
flows. While historically LB developed independently from the Boltzmann
equation, it has been show that, LB models can be viewed as a discretization
of the Boltzmann equation at certain discrete velocities and the hierarchy
of LB models can be considered as a way to approximate the Boltzmann
equation [10] and thus, as an alternative to more standard approaches such
as moment systems or DSMC.

2.2.1  Velocity space discretization

In the LBM, the continuous velocity space is first discretized into a finite
number of velocity sets,

C={ci,c...,c0}, (2.22)

where Q is the total number of discrete velocities. A corresponding distri-
bution function (population) associated with each discrete velocity is then
defined as,

f=1{fAfo--- fo} (2.23)

The discretized Boltzmann equation with the BGK collision for each popu-
lation f; can be written as,

3ufi @, 1) + ;- Vfila, 1) = QPOK. (2.24)

The simplest choice of discrete velocities in one dimensionis C = {—1,0,+1},
which is known as the standard lattice. In a higher dimension D, the dis-

crete velocity set is constructed via tensor product of D copies of the

one-dimensional velocity set. This will result in a well-known D2Q9 lat-

tice in 2D and D3Q27 in 3D, which are most commonly used in the LB

community for incompressible flow simulations.

Higher-order velocity sets can also be systematically constructed. One
way to do that is through the roots of Hermite polynomials. In this method,
the velocity set is defined as nodes of the high—order Gauss-Hermite
quadrature [9]. Table 2.1 shows the discrete velocities (roots of Hermite
polynomials), weights of the Gauss—-Hermite quadrature W;, and also refer-
ence temperature T; (which will be defined later) of three different lattice

13
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models in one dimension, namely D1Q3, D10Q4 and D1Q5. The correspond-
ing models in two dimensions are D2Q9, D2Q16 and D225, respectively.

Quadrature Cin Wia
0 2/3
D1Q3 (T, =1/3
3 (T ) 1 1/6
D1Qy (T, = 1.81649658) +1 0.454124145231932
43.14626437 0.045875854768068
0 0.533337122831274
D1Qs5 (Tp, = 0.544144111) 41 0.222074600148481

+£2.10749103  0.011256838435882

TABLE 2.1: Roots of Hermite polynomials c;,, weights of the Gauss-Hermite
quadrature W, and lattice reference temperature Ty .

Another systematic approach for the construction of high—order lattices
for the LBM is based on the entropic construction which tries to approximate
the local Maxwellian on integer—valued discrete velocity sets [70].

2.2.2  Space-time discretization

After discretizing the velocity space, we integrate the discrete Boltzmann
equation (2.24) along the the characteristic lines (discrete velocity directions)
over the time step Jt,

fi(x + c;ot, t +6t) — fi (x,t) = t QBCK(x(¢),¢)at'. (2.25)

Integral of the collision term is evaluated using the second-order trape-
zoidal rule,

t+6t
/ QFCK( (1), )t = % (QFGK(:B, t) + QK (@ + ciot, t + 5t)) )
t

(2.26)
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which results in an implicit scheme. In order to remove the implicitness of
the scheme, the following transformations are applied,

fi=fi— %QIBGK, (2.27)

fl.eq = fl.eq, (2.28)
BGK _ 1 ed _ fi

= L (), o9

which leads to an explicit scheme, called the lattice Boltzmann BGK (LBGK)
equation,

Filx+ ot t+0t) — fi (z,1) = w (ffq - ﬁ) . (2.30)

Here, the left hand side is the shift operator representing propagation
(advection) of populations, and the right hand side is the collision, with the
new relaxation parameter w defined as,

ot

YT Tt

(2.31)
The flow variables can be computed as follows,
P = Zfz = Zfi/ (2.32)
1 1
pu =) cifi =) cifi (2.33)
1 1

Note that, the overbars on the re-defined discrete populations will be
omitted for the rest of the manuscript for the sake of simplicity.

2.2.3 Basic features of the standard LBM

It was shown that the LBM (2.30) can be derived by two consecutive dis-
cretizations of the Boltzmann equation. Here, we review some of the basic
features of the standard LBM:

* The lattice Boltzmann equation (2.30) describes the dynamics of the
populations f;(z, t) due to free streaming along the direction of dis-
crete velocities ¢; (which form a space-filling lattice) and equilibrate
at the nodes . This will result in the simple streaming and collision
algorithm of the LBM.
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¢ The streaming (propagation) is, then, simply the transfer of popula-
tions from node to node without loss of information [40]. This means
that on regular Cartesian meshes, the propagation is exact.

¢ While propagation is linear, all non-linearity lies on the right hand
side (collision) of (2.30), which is local in space. In other words, in the
LBM, the non-local propagation is linear, and the non-linear collision
is entirely local.

* While LBM has gained significant success in the incompressible
regime, it is commonly known that the finite number of discrete
particle velocities prevents LBM from going to high Mach number
flows. In the next section, some of the models proposed to extend
LBM to high-speed flows is reviewed.

2.2.4 Lattice Boltzmann models for compressible flows

While LBM is now a well-established tool for low—speed incompressible
flow simulations, development of LB models beyond that regime is a
somewhat recent effort. The restrictions of LBM comes from the geometry
of the discrete velocities, where the standard LBM velocities (D2Q9 in two
dimensions and D3Q19 or D3Q27 in three dimensions) yield a persistent
error in the fluid stress tensor, which breaks Galilean invariance and limits
the operation range of LBM to small flow velocities and a singular value of
the temperature, known as the lattice reference temperature. Only under these
conditions, the error in the stress tensor can be ignored. While one can cope
with this error in most incompressible flow applications [71, 72], it prevents
LBM from going to high-speed compressible flows as well as incorporating
temperature dynamics. In other words, the number of discrete velocities of
the standard lattices is too low to reproduce all the moments required for
obtaining the full compressible Navier-Stokes—Fourier (NSF) equations [73].
For this reason, development of LB models capable of simulating thermal
and compressible flows is still an open and active area of research.

Two general approaches have been proposed in the literature to address
this issue. One approach is to include more discrete velocities and use
the hierarchy of admissible high—order (or multi-speed) lattices [9, 70] to
ensure the Galilean invariance and temperature independence of the stress
tensor. Employing higher—order lattices result in adequately representing
all the moments pertinent to the recovery of the full NSF equations. Many
of the high-order models, however, are based on the Eulerian discretization
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of the discrete Boltzmann equation (2.24) using standard schemes such as
finite—difference or finite-volume schemes, see e.g. the models by Alexan-
der, Chen & Sterling [74], Kataoka & Tsutahara [75], Li et al. [76], Watari
[77] and Lin & Luo [78]. Thus, one of the most important advantages of
LBM, the exact space discretization of propagation step on lattice nodes,
is completely lost with those methods. Recently, a high-order on-lattice
entropic LB model has been proposed by Frapolli, Chikatamarla & Kar-
lin [79], which successfully covers a wide range of fluid flows, from low
Mach weakly compressible [80] to transonic and supersonic regimes [81]
with shock waves. However, high-order lattices increase computational
cost significantly, which quickly becomes prohibitive for three-dimensional
simulations. Furthermore, a limited temperature range is another restriction
of high—order lattices [82].

Another approach for extension of LBM beyond its classical operation

domain, maintains the simplicity and efficiency of the standard lattices
and introduces correction terms in order to remove the aforementioned
spurious terms in the stress tensor [83, 84]. Due to intrinsic non—-uniqueness
of the correction term, different implementations exist in the literature, all
recover the same equations in the hydrodynamic limit [85-87]. See Hosseini,
Darabiha & Thévenin [88] for a detailed review of different implementa-
tions. Besides correction term, to fully recover the NSF equations, one also
needs to incorporate the energy equation. For doing that different models
have been proposed in the literature which, in general, can be categorized
into two main groups: hybrid and two-population methods.
Hybrid methods [89—92] rely on solving the total energy/entropy equa-
tion using conventional numerical schemes like finite-difference or finite—
volume. Furthermore, multi-relaxation time collision operators, such as the
hybrid regularized recursive model, are required to achieve high subsonic
and supersonic regimes [92]. The majority of hybrid LB schemes also suffer
from lack of energy conservation, as the energy equation is solved in a
non—conservative form [93], and resolving this issue is still an on—going
research [93—95]. In the two—population approach [85, 87, 96, 97], however,
another population is used for the conservation of total energy. The latter,
thus, provides a fully conservative and unified kinetic framework for the
compressible flows. Earlier models [85, 96, 97] within the two—population
framework on standard lattices, however, were limited to low—Mach thermal
applications.

Given the previously mentioned advantages of the two—population ap-
proach, the goal of this project was to extend it to high-speed flows so that
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it can capture the complex physics of compressible flows involving shock
waves. By sticking to standard lattices and keeping the number of discrete
speeds to a minimal, the resulting model substantially increases computa-
tional efficiency and makes high-fidelity simulations of compressible flows
feasible.



EXTENDED LATTICE BOLTZMANN MODELS FOR
COMPRESSIBLE FLOWS

Everything should be made as simple as possible, but
no simpler.
— Albert Einstein

3.1 INTRODUCTION

The development of accurate and efficient numerical methods for the sim-
ulation of compressible fluid flows remains a highly active research field
in computational fluid dynamics, and is of great importance to many nat-
ural phenomena and engineering applications. Compressibility is usually
measured by the Mach number, Ma = u/cs, defined as the ratio of the
flow velocity to the speed of sound and is mainly characterized by the
importance of density and temperature variations and a dilatational veloc-
ity component. Furthermore, the presence of shock waves in compressible
flows imposes severe challenges for an accurate numerical simulation.

As discussed in the previous chapter, while LBM on standard lattices
recovers the Navier-Stokes equations in the hydrodynamic limit, there exist
Galilean non-invariant error terms in the stress tensor which are negligible
only in the limit of vanishing velocities and at a singular lattice temperature.
This prevents LBM from going to higher velocities as well as incorporating
temperature dynamics.

The extension of LBM beyond its classical operation domain has been
so far addressed with different techniques. Introducing lattices with more
velocities (high—order or multi-speed lattices) [98] is one technique, which
has been shown to be successful in simulating compressible flows to some
extent, but comes at the price of significantly increase of computational cost
and a limited temperature range [98].

Another approach is based on introducing correction terms in the ki-
netic equations, which are designed to eliminate the error terms in the
momentum equations resulting from the constraints of the standard lat-
tices. Starting from the work of Prasianakis & Karlin [83], this approach
has received considerable attention in recent years, as it maintains the
simplicity and efficiency of the standard lattices. Furthermore, simulation
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of compressible flows with the LBM also requires the incorporation of
the temperature dynamics in some way. Energy equation can be solved
directly using conventional numerical schemes [89—92]. However, a kinet-
ically consistent approach is to employ additional set of populations for
the conservation of total energy [85, 87, 96, 97]. Earlier models [85, 96, 97]
within the two-population framework on standard lattices were limited to
low-Mach thermal applications.

In this chapter, we follow this strategy and propose two different re-
alizations of the extended LB model that deal with compressible flows
on standard lattices. Both models are based on the two-population frame-
work, where the conservation laws are split between the two sets. A set
of f-populations f; represents mass and momentum while another set of
g-populations g; is earmarked for the energy conservation. The models
are different in the construction of correction terms as well as the energy
equilibrium distribution function, as shall be described below.

3.2 KINETIC EQUATIONS

In the two-population approach, f; are populations responsible for the
mass and momentum conservation and g; are used for the energy conser-
vation. Following Karlin, Sichau & Chikatamarla [97], we consider a single
relaxation time lattice Bhatnagar-Gross—Krook (LBGK) equations for the
f-populations and a quasi-equilibrium LBM equation for the g-populations,
corresponding to discrete velocities ¢;, wherei =0,...,Q — 1,

fi(x + ¢;ot, t + 6t) — fi(z, t) w(fl.eq —fi), (3.1)
gi(T +ciot, t +6t) — gi(a,t) = wi (g — &) +(w—w1)(g—gF). (3:2)

The equilibrium fl?q, g?q and the quasi-equilibrium g7 satisfy the local
conservation laws for the density p, momentum pu and energy pE,

Q-1 Q-1
p=Y.fit=) fi (3.3)
i=0 i=0
Q-1 Q-1
pu=Y cfil=Y cf;, (3-4)
i=0 i=0

Q1 - Qi 0-1
PE= Y gl=Y ¢ =) g (3.5)
i=0 i=0 i=0
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We consider a general caloric equation of state of ideal gas. Without loss of
generality, the reference temperature is set at T = 0 and the internal energy
at unit density, U, is written as,

T
u— /O Co(T)dT, (3.6)

where T is the temperature and C,(T) is the mass-based specific heat at
constant volume. The energy at unit density E is,

2

u

The relaxation parameters w and w; are related to viscosity and thermal
conductivity, as it will be shown below.

3.2.1  Moment requirements

In order for the system (3.1), (3.2) to recover the NSF equations, equilibrium
population fl.eq is required to reproduce the pertinent moments of the
Maxwell-Boltzmann (MB) equilibrium distribution,

—(c—u)?
£1 = p(2rRT) P/~ (8)
computed as,
c—u 2
F%E = p(ZnRT)_% /cic;”c’zie_( T de, (3.9)

where [, m and n are integer numbers correspond to linearly independent
moments. In three dimensions (D = 3), these moments can be written
compactly as,

Fl

Imn

= Oi@;"@fp, (3.10)

where operators O, (¢ = x,¥,z) acting on any smooth function A(p,u, T)
are defined as [97],

O.A = RT A

s + uy A. (3.11)

In particular, the equilibrium pressure tensor PMB and the third-order
equilibrium tensor QMB computed using (3.10) as,

PMB / c® ef*lde = PI + pu®u, (3.12)

QMB = /c®c®cfeqdc: sym(PI®@u) 4+ pu®@u® u, (3.13)
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are pertinent to the analysis of hydrodynamic limit. Here, P = pRT is the
pressure, sym(. .. ) denotes symmetrization and I is the unit tensor.

Moving now onto the energy populations. The moments of the Maxwell-
Boltzmann energy distribution function,

(c—u)?

2
GMB — p(ZNRT)_% / c! xCy €% (Cze_ 2RT )dc. (3.14)

can similarly be written in a compact form using the operator (3.11) as
follows,

Glmn = POioyO?EMB/ (3-15)
where the generating function EMP is the energy of the ideal monatomic
gas at unit density (three translational degrees of freedom, C, = (3/2)R),

3 u?

MB _ ° u-
EV® = 2RT+ 7 (3.16)
Next, we extend the Maxwell-Boltzmann energy moments (3.15) to a general
caloric ideal gas equation of state (3.7). This amounts to replacing the

generating function (3.16) with the energy (3.7),

Gy = POLOJOLE. (317)
Among the higher-order moments (3.17), we recognize those pertinent to
the hydrodynamic limit of the energy equation to be analyzed below. These
are the equilibrium energy flux gMP and the flux of the energy flux tensor
RMB,

2

u
"’ = (H+ 7)9% (3.18)
RMB— (g1 5 )PMB +Pu®u, (3.19)
Here H is the specific enthalpy,
T
H= / C,(T)dT, (3.20)
0

while Cy, is the specific heat at constant pressure, satisfying Mayer’s relation,
Cp,—C,=R
p v
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Finally, similarly to [97], the quasi-equilibrium populations g; are needed
for adjusting the Prandtl number of the model. To that end, the quasi-
equilibrium g7 differs from gfq by the non-equilibrium energy flux only,

q* _ qeq —|—u(P— PMB +q*, corr), (3_21)

with P being the pressure tensor,

P = /c®cfdc, (3.22)

and g* " is an additional term required for consistency of the viscous

heat dissipation and will be specified below.

3.2.2  Discrete velocities, factorization and anomaly of the standard lattices

We consider the D3(Q27 set of three-dimensional discrete velocities ¢;, where
D = 3 is the space dimension and Q = 27 is the number of discrete speeds,

ci = (Cix, Ciys ¢iz), ¢ix € {—1,0,1},i=0,...,26. (3.23)

Below, we follow Karlin & Asinari [73] and consider a triplet of functions
in two variables ¢ and P,

TO(@/ P) =1-7P, (3-24)
Vi P)= 5 (E+P), G:25)
Y (6 P)= 5 (-5+P). (5.26)

For vector-parameters ({x, ¢y, &z) and (Pxx, Pyy, P2z), we consider a product
associated with the speeds c; (3.23),

Y =Y, (er Pxx)‘Fciy (Cy/ Pyy)TCiz (‘gz/ PZZ>- (3-27)

The moments of the product-form (3.27),
ix“iy“iz

26
Miun = 2 ey, (3.28)
i=0

are readily computed thanks to the factorization,

M = MigoMomoMoon, (3-29)
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where My = 1, and

Mo — Cx, [ odd (330)
100 Pxx, l even ’ 33
Sy, m odd
Pyy, m even
¢z, n odd
Moon = . .
00n { P.. neven (332)

The equilibrium f;? is defined by setting,

Co = Uy, (3-33)
na = RT +ug (3:34)

Substituting (3.33) and (3.34) into (3.27), we obtain,

F£9 = 0¥, (1x, PED) e, (1ty, P ¥, (12, PED). (3-35)

The factorization (3.29) implies that equilibrium (3.35) verifies the maxi-
mal number Q = 27 of the moment relations established by the Maxwell-
Boltzmann (MB) distribution,

chxcly 1Y =EM8 L m,n e {0,1,2}. (3.36)
However, the third-order moment tensor at the equilibrium (3.35),
Q% = Z c®c®efil=Q"+Q, (3-37)

contains an anisotropic deviation part Q = Q%1 — QMB in (3.37), where
only the diagonal elements are non-vanishing,

.38
0, otherwise. (-38)

. pus(1—3RT) —pu, ifa=p=1,
Qupy =

The origin of the diagonal anomaly (3.38) is the geometric constraint fea-
tured by the discrete speeds (3.23), cf’a = Cjy, for any i = 0,...,26. Put
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differently, the equilibrium pressure tensor (3.12) and the off-diagonal ele-
ments of the equilibrium third-order moments (3.13) are included in the set
of independent moments (3.36), hence they verify the Maxwell-Boltzmann
moment relations by the product-form. Contrary to that, the diagonal com-
ponents Quda are not among the set of moments (3.23), hence the anomaly.
A remedy, commonly employed in the conventional LBM for incompressible
flow simulations, is to minimize the spurious effects of the said anisotropy
by fixing the lattice reference temperature, RT; = 1/3 in order to eliminate
the linear term O(u,) in (3.38).

Thus, the use of the equilibrium (3.35) in the LBGK equation (3.1) imposes
a two-fold restriction: the temperature cannot be chosen differently from T},
while at the same time the flow velocity has to be maintained asymptotically
vanishing. While the equilibrium (3.35) can still be used for the thermal
LBM in the Bussinesq approximation [97], they make (3.35) insufficient for
a compressible flow setting.

The above considerations can be summarized as follows: Because of
the third-order moment anomaly (3.38), the LBGK equation (3.1) with the
product-form equilibrium (3.35) is restricted in several ways, namely:

* The temperature is restricted to a single value, the lattice reference
temperature Ty, = 1/3.

¢ The flow velocity has to be asymptotically vanishing.

In the next parts, we propose two different models that address the
restrictions mentioned above and extend the operating range of LBM to
compressible flows.

3.3 EXTENDED COMPRESSIBLE MODEL I

As we shall see below through the Chapman-Enskog analysis, the anomaly
in the diagonal third-order equilibrium moments (3.38) introduces spurious
error terms into the momentum equations of the form,

w

1 ~
Xy = *aﬁ [( ! - 2) a’yQaﬁ'y:| 5t2- (3-39)

In the extended model I, a non-local correction terms ¢; is directly intro-
duced into the f; kinetic equations (3.1) as a force term,

fi(x+ it t+6t) — fi(x, t) = w(fi" = fi) + ¢, (3.40)
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in order to remove those error terms. This implies the following condition,

-1
Y Ciapi = Xa, (3-41)

i=0

while all other linearly independent moments of ¢; are vanishing. For
example, in 2D, ¢; is

1 1 ~ 1 1 ~
4)1' = _Aixax |:(w - 2) axQxxx:| 5t2 - Aiyay |:<w - 2) aynyy] 5t2/

(3.42)
where A;; and A;, are computed using,
1 -
Ajy = Cix — Eciacir (3'43)
and for D2Q9 lattice model, we have
Po=¢5=¢6 =¢7 =¢s =0,
4)1 - _0~5ax {(% - %) axQxxx} 5t2/
¢2 = —0.5dy [(% - %) away} 52, (3-44)

3 = 0.50 [(% - %) axQxxx} 5t2/

ps =050, [ (L 1) 2,0 o2

In three dimensions (D3Q27 lattice),

1
A — 5Ciq, for clz =1,
in — X
0, otherwise.

Furthermore, the populations gfq, g; are constructed using the following
second—order polynomial form,

; Mg — MoTd,5)(cincig — T9,
Gi:Wi (MQ—FM“C“X +( ap 0 aﬁ)( intip aﬁ)) +¢i1

T T2 (3-45)
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G My M, Map
8" PE g'® RYP
g;k pE qQAB + uﬁ (P/xﬁ - PZ% + %aanm) R%B

TABLE 3.1: Moments needed for the computation of gfq and g7.

where W; are temperature-dependent weights,

Wi = Wcix Wciy Wciz ’

with
T
W= -
1= 5
Wo=1-T,
T
Woi = —
+1= 5y
and
lPi = BizXZlX/
(1-3T7)
Iy = ~——~
“ 2T
1, for sz =0,
By = —%|Cm|,forc$:1
0, otherwise.

(Muw — TMp), no summation

(3-46)

(3-47)
(3-48)

(3-49)

(3-50)

(3.51)

Other terms required for the computations are listed in Table 3.1. Note
that, summation convention is used in above equations. One can verify
that the energy equilibrium population gfq satisfies the pertinent moments
(3.18) and (3.19) required for recovering the correct energy equation in the

hydrodynamic limit.
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3.3.1 Hydrodynamic limit

In order to derive the hydrodynamic equations of model I, we perform the
Chapman-Enskog analysis for the kinetic equations (3.40) and (3.2). We
start by expanding the shifted populations to second order,

o2
|:5tDl + 2D1D1:| fl :(,()(fleq — fl)/ +¢l (352)
5t? eq
0tD; + —-DiDi| gi =wi(g;” — &)
+ (w—w1)(gt—g), (3.53)

where D; is the derivative along the characteristics,
Di=0dt+¢;-V. (3:54)

Now, we introduce a multi-scale expansion,

fi=FO 45tV 162, L 0(68), (3.55)
01 =" +otg)" + 091 +-0(6r), (356)
gi =8\ +atgl) + 6281 + 0(68%), (3-57)
g =gV +otg’W 45257 L 0(68), (3.58)
3 = oY + 50 + 0(s82), (3.59)

and substitute them into (3.52) and (3.53). Using the notation,
Dl-(l) = 351) +¢ -V, (3.60)

we obtain, from zeroth through second order in the time step dt, for the
f-populations,

;9= £, (3.61)
¢fo) =0, (3.62)
DV = —wf, (363)
9! =0, (3.64)

o0 1 wf )~ LDl

= —wf? +9, (5.65)
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and similarly for the g-populations,

(0) #(0) _ ,eq

& =& =& (3-66)
Dl.(l)gfo) = —wlgl.(l) —(w— wl)gf(l), (3.67)
A0+ 95l — G 5f) - Ll

With (3.61) and (3.66), the mass, momentum and energy conservation (3.3),
(3.4) and (3.5) imply the solvability conditions,

26 (k)

YV =0k=12.; (3.69)
i=0

26

Yoaf®=0k=12..; (3-70)
i=0

26 26

Ya=ye=0k=12... G7)
i=0 i=0

With the f-equilibrium (3.35) and the g-equilibrium (3.45), while taking
into account the solvability conditions (3.69), (3.70) and (3.71), and also
making use of the equilibrium pressure tensor (3.12), and the equilibrium
energy flux (3.18), the first-order kinetic equations (3.63) and (3.67) imply
the following first-order balance equations for the density, momentum and
energy,

ap= -V (pu), (372)
M (ou) = =V - (PI + pu @ u). (3.73)
AV (0E) = -V - g, (3.74)

Using (3.72) and (3.73), The first-order energy equation (3.74) can be written
in terms of the temperature as,

pCodVT = —pCou- VT — P(V - u). (3.75)

Thus, to first order, the LBM recovers the compressible Euler equations for
a generic ideal gas.
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Moreover, the first-order constitutive relation for the nonequilibrium
pressure tensor P s found from (3.63) as follows, using (3.12), (3.37),
(3.13) and (3.38),

—wPW) = VpMB L v . QMB L v .Q, (3.76)

where
Q-1
PO =Y coef. (3.77)
i=0

Using (3.72), (3.73) and (3.75), we find in (3.76),
3PV v . QWP = Z, (3.78)

where we have introduced a short-hand notation for the total stress, includ-
ing both the shear and the bulk contributions,

Z =P (Vu+ Vu' - %(V : u)1>

2 R
Pl=-—— ~u)I .
+ (3 Cy)(V u)l, (3.79)
and where (-)t denotes transposition. With (3.78) and (3.79), the nonequi-
librium pressure tensor (3.76) becomes,

1

p—_ =
w

Z — %V Q. (3.80)

A comment is in order. In (3.80), the first term is the conventional con-
tribution from both the shear and the bulk stress. The second term is
anomalous due to the diagonal anisotropy (3.38) and will be canceled out

by the counter-term 4)1(2), as we shall see below.
Similarly, the first-order constitutive relation for the nonequilibrium
energy flux q" is found from (3.67),

—w1qV = (0 — wy)g*V = aﬁ”qeq +V .- R*. (3.81)

Evaluating the right hand side of (3.81) with the help of the first-order
relations (3.72), (3.73) and (3.75), we obtain,

agl)qeq 1V R = PCPVT + (u . Z) . (3-82)



3.3 EXTENDED COMPRESSIBLE MODEL I

With (3.82), the nonequilibrium energy flux (3.81) becomes,

1 1 w—w
MH—__"p T— — (u-2Z)— ="+ )
q o PO VT = (w2) - — 2 —a (3.83)
The quasi-equilibrium energy flux ¢*(1) is evaluated according to (3.45) and
by taking into account the first-order constitutive relation for the pressure
tensor (3.80),

W)y (PO Lo . 5) = L.
q u <P +wV Q) w(u Z). (3.84)

We comment that the first term in the nonequilibrium energy flux (3.83) is a
precursor of the Fourier law of thermal conductivity while the second and
the third terms combine to the viscous heating contribution, as we shall see
it below. The quasi-equilibrium flux (3.84) is required for consistency of the
viscous heating with the prescribed Prandtl number [97].

With the first-order constitutive relations for the nonequilibrium fluxes

(3.80) and (3.83) in place, we proceed to the second-order approximation.

Applying the solvability condition (3.69) and (3.70) to the second-order
f-equation (3.65), we obtain,

agz)p =0, (3.85)
9P (pu) = -V - [(1 - %) P<1>} + Xciqb,«(z)- (3.86)

The second-order momentum equation (3.86) is transformed by virtue of
(3.80) to give,

o (pu) = -V - [— (1 - ;) Z - (1 - ;) v Q] + ;CKPZ‘(Z)- (3-87)

w w

Note that, the anomalous terms

1 1 ~
are canceled out by setting,
Zci(l)i(2) =X, (3.89)

and the final result (3.90),

oo =-v- |- (5-3) 2], (390)

w 2
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is isotropic.
Finally, applying solvability condition (3.71) to the second-order g-equation
(3.68), we find

3P (pE) = -V - {(1 - %) gV -~ _Zwl q*(l)} : (3.91)

Taking into account the first-order energy flux (3.83) and the quasi-equilibrium
energy flux (3.84), we obtain in (3.91),

9P (pE) = -V - [— (a; - ;) C,,PVT]

v [_ (; - ;) (u-Z):| . (3.92)

While the first term leads to the Fourier law, it is important to note that
the second term represents viscous heating consistent with the momentum
equation (3.90). The latter consistency is implied by the construction of
the quasi-equilibrium energy flux (3.84). This concludes the second-order
accurate analysis of the hydrodynamic limit of the LBM system (3.40) and
(3.2), and we proceed with a summary of the gas dynamics equations
thereby recovered.

3.3.2 Equations of gas dynamics

Combining the first- and second-order contributions to the density, the
momentum and the energy equation, (3.72) and (3.85), (3.73) and (3.90), and
(3.74) and (3.92), respectively, and using a notation, d; = aﬁ” + (5t8§2), we
arrive at the continuity, the flow and the energy equations of gas dynamics
as follows,

dp+ V- (ou) =0, (3.93)

ot(pu) + V- (pu®@u) +V-m =0, (3.94)

0t(pE) + V- (pEu)+V -q+ V- (7 -u) =0. (3.95)
Here, 7 is the pressure tensor

szI—y(S—g(V~u)I> —¢(V-u)l, (3.96)

with P the pressure of ideal gas,

P = pRT, (3-97)



3.3 EXTENDED COMPRESSIBLE MODEL I

with the strain rate tensor
S = Vu+ Vaul, (3-98)

and the dynamic viscosity y# and the bulk viscosity g,
1 1
p= (w - 2) pét, (3.99)

- (§ - 5) " (3.100)

The heat flux g in the energy equation (3.95) reads
qg=—«VT, (3.101)
with the thermal conductivity coefficient «,

K= (1 — ;) CpPét. (3.102)

w1
The Prandtl number due to (3.99) and (3.102) is,
_ Cpu _w (2 —w)

P , :
r p” 2—w) (3.103)
while the adiabatic exponent,
== ( )
= .10
v .’ 3.104

is defined by the choice of the caloric equations of state (3.6) and Mayer’s
relation, C, — C, = R. The mass, momentum and energy equations, (3.93),
(3.94) and (3.95) are the standard equations of the macroscopic gas dynam-
ics.

3.3.3 Summary of the extended model I

The kinetic equations for the momentum f and energy g populations
are [87]

fi(x + ¢;ot, t + 6t) — fi(z, t)
Qi(x + ¢t t + 0t) — gi(x, 1)

w(ff1 = fi) + ¢i,
w(g;T = &) + (w — w1) (871 = 7).
(3-105)
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The equilibrium population fl-eq is computed using (3.35) and the energy
equilibrium and quasi-equilibrium populations are computed with (3.45).
Furthermore, the relaxation parameters w and w; are related to dynamic
viscosity and thermal conductivity as follows,

1 1

U= (w - 2) Pét, (3.106)
1 1

K= (wl — 2) CpPét. (3.107)

3.3.4 Numerical validation

In this section, we shall asses the accuracy and performance of the proposed
LB model. In all simulations, the gas constant was set to R = 1, the time step
is 6t = 1 and the spatial derivatives in the correction term ¢; are evaluated
using a second-order central difference scheme.

3.3.4.1 Galilean invariance, isotropy and speed of sound

The first numerical experiment tests the Galilean invariance of the model
by measuring the kinematic viscosity v = u/p and thermal diffusivity
a = x/Cpp for the decay of a plane shear wave. For viscosity measurement,
the initial conditions of the flow are

p = po, Ux = agsin(2mty/Ly), uy = May/9T, (3.108)

where Ma = u/+/7T is the advection Mach number, v = 1.4, a9 = 0.001
is the amplitude and L, = 200 is number of nodes in the y direction,
po = 1 and T = 0.1. Periodic boundary conditions are applied in both
x and y directions. The numerical viscosity (vu,») is measured by fitting
an exponential to the time decay of maximum flow velocity uymax ~
e—vt(Zn/Ly)z_

In Fig. 3.1, measured viscosity is compared with the imposed viscosity at
different advection Mach numbers. It is evident that the measured viscosity
is in good agreement with the theoretical values, and is independent of
the frame velocity. However, in this special case, the diagonal anomaly
(3-38) is dormant and does not trigger any spurious effects because the
derivatives 9y Qxxy and 9, Q,, both vanish. Consequently, in order to trigger
the anisotropy of the deviation terms (3.38) and to show the necessity of
using the correction term, the shear wave is rotated by 7/4. The temperature
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FIGURE 3.1: Numerical measurement of the fluid viscosity for axis-aligned shear
wave setup at temperature T = 0.1 for different velocities.

is kept at T = 0.1. The viscosity measurement is shown in Fig. 3.2 for

different advection Mach numbers. It can be observed that the model lacks

Galilean invariance when using the product-form equilibrium (3.35) without

correction ¢;. However, once the correction term is included, the present

model recovers the imposed viscosity, independent of the frame velocity.
Similarly, for thermal diffusivity «, the initial conditions are

p = po +agsin(2my/Ly), uy = ug,uy = 0.0,T = poTo/p, (3.109)

and thermal diffusivity is measured through the time decay of temperature,

where advection Mach number and adiabatic exponent are defined as in
previous case. Simulation results are illustrated in Fig. 3.3 for two different
Prandtl numbers, where excellent agreement between theory and numerical
results can be observed up to Ma = 0.9. This demonstrates the Galilean
invariance for both the momentum and energy equations.

Finally, in order to validate temperature independence of the present
model, the speed of sound ¢; is measured and compared to the theoret-
ical value ¢s = /9T for different values of y in Fig. 3.4. A quasi-one-
dimensional setup is separated into two regions with a pressure difference
AP = 10~* at uniform temperature. Then, the speed of sound is measured
numerically by tracking the shock front of the propagated sound wave.
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FIGURE 3.2: Numerical measurement of the fluid viscosity for rotated shear wave
setup at temperature T = 0.1 for different velocities.

The Prandtl number is set to Pr = 0.71. From Fig. 3.4 it is evident that the
present model can correctly predict the speed of sound in a wide range of
temperatures.

3.3.4.2 Shock Tube

The setup for this problem is similar to that of sound speed measurement
and the initial conditions are as follows,
(0.5,0,0,0.2),x/Ly < 0.5,

(o, ux,uy, T) =
pr bty (2.0,0,0,0.025), x/ Ly > 0.5.

A 3000 x 5 grid was used with y = 0.025, and v = 2.0. Simulation results
for the density, temperature and pressure at time t = 1273, in lattice units,
are shown in Fig. 3.5. It can be observed that the present results are in
excellent agreement with the analytical solutions [99], apart from a minor
oscillatory pattern at the shock front, also present in other models [89].

(3.110)

3.3.4.3 Thermal Couette flow

The thermal Couette flow between two parallel plates is considered to test
the viscous heat dissipation. In this problem, the upper lid with higher
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FIGURE 3.3: Numerical measurement of the fluid thermal diffusivity for axis-
aligned shear wave setup at Prandtl numbers Pr = 0.5, Pr = 1.0.

temperature Ty is moving at a constant speed of 1, while the lower wall is
kept at rest with a temperature T¢. The analytical solution for the reduced
temperature can be written as,

T—Tc_l_i_PrEcy Y

where Ec = u}/(CpAT) is the Eckert number and AT = Ty — Tc. Pe-
riodic boundary conditions are applied in the horizontal direction and
the Tamm-Mott-Smith (TMS) boundary conditions, as described in [97],
are used for the top and bottom walls. The simulations are performed
at Ma = uy/+/yTc = 0.5 and with the following parameters: L, = 50,
Re = puoLy/y = 100, Tc = 1/3, v = 1.4. Figures 3.6 and 3.7 show the
temperature profile of thermal Couette flow, at different Eckert and Prandtl
numbers, respectively, which are in excellent agreement with the analytical
solution.

To show the effect of correction terms, the solutions obtained for Ec = 4.0
and Pr = 0.71 with and without correction terms are compared in Fig.
3.8, which demonstrates that correction terms have significant effect on
the viscous heating in this problem and that the present model with the
correction terms can recover the analytical solution with excellent accuracy.
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FIGURE 3.4: Numerical measurement of the speed of sound at three different
adiabatic exponents .

3.4 EXTENDED COMPRESSIBLE MODEL II

In the previous model, the anomalous term in the momentum equation
was canceled out at the level of second-order kinetic equations. That, in
turn, results in an expression for the correction term that contains the
second derivative of the deviation Q, see Eq. (3.39). Different from the
previous model, the spurious anisotropy effects can also be canceled out
by extending the equilibrium such that the third-order moment anomaly
is compensated in the hydrodynamic limit. Because the anomaly only
concerns the diagonal (unidirectional) elements of the third-order moments,
the cancellation can be achieved by redefining the diagonal elements of the
second-order moments. The advantage of this approach, as demonstrated
below, is that it requires only the computation of first derivative of Q, thus
provides a simpler formulation compared to model I. Another advantage,
which will be explored in Chapter 4, is that it can easily be extended to
supersonic flows by proper treatment of spatial derivatives in the correction
term.
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FIGURE 3.5: Shock tube simulation results after t = 1273 time steps. (a) Density,
(b) temperature and (c) pressure. Line: analytical solution; symbols:
present model.

In model II, the f; kinetic equations are modified using the extended
equilibrium f7,

filz + ¢idt,t +0t) — fi(w, 1) = w(ff — fi). (3-112)

As described below through the Chapman-Enskog expansion, in order to
cancel the errors, the diagonal elements Py must be extended as

2— -
7352 = ,fg + 6t () 0n Quac,s (3.113)

w
2ow
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FIGURE 3.6: Temperature profile for the thermal Couette flow at various Eck-
ert numbers and fixed Prandtl number Pr = 0.71. Lines: analytical
solution; symbols: present model.

where Quua is the diagonal element of the anomaly (3.38),
Quaa = pita(1 = 3RT) — pu. (3.114)

With (3.113) instead of (3.34), the extended equilibrium f is defined using
the product-form as before,

7= p¥e, (ux’PJ?;)TC[y(uy/ P;;)‘I[Ciz (uz, P2). (3-115)

The pressure tensor of the extended equilibrium is thus

P = P& 1§t (22;‘"> v.0. (3.116)

Model 1I, thus, provides a consistent and simpler formulation for canceling
the anisotrpoy effect of standard lattices.

The construction of g-equilibrium and g-quasi-equilibrium populations
is also improved in model II, by using the product-form formulation of
equilibrium which recovers all Maxwell-Boltzmann moments supported
by the stencil. This is achieved by considering the operator version of
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FIGURE 3.7: Temperature profile for the thermal Couette flow at various Prandtl
numbers and fixed Eckert number Ec = 4.0 . Lines: analytical solution;
symbols: present model.

the product-form (3.27) and defining parameters ¢, and P, as operator
symbols,

Co = Oy, (3.117)
Pon = 05- (3.118)
With the operators (3.117) and (3.118) substituted into the product form

(3.27), the equilibrium populations gfq are written using the generating
function (3.7),

g;eq =p¥e, (Ox, Oazc)‘Pciy (Oyr O;)"Pciz (O, OE)E- (3.119)

With (3.29), it is straightforward to see that the equilibrium (3.119) verifies
a subset of the equilibrium energy moments (3.17),

26
Y chclen gt =Gy, Lm,n € {0,1,2}. (3.120)
i=0

Thus, by construction, the g-equilibrium (3.119) recovers the maximal num-
ber Q = 27 of the energy moments (3.17), including the energy flux (3.18)
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F1Gure 3.8: Comparison of temperature profile for the thermal Couette flow with
and without correction terms at Ec = 4.0 and Pr = 0.71.

and the flux of the energy flux (3.19), as opposed to equilibrium for model
L

As before, the quasi-equilibrium g} differs from g;? by the non-equilibrium
energy flux only,

1 .
* gl + cl (q qeq)' 1fc12:1,

g = (3.121)

gi , otherwise.

Here g* is a specified quasi-equilibrium energy flux. Indeed, (3.121) and
(3.120) imply for I,m,n € {0,1,2},

T ifl=1,m=0,n=0
q;, ifl=0m=1,n=0
qz, ifl=0m=0,n=1

Glerz w otherwise.

Z CIXCIyClZgl = (3.122)
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While the above construction holds for any specified g*, the quasi-equilibrium
flux required for the consistent realization of the adjustable Prandtl number
by the LBM system (3.112) and (3.2) reads,

ot ~
q* :qeq+u. (P_Peq+2VQ> , (3123)
where P is the pressure tensor,
26
P =) ¢ ®cf; (3.124)
i=0

With all the elements of the LBM system (3.112) and (3.2) specified, we now
proceed with working out its hydrodynamic limit.

3.4.1  Hydrodynamic limit

Taylor expansion of the shift operator in (3.112) and (3.2) to second order
gives,

|:‘5tDi + (ZZDI'DZ} fi=w(f = fi), (3.125)

[&Di + ‘ZzD,'Dl} gi =wi (81— &)
+(w = w) (g = &i)- (3.126)

Introducing a multi-scale expansion,

fi= £ 1otV 4 622 1 0(s8), (3.127)
o = O st 152 1068, (3.128)
gi =g +otglV) + o125 + 0(68%), (3.129)
&= gj(o) + (Stg:f(l) + (Stzgj(z) +0(683), (3.130)

9 =0V +6t01? + 0(512), (3.131)
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substituting into (3.125) and (3.126), we obtain, from zeroth through second
order in the time step dt, for the f-populations,

£ = 5O =9, (3.132)
DIVAY = —w (£ = ), (3:133)
o £ e vV = S0 (£ - )

= _wfj(Z) + Wfiex(z), (3‘134)

and similarly for the g-populations,

g0 = g0 _ gea (3-135)
DVg" = —wng” — (w - w)g ", (3.136)
a£2)g§°> Yo ng ) _ %Dlgl)glgl) _ %Dfl)g;‘(l)

= gl — (@ —wn)g]®. 6157)

With (3.132) and (3.135), the mass, momentum and energy conservation
(3-3), (3.4) and (3.5) imply the solvability conditions,

26 26

Zfl.ex(k) = Zfi(k) =0,k=1,2...; (3.138)
i=0 i=0

26 26

YoeffW =Y e =0 k=12..; (3-139)
i=0 i=0

26 26

Zgj(k) = Zgl(k) =0,k=1,2,.... (3.140)
i=0 i=0

With the f-equilibrium (3.35) and the g-equilibrium (3.119), while taking
into account the solvability conditions (3.138), (3.139) and (3.140), and also
making use of the equilibrium pressure tensor (3.12), and the equilibrium
energy flux (3.18), the first-order kinetic equations (3.133) and (3.136) imply
the following first-order balance equations for the density, momentum and
energy,

o=V (ou), (3.141)
agl) (PU) =-V-(PI +pou® u). (3.142)
NV (0E) = —V - . (3.143)
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The first-order energy equation (3.143) can be recast into the temperature
equation by virtue of (3.141) and (3.142),

pCod\VT = —pCou- VT — P(V - u). (3.144)

Thus, to first order, the LBM recovers the compressible Euler equations for
a generic ideal gas.

Moreover, the first-order constitutive relation for the nonequilibrium
pressure tensor P is found from (3.133) as follows,

—wPW 4 P>V =3V pMB L ¢ . QMB | . (), (3.145)
where
b= o)
PV =Y coaf, (3-146)
i=0
0-1
P = ¥ e (3.147)
i=0

Using (3.141), (3.142) and (3.144), we find in (3.145),
oV PVE L v. Q' = Z, (3.149)

where we have introduced a short-hand notation for the total stress, includ-
ing both the shear and the bulk contributions,

Z =P (Vu +Vu' - %(V : u)I)

2 R
Pl=z—— ~u)I .
+ <3 Cy)(V u)l, (3-149)
and where (-) denotes transposition. With (3.148) and (3.149), the nonequi-
librium pressure tensor (3.145) becomes,

1

p) - _ =
w

Z — $V~Q+Pex(1). (3.150)

In (3.150), the first term is the conventional contribution from both the shear
and the bulk stress. The second term is anomalous due to the diagonal
anisotropy (3.38) while the third is the counter-term required to annihi-
late the spurious contribution in the next, second-order approximation.
According to (3.116),

2—w ~

p() — () v-Q. (3.151)

2w
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Similarly, the first-order constitutive relation for the nonequilibrium
energy flux q is found from (3.136),

~w1gV — (w —wy)g*V = agl)qeq + V- R, (3.152)

Evaluating the right hand side of (3.152) with the help of the first-order
relations (3.141), (3.142) and (3.144), we obtain,

Mg+ V. R = PC,VT + (u-Z). (3.153)
With (3.153), the nonequilibrium energy flux (3.152) becomes,

(1):_ipc VT—L L7y~ YT ()
q o PG o (B - —a (3.154)
The quasi-equilibrium energy flux g*(1) is evaluated according to (3.123) and
by taking into account the first-order constitutive relation for the pressure
tensor (3.150),

* 1 9 1
¢ = (p<1>+2v.Q> = (u2). (3.155)

The first term in the nonequilibrium energy flux (3.154) is a precursor of
the Fourier law of thermal conductivity while the second and the third
terms combine to the viscous heating contribution, as we shall see it below.
The quasi-equilibrium flux (3.155) is required for consistency of the viscous
heating with the prescribed Prandtl number [97].

With the first-order constitutive relations for the nonequilibrium fluxes
(3.150) and (3.154) in place, we proceed to the second-order approximation.
Applying the solvability condition (3.138) and (3.139) to the second-order
f-equation (3.134), we obtain,

852) (pu) = -V - [(1 — %) P + %Pex(l)} . (3.157)

9\

The second-order momentum equation (3.157) is transformed by virtue of
(3.150) and (3.151) to give,

9 (pu) = -V - [— (i} - ;) Z} . (3.158)

Note that, the anomalous terms cancel out and the result (3.158) is mani-
festly isotropic.
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Finally, applying solvability condition (3.140) to the second-order g-
equation (3.137), we find

w w—wi
9 (pE) = -V - {(1 - 71) ¢V - =5"q (1)] : (3-159)

Taking into account the first-order energy flux (3.154) and the quasi-
equilibrium energy flux (3.155), we obtain in (3.159),

9% (pE) = -V - [— <£l - ;) CpPVT}
-V { (i} - ;) (u- Z)] . (3.160)

While the first term leads to the Fourier law, it is important to note that
the second term represents viscous heating consistent with the momentum
equation (3.158). The latter consistency is implied by the construction of the
quasi-equilibrium energy flux (3.123) and (3.155). This concludes the second-
order accurate analysis of the hydrodynamic limit of the LBM system (3.112)
and (3.2), and we proceed with a summary of the gas dynamics equations
thereby recovered.

3.4.2 Equations of gas dynamics

By combining the first- and second-order contributions to the density, mo-
mentum and the energy equation, (3.141) and (3.156), (3.142) and (3.158),
and (3.143) and (3.160), respectively, we arrive at the continuity, the momen-
tum and the energy equations of gas dynamics as follows,

op+ V- (pu) =0, (3.161)
o(pu) + V- (pu®@u)+ V-7 =0, (3.162)
0t(pE) +V - (pEu)+V -q+ V- (m-u) =0, (3.163)

where 7 is the pressure tensor

2
w—PI—y(S—B(V-u)I> —¢(V-u)I, (3.164)
with P the pressure of ideal gas,

P = pRT, (3.165)
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with the strain rate tensor,
S =Vu+Vau', (3.166)

and the dynamic viscosity u and the bulk viscosity ¢,

1 1

— <w - 2) Pét, (3.167)
2 R

- (3 _ Q,) " (3.168)

The heat flux g in the energy equation (3.163) reads,
qg=—«xVT, (3.169)
with the thermal conductivity coefficient «,
1 1
K= (wl — 2) CpPot. (3.170)

The Prandtl number is,

Pr = =0 (3.171)

T= = (3-172)

is defined by the choice of the caloric equations of state (3.6) and Mayer’s
relation, C, — C, = R. The mass, momentum and energy equations, (3.161),
(3.162) and (3.163) are the standard equations of the macroscopic gas dy-
namics. We shall conclude the model development with a summary of the
key elements of the compressible extended LB model II.

3.4.3 Summary of the extended model II

The kinetic equations for the momentum f and energy g populations
are [100]

filx+ ciot, t +0t) — fi(z, t) = w(f> — fi),
gi(z +cidt, t+0t) — gi(m, t) = w1 (g7 — gi) + (w — wr) (g — gF).
(3-173)
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The extended equilibrium population f is computed using (3.115) and
the energy equilibrium and quasi-equilibrium populations are computed
with (3.119) and (3.121), respectively. The relaxation parameters w and w;
are related to dynamic viscosity and thermal conductivity as follows,

1 1

p= <w - 2) Pét, (3-174)
1 1

K= <wl — 2> CpPét. (3.175)

We shall proceed with the numerical validation of the compressible lattice
Boltzmann model II.

3.4.4 Numerical validation

Similar to previous model, the simulations here are performed with gas
constant R = 1, time step Jt = 1 and second-order central difference
evaluation of the spatial derivatives. The results of the Galilean invariance,
speed of sound and thermal Couette flow for this model are identical to
the previous one presented in Sec. (3.3.4), and are not shown here for the
sake of brevity.

3.4.4.1 Sod’s shock tube

Sod’s shock tube benchmark [101] is a classical Riemann problem, which
is often used to test capability of a compressible flow solver in capturing
shock waves, contact discontinuities and expansion fans. The initial flow
field is given by,

(1.0,0,0.15), x/Ly <05,

176
(0.125,0,0.015), x/Ly > 0.5, (3-176)

(0, x, P) = {

where L, = 600 is the number of grid points. Simulation results with

the viscosity u = 0.015 for the density and reduced velocity u* = u/\/Tj,

where T; is temperature on the left half of tube, at non-dimensional time

t* = t/T;/Ly = 0.2, are shown in Fig. 3.9. It can be seen that, apart from a
small oscillation, the results match the non-viscous exact solution well.
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Present

[e] Exact

0.8

02F

FIGURE 3.9: Density (left) and reduced velocity (right) profiles for Sod’s shock
tube simulation at non-dimensional time t* = 0.2. Symbols: present
model; line: exact solution.

3.4.5 Application of extended equilibrium to incompressible iso—thermal flows

The extended equilibrium introduced in the previous section can also be
beneficial in incompressible iso-thermal applications by turning-off the sec-
ond population and use a constant temperature instead. This would result
in a fully Galilean invariant kinetic model in the incompressible regime.
The resulting model extends LB models to simulations with higher values
of the flow velocity and can be used at temperatures that are higher than
the lattice reference temperature, which enhances computational efficiency
by decreasing the number of required time steps [102].

Furthermore, the extended equilibrium (3.115) can be extended to cases
with stretched (rectangular) lattices. Rectangular lattices may improve the
computational efficiency of the LBM by using a coarser mesh in the direction
of smaller gradients in the flow. Unlike other approaches of handling non-
uniform grids (e.g. Eulerian [103, 104] and semi-Lagrangian off-lattice LBM
[105-108] or grid refinement techniques [109, 110]), stretched lattices do
not require a substantial change in the standard LBM algorithm. Recent
works on the stretched LBM restore isotropy of the stress tensor by using
multi-relaxation time LBM models [111-113]. However, these approaches
do not address the flow velocity and temperature restrictions.

In this section, we show that the concept of extended equilibrium provides
a unified view on the three aspects of the Galilean invariance problem in
the LBM: the velocity range, the temperature range and grid stretching,
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which all stem from the same error, induced by constraints of the discrete
velocity set.

We begin with a brief review of kinetic equations. We consider the LBGK
equation for the populations f;, associated to the discrete velocities v; for
i=0,...,0-1,

filz +viot, t +6t) — fi(z, t) = w(f* = fi), (3.177)
where,
o-1 0-1
p=) =) fi (3.178)
i=0 i=0
0-1 0-1
pu =Y uf*=Y vfi (3-179)
i=0 i=0

The relaxation parameter w is related to the kinematic viscosity v,

1 1
=|—=—= | RTét .
v <w 2> , (3.180)

with T being the temperature and R is the gas constant.
With (3.23), we define the particles” velocities v; in a stretched cell as,

Vi = (AxciXI Ayciyr /\zciz)/ (3181)

where A, is the stretching factor in the direction «. To maintain on-lattice
propagation, the cell size is changed accordingly to dx, = A46t.
The (normalized, My = 1) moments M, are defined using the
convention,
I=-x, m—=yn—zImn=012..., (3.182)

and thus,
Q-1 ;
oMy = ¥ bl fr (3.183)
i=0

For convenience, we use a more specific notation for the first-order and the
diagonal second-order moments,

Moo = ux, Mo1o = uy, Moo = Uz, (3.184)
Mogo = Prx, Moo = Pyyr Mooz = Pzz. (3-185)
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As before, we essentially follow [73] and consider a class of factorized
populations. To that end, we define a triplet of functions in the three
variables, uy, Py, and Ay,

PD( o

Yo(ua, PaasAa) =1 — Az (3.186)
1 (uy Poa
Tl(u /7) /)\ )_<+ ), (3187)
ar Paws A AW A%
1 u P
¥o1(tte, Paas Aa) = 5 ( A—”‘ - A";”‘) : (3.188)
o o
For the vectors u, P, and \,
u = (MX/ u]// uZ)/ (3189)
P = (Pxx, Pyy, Pzz), (3.190)
A = ()\X/ )Ly/ )\Z)/ (3191)

we consider a product-form, associated with the discrete velocities v; (3.181),

Yi(u,P,A) H chm U, Paws Aar)- (3.192)
a=x,Y,z
The normalized moments of the product-form (3.192),
Mipn = Z szvzyvzz‘F (3.193)
are readily computed thanks to the factorization,
Mipmn = MiogoMomoMoon, (3.194)
where
Mooo =1, (3.195)
M ANy, Todd (3106)
100 = , 3-19
)Li_szx, l even
M A’ynfluy, m odd ( )
om0 = , 1
" /\;1_273W, m even 3197
M Ay, n odd (3.198)
pr— . .1
0on AZﬁZPZZ, n even 319
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For any stretching (3.191), the six-parametric family of normalized popula-
tions (3.192) is identified by the flow velocity (3.189) and the diagonal of the
pressure tensor at unit density (3.190), and was termed the unidirectional
quasi-equilibrium in Ref. [73]. We make use of the product-form (3.192)
to construct all pertinent populations, the equilibrium and the extended
equilibrium.

The equilibrium f;? is defined by setting Py (3.185) equal to the equilib-
rium diagonal element of the pressure tensor at unit density,

Pra = RT + ug. (3199)
Thus, we get
fieCl = p¥i(u, P9 N). (3.200)

With (3.193), we find the pressure tensor and the third-order moment tensor
at the equilibrium (3.200) as follows,

-1
Pl = Z v; ® ’vifieq = PMB, (3.201)
i=0
eq _ L= eqd _ AMB |, A
Q=) veveufil=Q"+Q. (3.202)
i=0

The isotropic parts, PMB and QMB, are the Maxwell-Boltzmann (MB) pres-
sure tensor and the third-order moment tensor, respectively,

PMB — pr 4 ou @ u, (3.203)
QMP = sym(PI®@ u) + pu®@ u ® u, (3.204)

where P = pRT is the pressure, sym(...) denotes symmetrization and I is
the unit tensor. The anisotropy of the equilibrium (3.200) manifests with the
deviation @ = Q°1 — QMB in (3.204), where only the diagonal elements are
non-vanishing,

(3-205)

0., — pua(A3 —3RT) —pu3, ifa=p=1,
“py 0, otherwise.

As before, the origin of the diagonal anomaly (3.38) is the geometric constraint,
v3 = A2v;,, which is imposed by the choice of the discrete speeds (3.23),

in
and was discussed in the case of the standard (unstretched) lattice with
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Ay = 1. A remedy in the latter case is to minimize spurious effects of
anisotropy by fixing the temperature T = Ty,

RT = % (3.206)
In other words, the anomalous term cannot be canceled, rather, by choosing
T = Tj, its effect can be ignored but only under the assumption of an
asymptotically small flow velocity. Moreover, for a quasi-incompressible
flow (Ma — 0, density variation Vp ~ Ma?, where Ma is a characteristic
Mach number), it is possible to further reduce the effect of the anomaly by
rescaling the relaxation parameter [44], see a discussion in Appendix A.1.

The extended equilibrium f£ is specified by using the product-form,

= p¥i(u, P, N), (3-207)

where the diagonal elements Py} for the extended equilibrium are chosen
as

2—w

P = Pua + 0t ( T

) aaertxm (3.208)
Note that, spatial derivative is evaluated using a second-order central
difference scheme.

In the next section, we shall assess the accuracy and performance of the
proposed incompressible LB model with extended equilibrium in a variety
of scenarios. First, with measure the numerical viscosity with both regular
and rectangular lattices in the simulation of a decaying shear wave. Second,
we validate the model for the complex case of decaying homogeneous
isotropic turbulence and show the effectiveness of using higher tempera-
tures in saving compute time. Third, we investigate the applicability of the
proposed model with stretched lattices in a periodic double shear layer flow,
in a laminar flow over a flat plate, and finally in the case of the turbulent
channel flow. In the simulations below, the gas constant was set to R =1,
the time step is 6t = 1 and Grad’s approximation, as proposed in [114], was
used for wall boundary conditions.

3.4.5.1 Decaying shear wave

Similar to the compressible case and in order to show the necessity of using
the extended equilibrium, the rotated shear wave is considered to trigger
the anisotropy of the deviation terms (3.205). The anisotropy is further
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FIGURE 3.10: Numerical measurement of viscosity for rotated setup at temperature
T = 1/3 for different velocities and stretching ratios. The exact
solution corresponds to vy /v = 1.

increased by conducting simulations on a stretched grid with A, = 2.
The temperature is at T = 1/3. The viscosity measurement is shown in
Fig. 3.10 for different advection Mach numbers and stretching factors. It
can be observed that the stretching factor Ay = 2 results in a significant
hyper-viscosity since the deviation (3.205) in this case amounts to a large
positive number. However, once the extended equilibrium (3.207) is used,
the present model recovers the imposed viscosity, independent of the frame
velocity and stretching factor.

3.4.5.2 Decaying homogeneous isotropic turbulence

In order to validate the model as a reliable method for the simulation of
complex flows and to show the application of using higher temperatures,
decaying homogeneous isotropic turbulence was considered. The initial
condition, in a box of the size L x L x L, was set at unit density and constant
temperature along with a divergence-free velocity field, which follows the
specified energy spectrum,

E(x) = Axte2(x/x0)?, (3.209)
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where « is the wave number, « is the wave number at which the spec-
trum peaks and A is the parameter that controls the initial kinetic energy
[115]. The initial velocity field is generated using a kinematic simulation as
proposed in [116]. The turbulent Mach number is defined as,

Ma; = o (3.210)
S

where ¢; = /T is the speed of sound. The Reynolds number is based on
the Taylor microscale,

)
A2 = s (3.211)
(axux)z
and is given by
Rep = pur:s/\l (3.212)

where uyms = vVu - u/3 is the root mean square (rms) of the velocity and
overbar denotes the volume average over the entire computational domain.

Simulations were performed at Ma; = 0.1, Rep = 72, k9 = 167t/L, at
two different temperatures, T = 1/3 and T = 0.55, and with L = 256 grid
points. Fig. 3.11 shows a snapshot of the velocity magnitude /u - u at time
t* =t/1t = 1.0, where T = Lj/umg is the eddy turnover time, which is
defined based on the initial rms of the velocity and the integral length scale
L I = \/E / KQ.

To quantitatively assess the accuracy of the model at different tempera-
tures, the time evolution of the turbulent kinetic energy,

3
K= Eu%ms, (3.213)

normalized with its initial value (Kp), and of the Taylor microscale Reynolds
number are compared in Fig. 3.12 and Fig. 3.13 with results from direct
numerical simulations (DNS) [115]. It is apparent that the two working
temperatures yields almost identical results that agree well with the DNS
simulation. This indicates that the correction terms do not degrade the
accuracy of the model at higher temperatures, even though the magnitude
of error term (3.205) is higher due to amplification of the linear term.

The immediate advantage of using the present model at a temperature
higher than the lattice temperature Ty = 1/3 is that it effectively increases
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0.09179

= 0.04603
0.0002562

FIGURE 3.11: Velocity magnitude in lattice units for the decaying homogeneous
isotropic turbulence at Ma; = 0.1, Rey = 72 and t* = 1.0 with
temperature T = 0.55.
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FIGURE 3.12: Time evolution of the turbulent kinetic energy for decaying isotropic
turbulence at Ma; = 0.1, Rey = 72. Lines: present model; symbol:
DNS [115].
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FIGURE 3.13: Time evolution of the Taylor microscale Reynolds number for de-
caying isotropic turbulence at Ma; = 0.1, Rep = 72. Lines: present
model; symbol: DNS [115]

the characteristic velocity (here i, 0) and therefore the time step by a factor
of /T/Ty. A larger time step is equivalent to fewer number of time steps.
The present model, therefore, speeds up the simulation by a factor of /T /Ty
compared to the conventional LBM, which can operate only at the lattice
temperature T; . Furthermore, this speedup strategy can be used for both
steady and unsteady flows. This is in contrast to the preconditioned LBM
[117], which works by altering the effective Mach number and therefore
reduces the disparity between the speeds of the acoustic wave propagation
and the waves propagating with the fluid velocity, cf. [117]. This makes
preconditioned LBM restricted to steady state applications. In contrast,
the present model enables us to increase the speed of sound without
changing the Mach number. This increases the effective time step of the
solver. Therefore, the present model increases the computational efficiency
by decreasing the number of required time steps. Note that, the theoretical
temperature range of the model (like any other models based on the D1Q3
lattice) is 0 < T < 1, beyond that the populations become negative and the
model is unstable. Therefore, while small temperature is possible but not
beneficial, large temperature greater than 1 is out of the stability domain.
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3.4.5.3 Periodic double shear layer

The next validation case to test the accuracy of the proposed model with
the stretched lattice is the periodic double shear layer flow with the initial
condition,

_ Juptanh(a(y/L—0.25)), y<L/2, (3.214)
ug tanh(a(0.75—-y/L)), y>1L/2,
uy = dugsin(27t(x/L +0.25)), (3.215)

where L is the domain length in both x and y directions, uy = 0.1 is
characteristic velocity, § = 0.05 is a perturbation of the y-velocity and
« = 80 controls the width of the shear layer. The Reynolds number is set
to Re = ugL/v = 10* and the temperature is T = 1/3. Fig. 3.14 shows

FIGURE 3.14: Vorticity field for double shear layer flow at t* = 1 with regular
lattice (left) and stretched lattice (right). Vorticity magnitude is nor-
malized by its maximum value.

the vorticity field at non-dimensional time t* = tuy/L = 1 using the
conventional square lattice Ay = Ay, = 1 and the rectangular lattice with
Ay =2, Ay = 1. Both lattice models perform qualitatively same.

To quantify the effect of stretching on the accuracy, the time evolution of

— 2
the mean kinetic energy and of the mean enstrophy Q) = w?/ %, with w the
vorticity magnitude, are compared in Fig. 3.15. The results show only minor
discrepancies, which indicates the validity of the model also on stretched

meshes.

3.4.5.4 Laminar boundary layer over a flat plate

The next test case validates our model for wall-bounded flows with rect-
angular lattice. We consider the laminar flow over a flat plate with an
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FIGURE 3.15: Evolution of kinetic energy (left) and enstrophy (right) for double
shear layer flow at Re = 10%.

incoming Mach number Mac = oo/ v/Teo = 0.1, temperature Too = 1/3
and Reynolds number Re = pooticoL/ 1t = 4000, where L is the length of flat
plate. Since the flow gradients in the transverse y-direction are much larger
compared to the gradients in the streamwise x-direction, the mesh can be
stretched in x-direction without significantly affecting the accuracy of the
results. The computational domain was set to [Ly x Ly] = [200 x 200] and a
rectangular lattice with A, = 2 was used. The flat plate starts at a distance
of Ly /4 from the inlet and symmetry boundary conditions were imposed at
0 < x < L,/4. In Fig. 3.16, the horizontal velocity profile at the end of the
plate is compared with the results of a regular lattice and with the Blasius
similarity solution, where 7 is the dimensionless coordinate [118],

= —. 216
1= " (3.216)
It can be seen that results for the regular and the rectangular lattice nearly
coincide and agree well with the Blasius solution. Thus, the model achieves
accurate results with half of grid points compared to the regular lattice.
Furthermore, the distribution of skin friction coefficient over the plate,

Twall
1 7
Epmugo

cf = (3.217)
with the wall shear stress T, = y(%)y:o, is shown in Fig. 3.17 in com-

parison with the analytical solution ¢ £ =0.664 /+/Rey, where Rey = ueox/v
[118]. Also here, the results of the model with the regular and the stretched
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(400x200) (. =1)
(200%200) (A, =2)

0 P TEIN RTRRRRI SR N 1
0 0.2 0.4 0.6 0.8 1

u/Ux.

F1GURE 3.16: Comparison of the velocity profile at x = Ly for flow over a flat plate
at different stretching ratios. Lines: present model; symbols: Blasius
solution.

velocities are almost identical and in good agreement with the analytical
solution.

3.4.5.5 Turbulent channel flow

In the final test case, we assess the accuracy and performance of the incom-
pressible extended LBM for the turbulent flow in a rectangular channel, for
which many numerical [119-121] and experimental [122, 123] results are
available. The channel geometry was chosen as [5.6H x 2H x 2H], where
H is the channel half-width. The friction Reynolds number,

Re; = ' (3.218)
based on the friction velocity u: = /7w /p, was set to Re; = 180. The initial
friction velocity was estimated by

Uo

U = —-———r,
’ %InReT +5.5

(3.219)

where K = 0.41 is the von Karméan constant and uy = 0.1 is the mean
center-line velocity. Periodic boundary conditions were imposed in the
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FIGURE 3.17: Comparison of the skin friction coefficient for flow over a flat plate at
different stretching ratio. Lines: present model; symbols: analytical
solution.

streamwise x-direction and the spanwise z-direction. The flow was driven
by a constant body force in the x-direction,

g = Re%vz/He’. (3.220)

In order to accelerate the transition to turbulence, a non-uniform divergence-
free forcing field as proposed in [124] was added to the flow for some period
of time, until t* = tH/u, = 5.

Similar to the previous test case, grid stretching in x-direction with
Ax = 1.4 was used in order to reduce the number of grid points in that
direction while the temperature was set to T = 0.55, same as in Sec. 3.4.5.2.
A snapshot of the velocity magnitude \/u - u is shown in Fig. 3.18. Quanti-
tatively, we compare the mean velocity profile with the DNS results of [120]
in Fig. 3.19. In wall units, the mean velocity is given by u™ = i1 /u, and the
spatial coordinate is y* = yu,/v. The statistics are collected after 30 eddy
turnover times, i.e., after t* = 30. It is apparent that the viscous sublayer
(yt < 5), the buffer layer (5 < y© < 30) and the log-law region (y+ > 30)
are captured well with our model and the mean velocity profile agrees well
with that of the DNS.
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FIGURE 3.18: Snapshot of the velocity magnitude in lattice units for turbulent
channel flow at Rer = 180 with A, = 1.4.
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FIGURE 3.19: Comparison of the mean velocity profile in a turbulent channel flow
at Rer = 180 with A, = 1.4.

For a more thorough analysis, we compare the root mean square of
the velocity fluctuations with the DNS data in Fig. 3.20. Here, 1y rms =
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FIGURE 3.20: Comparison of the rms of the velocity fluctuations in a turbulent
channel flow at Re; = 180 with A, = 1.4. Symbols: present model;
lines: DNS [120].

\/ uytty and Uyrms and uzrms are defined in a similar way. It can be seen
that the results are in excellent agreement with the DNS results [120].
This demonstrates that the LBGK model, also in the presence of a severe
anisotropy triggered by stretched velocities, can be used for the simulation
of high Reynolds number wall-bounded flows once the corrections are
incorporated with the extended equilibrium.

3.5 CONCLUSION

Two different realizations of extended lattice Boltzmann model for com-
pressible flows have been proposed. Extended model I removes the anoma-
lous term in the momentum equation at the level of second-order kinetic
equations. This results in a force term that contains second derivative of the
deviation.

Contrary to that, in extended model II, the spurious term is canceled out
at the level of first-order kinetic equations by redefining the equilibrium
(extended equilibrium) to correct the nonequilibrium pressure tensor. This
results in a simpler formulation compared to model I, that will be easily
extended to supersonic flows in the next chapter. Another modification in
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model II is the use of the product-form formulation of equilibrium for the
total energy population which recovers all Maxwell-Boltzmann moments
supported by the stencil. It was shown that both models are Galilean in-
variant and isotropic and recover the same equations in the hydrodynamic
limit.

Finally, the benefits of using the extended equilibrium in the incompressible
regime were discussed.
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EXTENSION TO SUPERSONIC FLOWS

4.1 INTRODUCTION

The compressible lattice Boltzmann models described in the previous chap-
ter can successfully simulate compressible flows in subsonic and transonic
regimes with Mach number range up to ~ 0.9. However, supersonic flows
involving shock waves are indispensable part of the compressible flows.
In this chapter, we tackle the problem of supersonic flows using two ap-
proaches. First, is the concept of the shifted lattices [125], a general approach
to increase the operating range of any LB model. With the shifted lattice,
the Mach number range can be increased up-to Ma = 2.5. Its drawback
when coupled with standard lattices, however, is loss of the exact space
discretization and the need for interpolation during the propagation step.

The second approach works by using the first-order upwind scheme for
the discretization of correction term as opposed to second—order central
scheme. This approach is only applicable to model II, and thus provides
a way to simulate moderately supersonic regime while maintaining the
simplicity and accuracy of the on-lattice propagation.

4.2 CONCEPT OF THE SHIFTED LATTICES

It is well known that, at higher flow speeds and at temperatures other
than the lattice temperature T; = 1/3, the magnitude of the deviations
(3.38) and consequently the correction terms become large, which leads
to instability of the model. However, operating range of the compressible
LB model can be extended to supersonic flows by applying the concept of
shifted lattices [125]. With shafted lattices the local equilibria, and hence
the corresponding deviations from the Maxwell-Boltzmann relations, are
written in a reference frame moving with a constant predefined velocity
U. Therefore, deviations in the equilibria (3.38) are minimized whenever
the flow velocity is around U. In other words, the operating range of the
model is shifted to a Mach number range of ~ 0.9 around the reference
frame velocity U.
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Here, we consider the case U = (U,0) (moving reference frame in x-
direction) and, therefore, the x-component of the discrete velocities becomes,

= cix + UL (4.1)

The local equilibria in a moving reference frame are computed assuming
that moments are invariant with respect to the reference frame, as was
recently suggested in [126]. Therefore, one can match Q linearly indepen-
dent moments of the equilibrium in the rest and moving reference frames.
For example, in 2D and for the f-populations, the matching conditions
read [126],

/
Z fi ey = Z fieiicry, (4-2)

where fl./eq is the equilibrium population in the moving reference frame and
m and n are integers corresponding to linearly independent moments. The
matching conditions (4.2) can be written in a matrix form as,

Mfed = M frea, (4.3)

where M and M’ are Q x Q matrix and equilibrium population in the
moving reference frame is then computed as, [126]

flfq — gfeq — M/_leeq, (44)

where G is the transfer matrix that maps equilibrium populations from the
rest reference frame to the moving reference frame (see Appendix A.2 for
the explicit form of G). The explicit form of the f-equilibrium in the moving
reference frame can be obtained by setting,

g{x = Uy — Uy, (4.5)
nat = RT 4 (it — Uy)% (4.6)

Substituting (4.5) and (4.6) into (3.27), we obtain,

£ = p¥e, (1, PI) e, (10}, Py (4.7)
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The equilibrium and quasi-equilibrium of the g-populations in the mov-
ing reference frame are computed in the same way. The final form in 2D
is

1
- i(1+T)+Myy2(2112—1—T), (4.8)
woou o1, o
Go0) = Mo (2 ‘72+2T—T>—Mx(u—2)(1—T)
1 1 )
Maxg (14 T) + My ; (202 +20U+T - 1), (4.9)
T 5 1 u*> T
1 1/1 T
— Mxle (1 — T) + Mxy/\ (U) + MWE <2 — Uz + 2> ’ (4.10)

T T? 1

G(U,/\) = M() <—4+2> +MXT (-2 +0'4)
M A U2+T-oU M 1 1-T
+ My Z( + —a) + Mg (1-T)

1 u2_ u 1-T7
2 2 4

1 u
+ Myy (0A4 - /\2) Myy2 c—+ ) , (4.11)

where 0, A = {+1, —1} and the two indices are identified with the compo-
nents of the discrete velocity vectors G(Cixrciy) and, thus, enumerate all nine
populations. The moments required for the computations are provided in

in Table 3.1.
In summary, the kinetic equations of model I, with shifted lattice can be

written as,
fi (x+ ot t+6t) — fi(z,t) = w(fi*— f]) + ¢i, (4.12)

gl (x+ ot t+0t) — gi' (1) = w(g* N — g') + (w1 — w) (8" — &)
(4.13)
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The conservation laws are,

Q-1
p=3 fi 2 £, (414)

i=0
Q71 / ! Q /€

pu=) cif'i= Z 7, (4.15)
i=0 i=0
Q-1 o

PE=) g\ Z g (4.16)
i=0

and equilibrium and quasi-equilibrium populations for f; g; are computed
using (4.7) and (4.8-4.11), respectively. The formulation of ¢; correction
terms do not change, with the note that the deviation Qqxxx should now be
computed in the moving reference frame,

Qs = 0 (u— U) (1~ 3RT) — p(u — U)’. (417)
4.2.1  Shock-vortex interaction

Sound generation by a vortex passing through a shock wave [127] is studied
to assess the performance and accuracy of the model I with shifted lattices
for supersonic flows involving shock. This problem consists of an isentropic
vortex, with vortex Mach number May, initially in the upstream shock
region, which is passed through a stationary shock wave at advection Mach
number Ma, = 1.2 with the left state (p, T, ux, uy); = (1,0.05,Mag+/9T;,0)
and Rankine-Hugoniot right state. The initial field with standing shock
(0o, Peo, 00, Uly,00) is perturbed with an isentropic vortex with radius 7,
centered at (xy, Yo) [127]

- 1/(r=1)
P = Poo {1 - rylea,%e(lrz)} , (4.18)
-1 170D
P =Ps [1 - %Ma%e(l 2>] , (4.19)
Uy = Uxoco T/ 'YTlMavwe(l_rz)/zr (4.20)
ty =ty — /7T Ma, L2072, (421)

where r = \/ (x — x0)* + (v — yv)z/ 7y is the reduced radius and the shock
is initially located at x5 = 8ry.
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We perform a simulation with Ma, = 1.2, Ma, = 0.25, where the
Reynolds number is set to Re = M = 800, ¢, is the speed of sound
upstream of the shock, and the Prandtl number is Pr = 0.75. The computa-
tional domain size is Ly x L, = 1680 x 1440, the vortex radius is r, = Ly /28
and the vortex center is at (xy,yy) = (675, Ly /2).

Shifted velocity U should be chosen in such a way that the operating
range of the model covers the Mach number range of the problem. For
example, shifted lattice with velocity U = 1 is not a good choice here,
as it corresponds to the shifted Mach number Magyifeq = U/VYT =
2.6. Therefore, a shifted lattice with velocity U = 0.5 (Maghifteq ~ 1.3) is
considered for this problem. However, in this case we do not have a space
filling lattice anymore and interpolation is required during the propagation
step to reconstruct populations at the grid points [126]:

k
fli(x,t) = ; Ls(x — xs) f'i(xs, ), (4.22)

where Ls are Lagrange polynomials using the collocation points x;,s =
1,...,k around point x and k = 3 (third-order accurate).

To quantify the accuracy of the computations, the distribution of ra-
dial sound pressure is plotted in Fig. 4.1 in comparison with the DNS
results [127]. The sound pressure is defined as, AP = (P — P;)/Ps;, where Ps
is the pressure behind the shock wave and is measured in the radial direc-
tion with the origin at the vortex center, at an angle 6 = —45° and at three
different non-dimensional times t* = 6,8, 10, where t* = tc;;/ry. Excellent
agreement is observed between the present model and the DNS [127]. Note
that the sound pressure is typically a small perturbation (around 1%) on top
of the hydrodynamic pressure. This shows that the present model with the
LBGK collision term can accurately capture moderately supersonic shock
waves.

Finally, Fig. 4.2 shows the sound pressure contours of a pair of vortices
interacting with the shock wave at t* = 5. The simulation parameters are
the same as a single vortex and in accordance with [127]. The shock wave
deformation caused by the interaction with the pair of vortices is evident
and symmetry of the results further supports the accuracy of the present
computation. Again, good agreement can be seen between the present
model and DNS.
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0.005
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-0.005 -

-0.01

FIGURE 4.1: Comparison of radial sound pressure distribution AP for Ma, = 1.2,
Ma, = 0.25 and Re = 800 with the DNS results at three different
times t* = 6,8, 10. Lines: present model I; symbol: DNS [127].

4.3 UPWIND DISCRETIZATION OF CORRECTION TERM IN MODEL II

The spatial discretization of the deviation @ in (3.116) and (3.123) has
important effect on stability of the extended model II, especially in the case
of supersonic flows where discontinuities emerge in the flow field. It has
been shown through linear stability analysis [88] that, while second-order
central difference scheme provides good stability domain in the subsonic
regime, the first-order upwind scheme is necessary for maintaining the
stability in the supersonic regime and capturing shock wave. We should
emphasize that, this is only true for the model II, where the correction
term contains first derivative of deviation. According to linear stability
analysis [88], upwind discretization of corrections in model I, does not
increase its stability domain. We, therefore, employ the first-order upwind
scheme in model 11, in order to have a wider stability domain.

For example, the x-derivative of the deviation Oqxy at grid point x; ;) can
be written as,

~ Qxxx,(i+1/2,j,k) - Qxxx,(ifl/Z,j,k)
Oy Qxxx,(i,j,k) = Ax 7

(4.23)
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FIGURE 4.2: Snapshot of sound pressure Ap contours for a passing vortex pair
with Ma, = 1.2, Ma, = 0.25 and Re = 800 at +* = 5. Contour levels
are from AP,,;, = —0.14 to APyx = 0.12 with an increment of 0.0039.
Top: DNS [127], @ denotes the compression region (AP > 0) while
(© denotes the rarefaction region (AP < 0); Bottom: present model I.

where (omitting xxx and j, k indices) Qiﬂ /2 and Qi1 /2 are upwind recon-
struction of Q at the interface x; /2, ks

N Qi if uy >0,
Qit1/2 = { g ) (4-24)

Qjy1, otherwise,
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FIGURE 4.3: The sound pressure field AP of model II for the shock-vortex interac-
tion with Ma, = 1.2, Ma, = 0.25 and Re = 800 at t* = 6. The contour
levels are from AP,,;;,, = —0.48 to APy;zx = 0.16 with an increment of
0.003216.

4.3.1  Shock-vortex interaction with on-lattice model 11

We repeat the simulation of shock-vortex interaction, with the same setup
presented above, but now with on-lattice model II. Fig. 4.3 shows the sound
pressure contours at time t* = 6. The shock wave deformation caused by
the interaction with the vortex is observed. To quantify the accuracy of the
computations, the radial sound pressure distribution is plotted in Fig. 4.4
in comparison with the DNS results [127]. Again, good agreement can be
observed between the on-lattice model II and DNS.

4.4 CONCLUSION

Two strategies for extending the operating range of extended models, in-
troduced in Chapter 3, to supersonic flows with shock waves have been
discussed. First, use of shifted lattices, which shifts the operating range
of any LB model in terms of Mach number, however, comes at the price
of losing the exact on-lattice propagation. Moreover, this strategy is more
effective in flows where the mean flow has a preferential direction, like flow
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FIGURE 4.4: Comparison of radial sound pressure distribution AP for Ma, = 1.2,
Ma, = 0.25 and Re = 800 with the DNS results at three different
times t* = 6,8, 10. Lines: present model II; symbol: DNS [127].

over airfoil which will be presented in the next chapter.

The second strategy was based on upwind-discretization of correction terms
in model II to enhance the stability of high Mach flows. With this strategy,
the resulting on-lattice model covers a wide range of fluid flows, from low
Mach weakly compressible to transonic and moderately supersonic regimes
with shock waves.
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UNSTRUCTURED AND MOVING MESHES

Total science is like a field of force whose boundary
conditions are experience. A conflict with experience at
the periphery occasions readjustments in the interior of
the field.

— Willard Quine

5.1 INTRODUCTION

In this chapter, we extend the model formulation to unstructured finite ele-
ment meshes using a semi-Lagrangian propagation scheme and introduce
consistent wall boundary conditions for the simulation of complex geome-
tries. Similar to the standard LBM, the semi-Lagrangian scheme follows the
characteristics curve of the LB equation backward in time to find the depar-
ture point of each grid node. However, since the propagation is performed
on an arbitrary non-uniform grid, interpolation is required to reconstruct
the populations at the departure points. Finite element based interpola-
tion schemes are good candidates as they allow to have body—conforming
meshes which give more flexibility in handling complex geometries and are
more efficient in capturing small scale structure of the flow near the wall.
Another advantage of the semi-Lagrangian scheme is that the time step
can be chosen arbitrarily and it remains stable at large Courant-Friedrichs—
Lewy (CFL) numbers. This is at variance to many other off-lattice schemes
(such as finite—difference or finite-volume LB schemes) which operate at
restricted CFL number due to explicit time integration, see e.g., [128]. Note
that, finite—element based semi-Lagrangian scheme has successfully been
applied to incompressible LB models [105, 129]. Here, we apply the semi-
Lagrangian scheme with second-order accurate finite element interpolation
to the extended compressible LB model I [87] to test its capabilities for
simulation of compressible flows on unstructured grid.

Although by using unstructured mesh it is not possible to take advan-
tage of the exact on-lattice propagation, the computational overhead of
performing interpolation in the present model with the D2Q9 lattice and
the BGK collision term, is largely, if not fully, compensated by the reduction
in computational cost related to the smaller lattice and simple collision
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term. Moreover, with the finite-element interpolation used in this work the
computations in each element depend only on the values from itself and
its next neighboring elements. This feature greatly simplifies the parallel
implementation of the model, which is necessary for the large scale three
dimensional simulations.

5.2 SEMI-LAGRANGIAN PROPAGATION

The semi-Lagrangian propagation is a practical generalization of standard
LB propagation, which removes the restriction related to the regular lattice
by performing interpolation in order to find the solution at the departure
points [105]. Here, we employ the second-order finite element interpolation
scheme to reconstruct solution at the departure points. An example of a
semi-Lagrangian propagation on a second-order finite element mesh with
nine collocation points is presented in Fig. 5.1. It has been shown that

FIGURE 5.1: Schematic of a second-order finite element mesh, the semi-—
Lagrangian propagation along the discrete velocity v; and mapping
from the global coordinate (x,y) to local coordinate (¢, 7).

this type of reconstruction is less dissipative compared to other off-lattice
schemes [105] and also it has been applied successfully to LB for simulation
of incompressible turbulent flows [129].

The semi-Lagrangian propagation at the departure point of characteristic
lines & — ¢;t is then written as,

9
fi(z,t) = fi(x — cidt, t — Z fi(&s,t —ot) Ns(gdp) (5.1)

where N;(&;,) denotes the values of the shape functions, written in the
local coordinate system & = (,7), (=1 < &, 5 < 1), at the departure point
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(red square in Fig. 5.1), and s = 9 is number of collocation points. Here, the
second—order quadratic shape functions are used as follows [130],

Ny = igq(g— (g 1), Ny = %@77(54‘ D -1), (5-2)
No = (i@ + D +1), Ny = 3G - D0 +1),  (63)
Ns = 3n(1-@)n—1), Ne= ;6 +DA-12), (54
N, = %;7(142)(;7“), Ng = %é(é‘*l)(lfﬂz)f (55)

No=(1-@)(1-7).  (56)

Therefore, semi-Lagrangian propagation on unstructured finite element
mesh requires two steps:

First, computing the local coordinates of the departure point §;, (see Fig.
5.1) which, for quadrilateral elements, involves solving a non-linear system
of equations resulting from,

4
Lap = Z a’st(Edp)/ (5.7)
s=1
where in order to simplify the computation, four vertices are used to define
shape functions,

1

Ny =2(1=80=7), 2= 7(1+81—7), (58)

N3=1(1+§)(1+77)/ N4=;L(1—§)(1+’7)« (5-9)

_
—_ ] =

Second, the values of the populations at the departure point are computed
by means of the values of the populations at collocation points (red circles)
using (5.1).

After the propagation, the correction terms ¢; should be evaluated. How-
ever, the computation of correction terms requires the knowledge of spatial
gradients for deviation terms (3.38). This is done using the finite element
formula for the first-order derivative. For a generic variable Q, we can
write,

02Q=J 'Y Q0N (5.10)
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where Q; are the values of Q at collocation points and J ! is the inverse of
the Jacobian matrix of transformation computed with,

1 e] -9
prap— ¢ ¢y (5.11)
detJ | —9,x dzx ] >
and
det J = dgxdyy — dgydyx, (5.12)

is the determinant of the Jacobian matrix. The metrics of transformation
dgx, 9y x,dgy, dyy are computed with the following formula,

dex =) ;e Ns. (5.13)
S

Note that, the nodes on the element edges are assigned to the element with
the larger area.

Finally, the post-collision populations are computed in the conventional
way as in the standard LB method.

5.2.1  Wall boundary conditions

Semi-Lagrangian propagation on unstructured grid makes it possible to
employ body-fitted mesh and simulate complex geometries. Therefore, an
appropriate wall boundary condition (BC) is required. Here, we follow
the approach proposed by [114, 131] and replace the missing populations
during propagation with the following expression,

sS = £79(opor, trgt, Trgt) + 5tfl~(1) (0tgt, wigt, Tegt, wigt, Ttgt), (5.14)
miss

g = g?q (Ptgt: Utgt, Ttgt) + &gi(l) (Ptgtr Utgt, Ttgt/ s Utgt, Ttgt)r (5'15)

where fieq, gfq are equilibrium parts computed from (4.7) and (4.8) to (4.11),

fl.(l), gi(” are non-equilibrium parts and pgt, ttgr and Tigr are target values
which need to be specified.

The non-equilibrium parts are obtained based on the Grad’s approx-
imation and using the general formula (3.45) with the non-equilibrium

moments given in Table 5.1 [79, 132],
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G My M. Mg
(1) (1)
f 0 0 Py
0

1 1
W R

1)

TABLE 5.1: Moments needed for the computation of fi(1> and g; 7.

1 1 1
Péﬁ) =—rT (Saﬁ - Cvav“v(sw) ’ (5.16)
1
=T ) 57
1
Ryg = = opT [Sup (E+27) +uadpE + updiE],  (518)

where S, is the strain rate tensor.

For computing target values, if missing populations belong to points on
the wall (black circles in Fig. 5.2), target velocities are zero, utgt = 0 and
target density and temperature (for adiabatic wall) are obtained by setting,

0

£ |wull =0, (5-19)
oT

oluan =0, (5:20)

where n is the normal direction to the wall boundary Q). Given the normal
direction n, its end point B and considering the distance from A to B as
||n|| = &t, the values of density and temperature at B can be evaluated
using a finite element interpolation. For example for the density, we can
write,

9
ps =) psNs, (5.21)
s=1

where N; are shape functions and p; are the magnitude of density at nine
collocation points (circles in Fig. 5.2). Once pp is found, the first-order
approximation for the normal derivative is assumed,

o) _
ﬁ'wall = M =0. (5-22)

[Inl]

Therefore, the target value can be approximated as,

Pigt = PA = PB- (5-23)
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FIGURE 5.2: Schematic representation of the wall boundary condition implemen-
tation.

It is important to note that if missing populations belong to points which
do not lie on the wall boundaries (red circles in Fig. 5.2), the local quantities
of the previous time step are used as target values.

The evaluation of spatial gradients in non-equilibrium moments is per-
formed using (5.10). It was demonstrated in [114] that the first-order accu-
rate evaluation of spatial derivatives is sufficient.

5.2.2  Numerical results

In this section, the model presented above is validated numerically through
simulation of four benchmark cases. All simulations are performed with
v = 1.4, Pr = 0.71, D2Q9 lattice model and adiabatic wall assumption. The
time step used in this study is dt = dx,,;,,/1.5 which corresponds to the
CFL = % = 0.66, where Jx,,;, is the minimum spacing between any
two points of the computational mesh.
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Element size(Ax/Ly) L error Order

0.1 0.033958 -

0.05 0.010144 1.75
0.025 0.002953  1.78
0.0125 0.000841 1.82

TABLE 5.2: Accuracy test for the propagation of density perturbation.

5.2.2.1  Accuracy test

The smooth density propagation [133] is solved in order to test the accuracy
of the present model on unstructured mesh. The initial condition of the
flow field is given by,

0 = Pref + 0.2sin(27tx/ Ly )sin(2mty / Ly),

(
u=Ma, /7Ty, (5.25)

(

(

v =20,
T = PrefTref/P/

with the domain size Ly = L, = 8000, reference density p,, =1, reference
temperature T,,s = 0.2 and Ma = 0.2. We compute the solution after two
periods of propagation in order to evaluate the convergence order of the
scheme using four different uniform grids and based on the L, error of
density. As shown in Table 5.2, the accuracy in space is slightly below
second—order. This is consistent with previous results on semi-Lagrangian
LB for incompressible flows as reported in Refs. [105, 129].

5.2.2.2  Sod'’s shock tube

The Sod’s shock tube problem [101] is a classical Riemann problem to test
the capability of the model when shock and expansion waves are present
in the flow field. The initial flow field for this problem is given by

(1.0,0,0,0.2),x/Ly < 0.5,

(5.28)
(0.125,0,0,0.02), x/Ly > 0.5,

(p/uX/uy/P) = {

where Ly = 20 is the domain length. A uniform grid with 400 x 5 elements
is used with the viscosity # = 0.0001. Simulation results for the density
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FIGURE 5.3: Density (left) and velocity (right) distributions for Sod shock tube
problem at non-dimensional time t* = 0.2. Symbols: present model;
line: exact solution.

and reduced velocity u* = u/+/T; (T; is temperature on the left side of
tube) at non-dimensional time +* = t,/T; /L, = 0.2, are shown in Fig. 5.3. It
is observed that, apart from small oscillations, the results are in excellent
agreement with the exact solutions.

5.2.2.3 Subsonic flow over NACAoo12 airfoil

This test-case involves a subsonic flow over a NACAoo12 airfoil at a Mach
number Ma = e/ /7Teo = 0.5, incoming temperature To, = 0.2, an angle
of attack of # = 0°, and a Reynolds number of Re = peoticoc/y = 5000
based on the chord length of the airfoil c. The simulation is performed on
an unstructured quadrilateral mesh with 43235 elements as shown in Fig.
5.4 (Mesh-1), where a layer of orthogonal grid is used near the airfoil surface
and anisotropic grid is used elsewhere. The minimum size of the elements
near the airfoil surface 6 /c ~ 0.0015. In this case, the flow separation occurs
near the tailing edge, which causes the formation of two small re circulation
bubbles in the wake, as shown by the Mach number contours in Fig. 5.5.
Pressure coefficient ¢, = (P — Pw)/(0.5pc012,) and skin friction coefficient
cr= Tw/ (O.Spmugo), where 1, is the local wall shear stress, on the airfoil
surface are compared in Fig. 5.6 with the discontinuous Galerkin (DG)
solution of the compressible NS equations [134]. Moreover, the comparison
of the drag coefficient with other numerical results is shown in Table 5.3. It
can be seen that the present results are in good agreement with all reference
data.
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To further validate the solver, the numerical results computed at angle
of attack « = 2° are also compared in Fig. 5.7 with the reference solution
reported in [135]. Note that in this case the flow becomes unsteady in the
wake.

Moreover, in order to investigate the effect of grid quality on the solution,
we repeat the simulation with another mesh, but with irregular elements
close to the airfoil surface, with the same element size near the wall (6/c =~
0.0015), as shown in Fig. 5.8 (Mesh-2). The results obtained are shown
in Fig. 5.7 in comparison with the results of Mesh-1 and the reference
solution [135]. It is observed that, the results are almost identical. We
can therefore conclude that in this case, the mesh quality does not have
significant effect on the results. However, the effect of grid quality needs
to be further investigated in problems with higher Reynolds number, as
it might be necessary to employ a high quality orthogonal grid near the
surface in order to correctly capture the boundary layer.

FIGURE 5.4: Second-order finite element mesh (Mesh-1) used for the simulation
of subsonic flow over NACAoo12 airfoil. Bottom is the zoom near
leading edge of the airfoil.
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FIGURE 5.5: Mach contour for subsonic flow over NACAoo12 airfoil at Ma = 0.5,
Re = 5000 and & = 0°. Bottom figure shows streamlines near trailing
edge.
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Method cq
Direct DG [134] 0.05543
Reconstructed DG [136] 0.05534
Spectral difference [137] 0.05476
Present 0.05568

TABLE 5.3: Drag coefficient for subsonic flow over NACAooz12 airfoil at Ma = 0.5,
Re = 5000 and & = 0°.

I (@)

PRI IS S NSNS ISR "t
0.2 0.4 0.6 0.8
x/c

FIGURE 5.6: Distribution of (a) pressure coefficient and (b) skin friction coefficient,
on the NACAoo012 airfoil surface for subsonic flow at Ma = 0.5,
Re = 5000 and & = 0°. Line: present model; symbols: DG solver [134].

5.2.2.4 Unsteady supersonic flow over NACAoo12 airfoil

In order to test the capability of the present model in capturing shock
waves on unstructured mesh, the Mach number of the previous setup was
increased to Ma = 1.5 and the Reynolds number was set to Re = 10000. As
flow is supersonic, shifted lattice with U, = 0.3 was used and unstructured
mesh with 143123 quadrilateral elements and minimum element size of
6/c = 0.0015 was employed.

Figure 5.9 shows the temperature and Mach contours. It is observed that
a bow shock is formed in front of the airfoil and oblique shocks appear from
the trailing edge. Moreover, vortex shedding is started downstream, due
to the shear layer developing from the trailing edge boundary layer of the
airfoil. To quantify the results, in Fig. 5.10 the pressure coefficient upstream,



88

UNSTRUCTURED AND MOVING MESHES

Present (Mesh-1) (b)
— —e— - Present (Mesh-2)
o Reference

02F Present (Mesh-1)
— —e— - Present (Mesh-2)
O Reference

(a)

PRI IR TN N R R RN Y PETIRI RR SRR NI SR TN ST SR
0 0.2 0.4 0.6 0.8 0.2 0.4 0.6 0.8
x/c x/c

FIGURE 5.7: Distribution of (a) pressure coefficient and (b) skin friction coefficient,
on the NACAoo012 airfoil surface for subsonic flow at Ma = 0.5,
Re = 5000 and a« = 2°. Lines: present model; symbols: reference
solution [135].

FIGURE 5.8: Mesh-2 used for the simulation of subsonic flow over NACAoo012
airfoil.

downstream and on the airfoil surface is compared to the numerical solution
reported in [138] and also with the solution of the entropic LBM (ELBM)
with D2Q49 lattice model [110]. Good agreement is observed and the
present method captures the pre/post shock values and the shock location
with good accuracy.

5.2.2.5 Shock-vortex interaction in Schardin’s problem

Finally, the so called Schardin’s problem [139, 140] is considered in which a
planar shock wave impinges on a finite wedge is reflected and diffracted.
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FIGURE 5.9: Temperature (top) and Mach number (bottom) contours for super-
sonic flow over NACAoo012 airfoil at Ma = 1.5, Re = 10000.

The impingement creates a complex shock-shock and shock-vortex inter-
action [140]. This test-case shows the ability of the scheme in handling
complex geometries at high-speed flows. Here, a shock Mach number
Ma; = 1.34 is considered and the Reynolds number based on wedge length
L is set to Re = 2000. Further details on this setup can be found in [140].
Moreover, shifted lattice with U, = 0.3 is used.
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FIGURE 5.10: Pressure coefficient upstream, downstream and on the NACAoo12
airfoil surface for supersonic flow at Ma = 1.5, Re = 10000. Line:
present model with D2Q9 lattice; symbols: ELBM solution with
D2(Q49 lattice; dashed line: results reported in [138].

Figure 5.11 shows the evolution of flow field by plotting the density
distribution over time. It is observed that the traveling shock wave creates
two vortices at the two corners and then interacts with its mirrored counter-
part, and refracts. Moreover, the time evolution of the position of the triple
points T; and T (shown in Fig. 5.11), where the reflected and the travelling
shocks meet, is compared in Fig. 5.12 with the experimental results [140]
and numerical results of ELBM with D2Q49 lattice model [79]. Once again,
the results obtained are in good agreement with those solutions, which
shows the accuracy of the present model.

5.3 ARBITRARY LAGRANGIAN EULERIAN APPROACH FOR MOVING GE-
OMETRIES

In recent years, there is a growing interest in studying both numerically
[141] and experimentally [142], fluid flows in moving and deforming ge-
ometries pertinent to many physical phenomena and novel engineering
applications. For example, in flapping flights of birds and insects, it is the
motion of aerodynamic surfaces that produces thrust for forward motion
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FIGURE 5.11: Evolution of the density for the Schardin’s problem at shock Mach
number Mas = 1.34. T; and T, are triple points.

and sustainable lift for airborne; or in marine animals such flapping motion
generates propulsive and manoeuvring forces [143]. Understanding the
underlying aerodynamics of these phenomena provides researchers with
valuable insight into the origin of flight and its subsequent evolution in
different species [144]. Moreover, these natural phenomena have been a
rich source of inspiration in design of engineering devices such as robotic
devices, micro-air vehicles or in novel turbines that extract energy form
wind and tidal waves using flapping foil motion. The flapping foil turbine
concept is promising in turbine technologies as it is expected to be more
efficient than vertical- and horizontal-axis turbines [145] (for a review see
Young, Lai & Platzer [143] and Xiao & Zhu [146]). Other applications of
flows with moving geometries appear in fluid-solid interactions (FSI) and
rotor-stator flows to name a few.

Presence of moving/deforming geometries in a flow adds another level of
complexity to the computations, as one requires the numerical scheme not
only to be able to handle moving domains, but also to maintain accuracy
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FIGURE 5.12: Comparison of the position of triple points T; and T, for the
Schardin’s problem. Squares: present model with D2Q9 lattice;
dashed Line: ELBM solution with D2(Q49 lattice [79]; circles: ex-
periment [140].

and efficiency [147]. From a physical point of view, moving boundary
problems usually involve vortex dominated unsteady flow with turbulence,
separation and reattachment of the boundary layer. Numerically, capturing
such a complex physics requires the numerical scheme to be accurate with
small numerical dissipation.

For handling moving complex geometries, most of the existing LB re-
alizations employ a fixed background regular Cartesian grid which cuts
the immersed moving object. Imposing no-slip boundary condition on the
moving object is then achieved either through adding a force term into
the equations [148-150] or by replacing missing populations with some
suitable approximation like non-equilibrium extrapolation [151] or Grad’s
approximation [114].

Another approach which has widely been used in the Navier-Stokes
(NS) framework for simulating moving domain problems is based on the
so-called arbitrary Lagrangian-Eulerian (ALE) method [152-157]. In this
method, the governing equations in the physical domain which is moving
in space and time, are mapped into a fixed computational domain and
then the resulting transformed equations are solved numerically [153]. ALE
method thus gives flexibility in handling moving domain problems as
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the physical mesh can move with arbitrary velocity independent of the
fluid velocity [156]. Another advantage of the ALE method is that it can
handle moving/deforming domains with body-fitted mesh which is of
crucial importance for high-Reynolds number flow simulations where small
scale structures need to be resolved accurately. For problems involving
rigid motion of objects and also problems with small deformation, it is
possible to derive an analytical formula for the mapping function between
physical and computational domains and that, in turn, greatly simplifies the
computations. However, in problems with very large deformation, mapping
function can become highly nontrivial and re-meshing might be required,
which is computationally expensive and can easily make the simulation
unfeasible.

While numerous studies have been done on the ALE-NS solvers, lim-
ited number of works can be found in the literature about applying ALE
method in the context of LBM. Noteworthy is the model proposed by
Meldi, Vergnault & Sagaut [158], which is based on the combination of
ALE and over-set grid methods and was used for simulation of low-speed
incompressible flow.

In this section, we apply the ALE method to the compressible LB model
I, as it gives us a unified flow solver which covers subsonic to moderately
supersonic regimes. To the best of our knowledge, LBM has not been in-
vestigated for the simulation of compressible flows with moving bodies.
It should, however, be emphasized that the ALE formulation given be-
low [159] is general and, in principle, can be applied to any lattice kinetic
model, including incompressible [160, 161], thermal [97] or compressible
models [79].

5.3.1 ALE formulation of LBM

Consider the discrete Boltzmann equation in a physical domain (z, t),

of:

a—J;l +¢.Vefi=0Q; (5.29)
where fj(x,t) are populations of discrete velocities ¢;,i = 0,...,Q — 1, and
); is the collision operator. The goal here is to transform (5.29) from a
physical domain (z, t) to a fixed computational domain (X, t().
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We assume that there exists a continuous time dependent mapping
between physical and computational domains, denoted by G, such that
x = G (X,t) [153]. The time derivative in (5.29) can then be re-written as,

of  df, of;

where the time derivative %| x is at constant X, spatial derivatives are
taken with respect to X, and V(& denotes the mapping velocity as,

G
Vg = §|X- (5:31)

Using a simple chain rule, the spatial terms in (5.29) can also be written as,
mel = gilVXfi' (5:32)

Here, g~! is the inverse of the Jacobian matrix of mapping, which for
two-dimensional problems can be computed as,

1 —
-1 Yy Yx
g = , (5.33)
det g [—Xy rx 1 5-33
where xx, xy, yx and yy are mapping metrics and

det g = xxyy — yxXy, (5.34)

is the determinant of the Jacobian matrix. Substituting (5.30) and (5.32) into
(5'29)/

of; _
a*ftl\x +¢.9 ' Vxfi—Va.Vxfi=0Q; (5-35)

which can be further simplified as,

df; _
87'?|X + (g 1’+C,‘ — Vg) -VXfi = Qi, (5.36)

where the superscript t+ denotes the transpose of a matrix. By defining
transformed discrete velocities é; as,

¢ = (9_1’+Cz‘ - VG) , (5-37)
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the discrete Boltzmann equation in a fixed computational domain can be
written in a simple form as,

of:
aszlb( + éi-VXfi = Qi' (5.38)

As it can be seen, the only difference between (5.38) and (5.29) is in discrete
velocities. We can therefore conclude that, the ALE method is applicable to
any lattice kinetic model just by using the transformed discrete velocities as
defined in (5.37).

Now, Eq. (5.38) can be discretized using conventional scheme used in the
standard LB, i.e. through propagation and collision steps,

fi (X, 1) = fi (X — &6t,t — 6t) = (). (5.39)

It is evident from (5.37) that the discrete velocities é; are not necessarily
integer numbers anymore. Thus, unlike standard LB, exact propagation
on space—filling lattice is not possible here and interpolation is required
during the propagation step. We, therefore, use a second-order accurate
finite—element interpolation introduced in the previous section. Thus, the
propagation step can be written as,

9
fi(X,t) = fi (X —¢&ot,t —ot) = ) Ne(&ap) fi(&s,t — Ot), (5.40)
s=1

where, as before, Ns(édp) is the values of the shape functions [130], written
in the local coordinate system & = (&,7), (—1 < &, 5 < 1), at the departure
point (red square in Fig. 5.1), f;j(&,t — 0t) are the values of populations at
the collocation nodes (red circles in Fig. 5.1), and s = 9 is the number of
collocation points.

Semi-Lagrangian propagation on unstructured moving finite-element
mesh requires two steps:
First, computing the local coordinates of the departure point &;, (see Fig.
5.1). Here, a bi-linear transformation is used to transform the computational
cells into a reference unit cell. Thus, finding the local coordinates requires
solving a non-linear system of equations resulting from

4
Xdp = Z Ns(fdp)Xs- (5.41)
s=1

Unlike the stationary case where the location of departure point for each
node remains fixed during the simulation, in the non-stationary simulation,
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the departure point is moving, and therefore the non-linear equation (5.41)
should be solved at each time step. Furthermore, in the second step, the
values of the populations at the departure point are computed by means of
the shape functions and the values of the populations at collocation nodes
(red circles), i.e. by using (5.40).

After the propagation step is completed, the post-collision populations
are computed in a standard way.

Final note is about computation of spatial derivatives in the ALE frame-
work. Spatial derivatives should also be transformed from the physical to
the computational domain. This can be done using a chain rule similar to
(5.32). For a generic variable K, we can write,

0zK = g 'oxK. (5.42)
Here, g~ ! is computed using (5.34), and
9
aXK = J_l Z KsagNs/ (5'43)
s=1

where J1 is the inverse of the Jacobian matrix of transformation of a
computational cell to a unit cell,

1 |9,y —ozY
= ! . (5.44)
detJ | -9,X 9:X >
and
det J = (9:X)(9yY) — (9Y) (9, X), (5-45)

is the determinant of the Jacobian. The metrics of transformation dzX, 9, X,
d¢Y, 9,Y are computed with the following formula,

9

9eX = ) X,0¢Ns. (5.46)
s=1

5.3.2  Geometric conservation law
The problem of geometric conservation law (GCL) was first introduced

in Thomas & Lombard [162], where it was shown that the numerical
discretization errors associated with mapping metrics can induce errors
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in the computed flow field which might lead to numerical instabilities
[162]. This problem has been widely studied in the NS solvers and different
strategies have been proposed for satisfying the GCL in that context [153,
163, 164].

In order to mathematically check the GCL, a uniform flow should satisfy
(5.39). As the collision term vanishes with constant uniform flow, we just
need to insert a constant solution f;(X,t) = f? into (5.40),

=Y NfP. (5.47)
s=1

Since the summation of shape functions is, by construction, equal to one
(Xs—1 Ns = 1), the RHS of (5.47) is simplified as,

YN =Y Ne=f7, (5.48)
s=1 s=1
and, therefore, the present model satisfies the GCL exactly.

5.3.3 Numerical results

In this section, the model presented above is tested numerically in a set
of benchmark problems with a moving boundary. First, the GCL of the
model is validated. After that, we investigate the flapping airfoil under
pure plunging and pitching motions which is relevant in many physical
applications including the flight of small fliers [165] or micro air vehicles.
All simulations are performed with v = 1.4, Pr = 0.71, the D2Q9 lattice
model and the adiabatic wall assumption.

5.3.3.1 Free-stream preservation

The first test-case is to check the GCL of the model, i.e. to ensure the exact
conservation of the free-stream condition under arbitrary movement of the
mesh. We consider a uniform flow with Ma = e /\/7T =0.2and T = 0.2
in a square domain of size L = 8000. The mesh motion is defined through
the following mapping function,

x(t) = X +500sin(27tX /L) sin(2tY /L) sin(27tt / tp), (5.49)
y(t) =Y +500sin(27tX /L) sin(27tY /L) sin(27tt/ ty), (5.50)

with the reference time ty = 1.5L/u. Fig. 5.13 shows the mesh at two
different non-dimensional times * = fu /L. We compute the solution until
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FIGURE 5.13: Motion of the mesh at non-dimensional time t* = 0 (top) and * =1
(bottom).

non-dimensional time t* = 1 using three different uniform grids, and the
relative errors € = ) |u — Uoo|/ ¥ |Uleo| Of the velocity u are shown in Table.
5.4. As it can be seen, the errors are found to be very small for different
grids which demonstrate that the GCL is indeed satisfied in the present
model.

Mesh(Ax/L) €
0.1 1.117 x 10715
0.05 4,028 x 10716
0.025 3.872 x 10716

TABLE 5.4: Relative error € of the velocity u for the free-stream preservation
problem.

5.3.3.2 Flow over NACAooz12 airfoil in plunging motion

We consider a flow over an airfoil in a plunging motion to test the capability
of the solver in handling complex vortex-dominated flows. It is known
that the flow over plunging airfoil produces thrust over a wide range of
oscillation frequencies [166], the phenomenon known as Knoller-Betz effect
[167]. Another interesting phenomenon observed experimentally [167] is the
formation of asymmetric deflected wake pattern at high Strouhal numbers,
even in symmetrically plunging motions. Apart from the experiments [167-
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169], several numerical studies [141, 166, 170-173] are also available which
give insight into the physics behind the plunging airfoil and the mechanism
of thrust generation.

Here, in order to take into account the effect of compressibility, the
numerical setup is chosen identical to the numerical study by Liang et al.
[170] based on the higher-order accurate spectral difference ALE solution
of the compressible NS equations (SD-NS). A NACAoo12 airfoil with chord
length ¢ = 200 is placed in the center of a domain with the size [40c x 40c].
The airfoil is undergoing a sinusoidal plunging motion prescribed as,

x(t) = X, (5.51)
y(t) =Y — hsin (wt), (5.52)

where h and w are plunge motion amplitude and frequency, respectively.
The Strouhal number is defined as,

Sr=hw/Ue, (5.53)

and u is the free-stream velocity.

Two different scenarios are considered here: slow plunging and fast
plunging motions. For both cases, the Reynolds number based on the free-
stream velocity u« is set to Re = aesoUooc/™ = 1850, the Mach number is
Ma = Uw/VflTew = 0.2 and the free-stream temperature is T, = 0.3.

* Slow plunging motion

In the slow plunging motion, the plunge amplitude is & = 0.08c and the
Strouhal number is Sr = 0.46. We first compute this case using two different
meshes with minimum cell sizes of = 0.7 (Mesh-1) and § ~ 0.5 (Mesh-2),
in order to investigate grid independence. Part of the mesh is shown in Fig.
5.14 , where orthogonal grid is used close to the wall to accurately resolve
the boundary layer and anisotropic unstructured gird is used elsewhere.
In order to correctly capture the vortical patterns in the wake area, a high
resolution mesh with cell size of § ~ 10 is used in the rectangular domain
around the airfoil. Moreover, to minimize the computational cost, the mesh
outside of the rectangular domain is highly coarse which makes the ratio
between the largest and the smallest cell size to be of approximately ~ 1000.

The time evolution of the aerodynamic forces predicted by both grids are
compared in Fig. 5.15. The lift coefficient is defined as c; = Fy/(0.50c042,C),
where F; is the total lift force acting on the airfoil and the drag coefficient is
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FIGURE 5.14: Mesh-2 used for the flow over plunging NACAoo12 airfoil. Top:
overall view; Bottom: zoom near leading edge of the airfoil.

given by cp = Fp/(0.5ps12,c), where Fp denotes the total drag force. As it
can be seen in Fig. 5.15, the lift coefficient varies symmetrically about zero
mean, however, the drag coefficient oscillates around a negative average
value which means that a small thrust is generated in this case. Moreover,
the two grids give almost identical results which shows convergence to
a grid independent solution. To validate the solver, the numerical results

Mesh-2 L Mesh-2
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r - aaa SD-NS [ SD-NS
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FIGURE 5.15: Time evolution of lift (top) and drag (bottom) coefficients for slow
plunging motion of NACAoo12 airfoil with & = 0.08c, Sr = 0.46,
Ma = 0.2 and Re = 1850.

of [170] over a few cycles are also shown in Fig. 5.15. It is observed that
results are in good agreement.
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Figure 5.16 shows the vorticity contours obtained by the present model
in comparison with the experimental results reported by Jones, Dohring
& Platzer [167]. Due to a relatively low Strouhal number in this case, the
leading and trailing edges separation leads to in an almost symmetric flow
pattern, which is very similar to what is observed in the experiment.

==5e0g000

FIGURE 5.16: Vorticity computed by the present model (top) and the experimental
results reported by Jones, Dohring & Platzer [167] (bottom), for slow
plunging motion of NACAoo12 airfoil with h = 0.08c and Sr = 0.46.
Contour levels are bounded between —6 < Qc¢/ e < 6.

* Fast plunging motion

Next we consider the fast plunging motion of the NACAoo12 airfoil which
corresponds to a motion with & = 0.12c and Sr = 1.5. The computation is
performed using the mesh with the minimum cell size of § ~ 0.5.

Fig. 5.17 compares the vorticity contour obtained from the present model
with the experimental results of [167]. It can be seen that in this case,
the spatial symmetry of the wake vortex pattern is lost and a deflected
vortex street is generated. The deflected vortex pattern is travelling upward
because, according to (5.52), the first stroke is directed downward. Fig. 5.17
also shows that the present model is able to capture a dual-mode vortex
street, in close resemblance with the experiment. The formation of dynamic
stall vortex (DSV) [174] near the leading edge of the airfoil is also observed
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in Fig. 5.17. Dynamic stall vortices convect towards the trailing edge of the
airfoil.
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FIGURE 5.17: Vorticity computed by the present model (top) and the experimental
results reported by Jones, Dohring & Platzer [167] (bottom), for fast
plunging motion of NACAoo12 airfoil with # = 0.12c and Sr = 1.5.
Contour levels are bounded between —6 < Qc/ e < 6.

In order to validate the results quantitatively, we compare the time history
of the aerodynamic forces computed over several periods by the present
model with that of the SD-NS solver [170]; excellent agreement is observed.
As it is shown in Fig. 5.18, the maximum value of lift is larger than that in
the slow plunging case and it oscillates symmetrically around a small mean
value of about 1.43. The drag coefficient, on the other hand, is asymmetric
and mainly negative which results in a net mean thrust.

5.3.3.3 Flow over NACAooz12 airfoil in pitching motion

We now turn our attention to a flow over the pitching airfoil. The exper-
imental works by Koochesfahani [175], Bohl & Koochesfahani [176] and
Mackowski & Williamson [142] are among the most comprehensive studies
of the flow over pitching airfoil in the incompressible regime; the authors
studied the vortical patterns in the wake and measured the thrust coefficient
as a function of the reduced frequency. Experiments show that the thrust
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FIGURE 5.18: Time evolution of lift (top) and drag (bottom) coefficients for fast
plunging motion of NACAoo12 airfoil with & = 0.12¢, Sr = 1.5,
Ma = 0.2 and Re = 1850.

coefficient increases monotonically with pitching frequency. However, the
pure pitching motion is not, in general, an effective mechanism for produc-
ing thrust [142]. There are also several numerical studies in the literature
focusing on different aspects of underlying fluid dynamics involved in the
pitching airfoil [141, 170, 177, 178].

We consider the flow past NACAoo12 airfoil in the pure pitching mo-
tion along its quarter chord axis (c/4). The motion was prescribed by the
following expression,

x(t) = (X — Xc) cos(8) — (Y — Yc) sin(6), (5.54)
y(t) = (X — Xc)sin(0) + (Y — Yc) cos(6), (5.55)

where (X¢, Y¢) is the center of rotation, § = A sin(wt) is the pitching angle,
A denotes the pitch amplitude and w is pitching frequency. The reduced
frequency of pitching is defined as

k= wc/2uw. (5.56)

In the first set of numerical experiments, the Mach number was consid-
ered to be Ma = 0.08 in order to avoid significant effect of compressibility
and to compare the results with the water tunnel experiment of [142, 176].
The simulation was performed at pitch amplitude of A = 2°, reduced
frequencies of k = 0 (stationary), k = 6.68 and k = 10 and at Reynolds
number Re = 12000. The high Reynolds number makes this test-case more
challenging, although the flow is still considered to be laminar. The mesh
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used for the computations has minimum cell size of § ~ 0.2 in the near-wall
region.

The vortical pattern obtained by the present model is shown in Fig. 5.19
in comparison with the experimental results of Koochesfahani [175], where
a similar pattern can be observed. To quantitatively investigate the velocity
field in the wake area, in Fig.5.20, the mean streamwise velocity profile at a
location of one chord downstream of the airfoil trailing edge is compared
with the experimental result of Bohl & Koochesfahani [176] at the reduced
frequency k = 5.2. The time averaging was performed after discarding an
initial transient of #* = 10 and statistics collected until t* = 40. It is apparent
that the agreement is reasonable and the present model predicts a wake
with velocity deficit similar to the experiment. However, the magnitude
of the maximum velocity differs slightly from the experiment [176]. This
difference could be due to compressibility or to three-dimensional effects,
or insufficient resolution in the wake area.
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FIGURE 5.19: Vorticity computed by the present model (top) and the experimental
results reported by Koochesfahani [175] (bottom) for pitching motion
of NACAoo12 airfoil with A = 2° and k = 6.68. Contour levels are
bounded between —11.5 < Qc/ue < 11.5.

The time history of aerodynamic forces are presented in Fig. 5.21 and
Fig. 5.22 for reduced frequencies of k = 6.68 and k = 10, respectively.
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FIGURE 5.20: Mean streamwise velocity profile at a location one chord down-
stream of the airfoil trailing edge, for pitching motion of NACAoo12
airfoil with A = 2°, k = 5.2 and Re = 12600. Comparison is made
with the experimental results of Bohl & Koochesfahani [176].

In both cases, the lift force acting on the airfoil is only due to pressure

term (c;_p) while the contribution from the viscous force (¢;) vanishes.

Under this condition, the average lift is zero. However, the drag force has
non-vanishing contributions from both the pressure (c;_,) and the viscous
forces (c;j_p). There is an average drag force acting on the airfoil in the case
of k = 6.68 and a small thrust in the case of k = 10.

To compare the results with the experimental measurements, we repeat
the simulations at a slightly higher Reynolds number Re = 16600 to match
the experiment of Mackowski & Williamson [142]. Fig. 5.23 shows the
comparison of the amplitude of lift and thrust forces acting on the airfoil
at different reduced frequencies. It is observed that the simulation results
show good agreement with experiment.

To investigate the effect of compressibility and in accordance with the
numerical simulation of Young & S. Lai [177] based on the finite-difference
discretization of compressible NSF equations, we repeated the simulations
at higher Mach number Ma = 0.2. The time histories of lift and drag
coefficients in this case at reduced frequency of k = 10 are shown in Fig. 5.22;
results for the low Mach number case are also shown for comparison. It can
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FIGURE 5.21: Time evolution of lift (top) and drag (bottom) coefficients for pitching
motion of NACAoo12 airfoil with A = 2°, k = 6.68, Ma = 0.08 and
Re = 12000.

be seen that the compressibilty effect significantly changes the distribution
of pressure force while the viscous force remains almost the same.
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FIGURE 5.22: Time evolution of lift (top) and drag (bottom) coefficients for pitching
motion of NACAoo12 airfoil with A = 2°, k = 10 and Re = 12000.
Lines: Ma = 0.08; lines with symbols: Ma = 0.2.

Finally, Fig. 5.24 shows the mean thrust coefficient of the present model
at different frequencies in comparison with the experimental and numerical
results. For computing the mean thrust coefficient, the result is time aver-
aged after discarding the initial transients. In the low Mach number case,
the thrust coefficient shows monotonic behaviour with frequency. However,



5.3 ARBITRARY LAGRANGIAN EULERIAN APPROACH FOR MOVING GEOMETRIES

10 0.25
—8— Present (Ma=008) [ —a— Present Ma=0.08)
®  Experiment (Mackowski et al) 02l ®  Experiment (Mackowski et al) 4
) 3 ’

2
= I .
=3 -

I ° g015r
<
£ .

L * E oif o

. 2

S I °

- ° “00sf

L ° I o ®

o o o ©®
.
( . % ! ! e . ® Ll Ll
2 4 6 8 10 12 2 4 6 8 10 12
k k

FIGURE 5.23: Amplitude of the lift (top) and thrust (bottom) forces acting on the
NACAoo012 airfoil under pitching motion with A = 2° at different
reduced frequencies and Re = 16600. Comparison is made with the
experimental results of Mackowski and Williamson [142].

the case with Ma = 0.2 shows a significantly different behaviour due to the
effect of compressibilty. We therefore conclude that pure pitching motion is
even less efficient in producing thrust when the flow speed increases and
the compressibilty effects become important.
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FIGURE 5.24: Comparison of the mean thrust coefficient with experimental and
numerical results.
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5.3.3.4 Transonic flow over NACAoo12 airfoil in pitching motion

Finally, we address a challenging problem of a transonic flow over NACAoo12
airfoil in pitching motion. Accurate computations of unsteady transonic
flow is relevant in many applications such as wing flutter analysis or
rotor-blade design [179].

We set the free-stream Mach number to Ma = us/+/flTw = 0.85, with
Too = 0.3, Reynolds number Re = 10000, pitching amplitude A = 2°
and reduced frequency of k = 3. Due to the high Mach number in this
simulation, we need to employ the shifted lattices. In our application, we use
the lattice with a shift in the free-stream directionas U = (U, U,) = (0.3,0).

01 020304050607 0308 1 11

m\"', o".‘ ] :, .

FIGURE 5.25: Mach number (top) and Vorticity (bottom) computed by the present
model for pitching motion of NACAoo12 airfoil with A =2°, k =
3.0 and Ma = 0.85. Vorticity contour levels are bounded between
—11 < Qc/ue < 11.

Fig. 5.25 shows the Mach number distribution over the airfoil and vorticity
contours computed by the present model. It is observed that in this case, a
complex flow field is formed with multiple shock waves interacting with
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the boundary and shear layers. Downstream of the leading edge, the flow
accelerates causing a formation of weak oblique shock when it reaches the
boundary layer. Weak shock waves in the form of lambda-shocks appear
further downstream as well. These shock waves interact with the boundary
layer, causing the flow separation, and will also be influenced by the vortex
shedding downstream of the airfoil [180]. The vortex shedding associated
with the shear layer instabilities combines with the vortex shedding due
to the airfoil movement, resulting in a complex vortex pattern in the wake
region.
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FIGURE 5.26: Time evolution of lift and drag coefficients for pitching motion of
NACAo0012 airfoil with A = 2°, k = 3, Ma = 0.85 and Re = 10000.

Time histories of lift and drag coefficients are presented in Fig. 5.26.

Similar to the previous pitching cases with smaller Mach number, the
average lift force is close to zero. However, there is a mean drag force
of c¢; =~ 0.0986 acting on the airfoil, which is significantly larger than its
counterpart in the low Mach number case. This confirms the previous

observation about the effect of compressibilty on increasing the drag force.

5.4 CONCLUSION

We presented an extension of the compressible lattice Boltzmann model on
standard lattices, for the simulation of compressible flows over complex
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geometries on unstructured mesh. The extension was based on the semi-
Lagrangian propagation on unstructured finite element mesh and Grad’s
approximation for replacing missing populations near the wall boundaries.
The model was validated by simulating four benchmark test-cases includ-
ing: Sod’s shock tube, subsonic/supersonic flow over NACAoo12 airfoil
and shock-vortex interaction in Schardin’s problem. It was shown that the
results obtained with the present model on standard lattice are in good
agreement with the available numerical and experimental results in the lit-
erature. Moreover, it was demonstrated that the present model with shifted
lattice can successfully capture moderately supersonic shock waves on fully
anisotropic meshes without using any artificial dissipation or limiters.

We then proposed a solution methodology for the simulation of com-
pressible flows on unstructured moving meshes based on the arbitrary
Lagranian-Eulerian (ALE) technique. To that end, the kinetic equations
were mapped from a physical moving domain to a fixed computational
domain. The analysis of the model was conducted through simulation of
compressible flow over NACAoo12 airfoil undergoing plunging and pitch-
ing motions at different Mach numbers. It was demonstrated that the model
is able to properly predict the relevant features of the complex flow over
flapping airfoil. In particular, the vortical patterns of the wake, the time
histories of lift and drag coefficients and their mean values agreed well
with the experimental and numerical results in the literature. Both slow
and fast plunging motion of airfoil produce a net mean thrust with very
small average lift. Pitching motion, however, is not as effective as plunge
motion and a thrust is generated at higher frequencies, and only when
the compressibilty effects are small. It was also observed that the impact
of compressibilty is mainly on the distribution of pressure force rather
than the viscous force. Finally, in order to show the model’s performance
in simulating high-speed flows, transonic flow over pitching airfoil was
considered, where complex flow pattern involving multiple shock waves
interacting with the boundary and shear layers were observed in the flow
field.



COMPRESSIBLE TURBULENT SIMULATIONS

6.1 INTRODUCTION

Compressible turbulence concerns with turbulent flows where density and
temperature fluctuations and also a dilatational velocity component cannot
be ignored. Typical examples of compressible turbulence can be found
in aerodynamic applications. The presence of shock waves in such flows
also imposes severe challenges for an accurate numerical simulation. Shock
waves are sharp discontinuities of the flow properties across a thin region
with the thickness of the order of mean free path. Since in practical simula-
tions, it is impossible to use a grid size fine enough to resolve the physical
shock structure defined by the molecular viscosity, most numerical schemes
rely on some numerical dissipation to stabilize the simulation and capture
the shock over a few grid points [2, 3]. The additional numerical dissipation
of shock capturing schemes, however, is problematic in smooth turbulent
regions of the flow, where a non-dissipative scheme is required to capture
the complex physics accurately. Therefore, in recent years, much effort has
been devoted to developing numerical schemes capable of treating shocks
and turbulence, simultaneously. This has resulted in various improvements
of the Weighted essentially non-oscillatory (WENO) scheme [181-184], ar-
tificial diffusivity approaches [185] and hybrid schemes [186], to name a
few.

A proper numerical methodology to deal with compressible turbulent
flows, thus, requires a low—dissipative scheme for the accurate representa-
tion of turbulent field and, at the same time, enough dissipation to reduce
nonphysical oscillations near shocks. As such, the extended lattice Boltz-
mann model II, introduced in Chapter 3 and extended to supersonic flow
in Chapter 4, is a suitable candidate, as the low-dissipative nature of the
exact on-lattice propagation is coupled with the dissipation of correction
term computed with the first-order upwind scheme.

In this chapter, we investigate the accuracy and performance of that
model for compressible turbulent flows by considering the decaying of a
compressible homogeneous isotropic turbulence in a periodic box at dif-
ferent turbulent Mach numbers and Reynolds numbers. This problem has
been studied extensively [115, 187-193] and is a challenging test-case, as
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it contains both compressibility effects and shocks, as well as turbulent
structures in the flow field [189]. It will be demonstrated that computing the
correction terms with the upwind scheme provides enough numerical dissi-
pation to avoid the Gibbs oscillations, and to effectively capture the shock
waves without degrading the accuracy of the scheme and overwhelming
the physical dissipation in smooth regions.

6.2 DECAYING OF COMPRESSIBLE HOMOGENEOUS ISOTROPIC TURBU-
LENCE

To demonstrate that the present compressible model is a reliable method
for the simulation of complex flows involving both turbulence and shocks,
decaying compressible homogeneous isotropic turbulence in a periodic box
is considered.

The initial condition in a cubic domain with the side L is set to be unit
density and constant temperature along with a divergence—free velocity
field which follows the specified energy spectrum,

E(x) = Axtexp (—2(1{/1{0)2) , (6.1)

where « is the wave number, x( is the wave number at which the spectrum

peaks and the amplitude A controls the initial kinetic energy [115]. The

method of kinematic simulation [194] is used to generate the velocity field.
Control parameters for this problem are the turbulent Mach number,

fu-u)
Ma; = V———-, 6.2
t e (6.2)
and the Reynolds number based on the Taylor microscale,
Re, = 7<P>urms)\, (6.3)
Ho
where U;ys = /{(u - u)/3 is the root mean square (rms) of the velocity and

notation (. .. ) stands for the volume averaging over the entire computational
domain, while A is the Taylor microscale,

Z/12
A= <<a<>>> (6.4

The dynamic viscosity is following a power law dependence on temperature,

T 0.76
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with Ty being the initial temperature. The Prandtl number for all the
simulations is Pr = 0.7 in accordance with the DNS [115].

6.2.0.1 Low turbulent Mach number

The simulation is first performed at a relatively low turbulent Mach number

Ma; = 0.3 with Re) = 72, k9 = 8(27t/L) and initial temperature Ty = 0.15.

Fig. 6.1 illustrates the instantaneous iso-surface of the velocity divergence

0.8023
0.6019 l

0.4016

0.2012 ]
0.0008765.

FIGURE 6.1: Iso-surface of velocity divergence V - u = 0.005, colored by local
Mach number for compressible decaying turbulence at Ma; = 0.3,
Re)y =72 and t* = 04.

V - u colored with the local Mach number at the non-dimensional time
t* =t/t = 0.4, where T = Lj/ 5, is the large eddy turnover time defined
based on the initial rms of the velocity and the integral length scale,

3w [y [E(x)/x)lde 27

br=—y NG (©0)

It is observed that in this case, the flow is in a moderately compressible to a

high-subsonic regime, with the maximum local Mach number May;zx ~ 0.8.

In order to quantify the validity of the model, a grid convergence study is
performed by using three domain sizes, 64>, 128% and 256°. The decay of the
turbulent Mach number and of the turbulent kinetic energy K = 1/2(pu?)
are shown in Fig. 6.2 and Fig. 6.3, where the convergence to the DNS
results [115] can be observed.
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FIGURE 6.2: Decay of the turbulent Mach number for compressible decaying
turbulence at Ma; = 0.3 and Rej = 72. Lines: present model; symbol:
DNS [115].

To assess the effect of compressibilty, time evolution of the rms of dilata-
tion,

Orms = \/ ((V -u)?), (6.7)

is compared in Fig. 6.4 with the DNS, where dilatation is normalized with
the initial rms of vorticity, wymso = /(Jwo|?), and w = V X u. Strong
compressibility effects can be seen at the initial stage, where dilatation
rapidly increases from its initial value 8,50 = 0, followed by a monotonic
decay. Furthermore, the rms of the density prms = 1/ (0?) — (0)? normalized
by Ma%,o is shown in Fig. 6.5. Also here the agreement with the DNS is
quite satisfactory with 2563 grid points.
The enstrophy defined as,

(w?), (6.8)

is a sensitive variable to analyze the performance of a numerical scheme
for turbulent flows, as it is closely related to small-scale turbulence mo-
tions [195, 196]. The temporal evolution of the enstrophy normalized with
its initial value is compared in Fig. 6.6 with the DNS results of the spectral
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FIGURE 6.3: Decay of the turbulent kinetic energy for compressible decaying
turbulence at Ma; = 0.3 and Rej = 72. Lines: present model; symbol:
DNS [115].

method reported in Fang et al. [195]. It can be seen that in all cases the
enstrophy increases in the beginning due to vortex stretching, which gener-
ates small-scale turbulence structures. This makes the viscous dissipation
stronger, which leads to a decrease of enstrophy [196]. Furthermore, coarse
simulations result in under-prediction of peak value and also fast decay
rate, due to strong suppression of small-scale fluctuations. Here, contrary
to the previous cases, 2563 grid size is not enough to accurately capture the
statistics. By increasing the resolution to 5123, the peak value and decay
rate of enstrophy can be captured with good accuracy. This further confirms
the accuracy of the present model in capturing the physics of compressible
turbulence.

Moreover, the convergence order of the model is evaluated based on the
L error of enstrophy with respect to the DNS results. As shown in Fig. 6.7,
the overall accuracy in space is slightly below second-order.

6.2.0.2  Effect of deviation discretization on the accuracy

As pointed out earlier, first-order upwind discretization of the deviation
term is necessary for preventing the Gibbs phenomenon and maintaining
the stability of the model in supersonic regime. Here, we investigate the
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FIGURE 6.4: Time history of root mean square of dilitation for compressible de-
caying turbulence at Ma; = 0.3 and Re, = 72. Lines: present model;
symbol: DNS [115].

effect of the discretization scheme on the accuracy in subsonic turbulent
regime, by comparing the results to the case with second-order central
evaluation of derivatives of deviation term.

It can be seen from Fig. 6.8 that, the time history of enstrophy is almost
insensitive to the evaluation of deviation term. All other turbulence statistics
showed similar behaviour, but are not presented here for the sake of brevity.
This indicates that the use of first-order scheme does not degrade the formal
accuracy of the solver (shown in Fig. 6.7), although it provides sufficient
dissipation for stabilizing the solver and capturing the shock.

6.2.0.3 High turbulent Mach number

We now move on to a higher turbulent Mach number. It is well known
that at sufficient high turbulent Mach numbers, random shock waves com-
monly known as eddy-shocklets appear in the flow [115, 187, 189], due
to compressiblity and turbulent motions. This scenario can, therefore, be
considered as a rigorous test case for the validity of the present model.
We increase the turbulent Mach number to Ma; = 0.5 and perform the
simulation with 2563 and 5123 grid points and the same Reynolds number
Re) = 72. The iso-surface of the velocity divergence colored by local Mach
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FIGURE 6.5: Time history of root mean square of density for compressible decaying
turbulence at Ma; = 0.3 and Rej = 72. Lines: present model; symbol:
DNS [115].
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FIGURE 6.6: Time history of enstrophy for compressible decaying turbulence at
Ma; = 0.3 and Re, = 72. Lines: present model; symbol: DNS [195].
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FIGURE 6.7: Convergence rate of enstrophy for grid resolutions 643 to 5123. Sym-
bols: Ly error of enstrophy with respect to the DNS results; dashed

line: second-order slope.
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FIGURE 6.8: Effect of deviation discretization on the enstrophy evolution for com-
pressible decaying turbulence at Ma; = 0.3 and Re, = 72. Lines:
present model with first-order upwind discretization of deviation
term; symbols: present model with second-order central difference

discretization of deviation term.

number is shown in Fig. 6.9, which confirms the presence of local supersonic
regions during the decay. Moreover, to show that the model can accurately
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FIGURE 6.9: Iso-surface of velocity divergence V -u = 0.015, colored by local
Mach number for compressible decaying turbulence at Ma; = 0.5,
Rey =72 and t* = 0.4.
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FIGURE 6.10: Decay of the turbulent kinetic energy for compressible decaying
turbulence at Ma; = 0.5 and Re, = 72. Lines: present model; symbol:
DNS [115].

predict turbulent statistics in the presence of shocks, time evolution of the
turbulent kinetic energy, rms of density and Taylor microscale Reynolds
number are plotted in Figs. 6.10, 6.11 and 6.12, respectively. Here also the
results agree well with the reference DNS results.
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FIGURE 6.11: Time history of root mean square of density for compressible de-
caying turbulence at Ma; = 0.5 and Re) = 72. Lines: present model;
symbol: DNS [115].
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FIGURE 6.12: Time history of Taylor microscale Reynolds number for compressible
decaying turbulence at Ma; = 0.5 and Re, = 72. Lines: present
model; symbol: DNS [115].

As a final validation case, we investigate the performance of the model
at a relatively high Reynolds number of Re, = 175, while keeping the
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FIGURE 6.13: Decay of the turbulent kinetic energy for compressible decaying
turbulence at Ma; = 0.488 and Re), = 175. Line: present model;
symbol: DNS [115].

turbulent Mach number high enough Ma; = 0.488. The initial spectrum
peaks at kg = 4(27r/L) in this case.

Present - 768
[ ] DNS

FIGURE 6.14: Time history of the dissipation rate for compressible decaying turbu-
lence at Ma; = 0.488 and Re, = 175. Line: present model; symbol:
DNS [115].

121



122

COMPRESSIBLE TURBULENT SIMULATIONS

300

I Present - 768’
200 = DNS

100

Re,

L1l L L L Ll
107 10" . 10°
t

FIGURE 6.15: Time history of Taylor microscale Reynolds number for compressible
decaying turbulence at Ma; = 0.488 and Re, = 175. Line: present
model; symbol: DNS [115].

History of turbulent kinetic energy, solenoidal dissipation rate € = (pw?)
and Taylor miroscale Reynolds number (6.3) are plotted in Figs. 6.13, 6.14
and 6.15, using 7683 grid points. The results agree well with the reference
DNS solution [115].

The energy spectrum at various times is shown in Fig.6.16. It is observed
that initially, large scales contain most of the energy and as time evolves the
energy is transferred to small scales. Moreover, since the Reynolds number
is high enough, the spectrum shows the inertial range with slope of x~/3
which further confirms the accuracy of the results and shows the ability
of the model in capturing broadband turbulent motions in the presence of
shocks.

6.3 CONCLUSION

It was demonstrated that the fully on-lattice extended model II with the
single relaxation time LBGK collision term (introduced in Chapter 3) is
able to properly predict the relevant features of the compressible turbulent
flows. In particular, the simulation of compressible decaying turbulence
demonstrated that the model can accurately capture compressibilty effects,
turbulence fluctuations and shocks. It was shown that the model performs
well even at high turbulent Mach number, where eddy-shocklets exist in
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FIGURE 6.16: Energy spectrum at various times (t* = 0,1 and 3) for compressible
decaying turbulence at Ma; = 0.488 and Re- = 175. Dashed line is
the initial spectrum (t* = 0). Here, 77 is the Kolmogorov length scale.

the flow field and interact with turbulence. The results of the model were
found to be in good agreement with DNS results.






KINETIC THEORY IN A CO-MOVING REFERENCE
FRAME: A PROMISING APPROACH

7.1 INTRODUCTION

Recently, a new representation of the kinetic theory named particles-on-
demand (PonD) method [126] has been proposed which provides promising
results in improving the inherent limitations of the LB models in terms of
flow speed and temperature range. While the classical LB models work
with populations in a fixed reference frame, in PonD the populations are
formulated in a way to be in the optimal reference frame [126, 197], so that
the equilibrium seen by the populations do not depend on the flow velocity
and temperature [126]. This feature makes PonD a suitable candidate for
the simulation of high-speed nonequilibrium flows which were impossible
before with the LBM, such as the shock structure problem. PonD can also
be considered as an alternative to hybrid solvers [198] for multi-scale flows,
where the flow experiences a broad range of Knudsen numbers, from
rarefied to continuum regimes.

In this chapter, we briefly present a two-population realization of the
PonD with adjustable Prandtl number and adiabatic exponent for the
simulation of classical shock structure problem.

7.2 KINETIC THEORY IN A CO-MOVING REFERENCE FRAME

We begin with a brief review. In PonD, the discrete speeds c; are inter-
preted as peculiar velocities relative to a reference frame velocity u,.s and
temperature Tyo¢. Therefore, the discrete velocities are generally defined as
[126],

Tref

Tr

v = Ci + Ures, (7.1)

where Tj, is the constant lattice reference temperature specific for any
set of discrete speeds C = {c¢;,i =0,..,Q — 1} [70] and Q is the number
of discrete speeds. By specifying the frame velocity and temperature in

(7.1), one can set the reference frame A(x,t) = {ure s The f} for the discrete
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velocities. For example, The standard lattice Boltzmann with the discrete
velocities ¢;, is recovered by setting the reference frame at rest, u,.f = 0
and choosing the fixed temperature T,,r = Tp, i.e. A(z,t) = {0, T .}

With the discrete velocities (7.1), the two-population kinetic equations
which enable variable Prantdl number and adiabatic exponent can be
written in the standard propagation-collision form as [79],

fi(x, t) = fi(x —vidt, t — 6t) + wy (f —fz) (w1 —w2) ff, (7-2)
gi(x, t) = gi(x — vidt,t — dt) +wy (gfq - 8:‘) +(wr —w2)8f,  (73)

where fl(:c, ) and g;(x,t) are populations at a monitoring point « and
time £, f 7 are local equilibria, 1, & are quasi-equilibrium populations
and wy, wo are relaxation parameters related to the dynamic viscosity and
thermal conductivity,

1 1
p= (w1 - 2> pTdt, (7-4)
1 1

Here, using the units where universal gas constant R =1, C, = C, + R is
the specific heat of ideal gas at constant pressure, C, is the specific heat at
constant volume, the Prandtl number is Pr = Cp u/xand y = Cp /C, is the
adiabatic exponent.

The local conservation laws for the density p, momentum pu, and total
energy pE are

0-1 Q-1
o= fi= Y fi%, (7.6)
i=0 i=0
o-1 Q1
pu=Y vifi= Y vifl, (7.7)
i=0 i=0

Z ( Zfz +g1> i ( il g ) (7:8)
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and the temperature is defined by T = (1/C;) (E — u?/2). Note also that,
the higher-order moments, stress tensor o and heat flux vector g can be
computed as,

0-1
o= Z e ® ei(fi — fieq), (7.9)
i=0

% g [ +(gi— & )} e (7.10)

where the relative velocity e; is
e =v; —u. (7.11)

The distinctive feature of the PonD is that the kinetic equations (7.2) and
(7.3) are formulated in the reference frame moving with the local fluid
velocity u(z,t) and temperature T(x,t), i.e. A(x,t) = {u, T}. In this co-
moving reference frame, the equilibrium populations are functions of the
local density p(z, t) and temperature T(x, t) only,

fieq =pW;, (7.12)

D
g =pWi(Co— )T, (7.13)

where D is dimension and the weights W; are known for different speed
sets C and listed in Table 2.1. The equilibrium (7.13) make PonD with the
simple Bhatnagar-Gross-Krook (BGK) collision term, stable and accurate for
the computation of high-speed flows [126], as there is no error proportional
to fluid velocity in the equilibrium moments.

The quasi-equilibrium populations in the co-moving reference frame can
also be written as [79],

Q: (93/2(21- ®e; ®e — TV 2sym(e; ® I))

fi =W 675 /

(7.14)

9l/2¢ . e;
g?’ = Wi T l’ (715)

where sym(...) denotes symmetrization, ”:” indicates full contraction, 6 =
T /Ty, is the reduced temperature, @ is the noneqlhbrlum third-order flux
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tensor, and ¢ is the energy flux associated with the internal degrees of

freedom,
0-1
Q=Y ecece(fi-f"), (7.16)
i=0
0-1
s=) e (gi fgf") : (7.17)

i=0

The crucial part of the PonD algorithm is the propagation step. In order
for the equilibrium populations to be exact (see (7.12) and (7.13)), propaga-
tion should be performed in the local co-moving reference frame A = {u, T},
which is undetermined before the propagation. Nevertheless, it is possible
to find that during the propagation step and through a predictor-corrector
procedure: the propagation is first performed with an initial predictor refer-
ence frame (usually the velocity and temperature of the previous time step)
leading to find the corrector reference frame, with which the propagation
is executed again. This predictor-corrector process continues until conver-
gence and ensures that the propagation is performed in the local co-moving
reference frame, and that makes the local equilibrium populations exact.
For the detailed description of the propagation step in PonD, see [126, 199,
200].

7.3 THE SHOCK STRUCTURE PROBLEM

Shock structure is one of the classical problems in the kinetic theory of gases
[201]. It is known that the conventional continuum models, such as the NSF
equations, fail to ensure a correct description of the shock wave structure
[202], as the thermodynamic variables vary on the scale of a few mean
free paths and nonequilibrium effects are dominant. Important to note that,
shock structure is a one-dimensional steady-state problem without wall
boundaries which eliminates the issues regarding gas-wall interactions.
Therefore, it is particularly interesting to consider the applicability of the
PonD for solving this nonequilibrium problem.

A classical experimental study of shock wave structure accompanied
with DSMC results has been done by Alsmeyer [202]. Particle methods
like molecular dynamics (MD) and DSMC [64] provide the most accurate
results in a wide range of Mach numbers compared to experimental re-
sults. Numerous high-order hydrodynamic models have also been used for
studying shock structure problem [see 56, 203—205]. Moreover, there are
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numerical methods that solve the Boltzmann equation, noteworthy is the
work of Ohwada [206] who calculated the full non-linear collision integral
for the hard sphere molecules. However, so far no LB model has succeeded
in computing the shock structure problem. Therefore, to demonstrate the
advantage of PonD for simulation of high-speed flows, we investigate its
accuracy and performance for computing the structure of a plane shock
wave.

A one-dimensional plane shock wave is considered. The initial condition
is a step at the center of the computational domain, where the flow values
upstream and downstream of the shock wave are related by the Rankine-
Hugoniot conditions [99]. The upstream mean free path for the hard sphere
molecules is defined as,

Ay — 16 Hi1aq
1= 5\2my Py’
where v = 5/3 is the adiabatic exponent for monatomic gases and Pj, a1

and p; are the pressure, speed of sound, and dynamic viscosity of the gas
upstream of the shock, respectively. The viscosity-temperature relation is

p=mwm (T/Th)°, (7.19)

and the hard sphere molecules correspond to s = 0.5.

The results are produced with a quasi one-dimensional setup and D2Q16,
D2Q25 lattices. The steady-state non-dimensional density, temperature,
normal stress and heat flux, defined as,

(7.18)

e o _T=T 0w L Gy

po—p T H-T YT T am
through the shock wave are compared with the numerical results of solving
the Boltzmann collision integral presented by Ohwada [206]. The subscript
2, denotes the downstream of the shock wave. The origin of the coordinate
system is adjusted to the point with p, = 0.5 and x is non-dimensionalized
as x, = x/0.5/7A1.

The numerical computation has been carried out for Ma = 1.2, 2 and
the results are shown in Figs. 7.1. For Ma = 1.2, both D2Q16 and D2Q25
lattices give identical results which are in excellent agreement with Ohwada
[206]. This demonstrates that the PonD is able to resolve the structure of
shock wave. At Ma = 2, in spite of some deviations at upstream flow part,
the results of D225 lattice are still in reasonable agreement with the results
of solving the Boltzmann equation. We can, therefore, conclude that PonD
is able to resolve the shock structure with good accuracy.

On
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FIGURE 7.1: The density and temperate profiles (left) and the normal stress and
heat flux profiles (right) for the shock structure at Ma = 1.2 (top) and
Ma = 2 (bottom) using PonD method. Comparisons are made with
the results of Ohwada [206].



7.4 CONCLUSION

7.4 CONCLUSION

The recently introduced Particles on Demand (PonD) method solves the
kinetic equations in a co-moving reference frame which is optimal in terms
of equilibrium accuracy, making it attractive for the simulation of high-
speed nonequilibrium flows. The classical shock structure problem was
computed and the numerical results were compared with the results of
solving the full non-linear Boltzmann collision integral. The results show
that the PonD is able to resolve the shock structure with good accuracy.
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SUMMARY AND FUTURE WORKS

-“Let’s go.”
-"We can't.”
-"Why not?”
-"We're waiting for Godot.”
— Samuel Beckett

8.1 SUMMARY

With the standard discrete velocities, it is possible to develop an error—free,
fully Galilean invariant kinetic model in the co-moving reference frame.
However, this requires off-lattice particles’ velocities. Sticking with the fixed,
lattice-conform velocities, one is faced with an inevitable and persistent er-
ror in the stress tensor, which spoils the hydrodynamic equations whenever
the flow velocity is increased or the temperature deviates from the lattice
reference value. The origin of this anomaly is the geometric constraint of
the standard lattices cf’ = c;, which leads to a deviation in the diagonal
components of the third-order equilibrium moment.

In this thesis, we proposed two LB models to address this issue and enlarge
the operating range of the classical LBM to fully compressible flows. Both
models were based on the two-population framework, where conservation
laws are split between two sets of populations: one represents the mass and
momentum, while another one is earmarked for the energy conservation. In
particular, in model I, a non-local correction term was directly introduced
into the kinetic equations in the form of a force term to remove the spurious
terms in the stress tensor. Moreover, the construction of energy equilibrium
population was based on minimally required moments for recovering the
correct energy equation in the hydrodynamic limit. In model II, on the
other hand, we annihilated the anomaly by suggesting an extended equi-
librium. The extended equilibrium was realized through a product-form,
which allows us to compensate the diagonal third-order moment anomaly
in the hydrodynamic limit by adding consistent correction terms to the
diagonal elements of the second-order moment. As a result, the formulation
of correction terms was simpler compared to model I. Furthermore, the
construction of energy equilibrium population was improved by using the

133



134

SUMMARY AND FUTURE WORKS

product-form formulation which recovers all Maxwell-Boltzmann moments
supported by the lattice stencil. Model II, thus, provides a kinetically consis-
tent model with simpler formulation of correction terms compared to model
I. Both models, however, were shown to restore the Galilean invariance
and temperature independence in a sufficiently wide range and recover the
full Navier-Stokes—Fourier equations with variable Prandtl number and
adiabatic exponent in the hydrodynamic limit.

Two different strategies then proposed to increase the operating range of the
models to supersonic flows involving shock waves. The first strategy relied
on the concept of the shifted lattices, a general approach which extends
the operating range of any lattice kinetic model by formulating the kinetic
equations in a reference frame moving with a constant predefined velocity.
While shifted lattice increases the stability domain to Mach number range
up-to Ma ~ 2.5, its drawback is the necessity of off-lattice propagation. The
second strategy, only applicable to model II, was based on the upwind dis-
cretization of correction term as opposed to central scheme. Consequently,
this approach provides a way to simulate moderately supersonic flows
up-to Ma ~ 1.5, while maintaining the simplicity and efficiency of the
on-lattice propagation.

The model formulation was extended to compressible flows over com-
plex geometries on unstructured body-fitted meshes. The extension was
based on the semi-Lagrangian propagation on unstructured finite element
mesh and Grad’s approximation for replacing missing populations near
the wall boundaries. It was validated by simulating benchmark cases in-
cluding: subsonic/supersonic flow over airfoil and shock-vortex interaction
in Schardin’s problem. A solution methodology based on the Arbitrary
Lagrangian-Eulerian technique was then proposed for handling moving
objects with unstructured body-fitted mesh and interesting applications
such as plunging/pitching airfoil with different amplitudes and frequencies
were thoroughly investigated.

As a rigorous test for validity of the extended compressible model de-
veloped, its accuracy and performance in dealing with challenging case
of compressible turbulence was investigated. Extended model II with on-
lattice propagation was used for the simulation of decaying of compressible
homogeneous isotropic turbulence. It was demonstrated that the model
can accurately capture compressibilty effects, turbulence fluctuations and
shocks. It was shown that the model performs well even at high turbulent
Mach number, where eddy-shocklets exist in the flow field and interact with
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turbulence. The results of the model were found to be in good agreement
with DNS results.

8.2 FUTURE WORKS

In order to further validate the suitability of the extended models proposed
for compressible turbulent applications, more benchmark cases need to
be simulated. The promising results of the proposed models on standard
lattices open interesting prospects towards the numerical simulation of
more complex applications such as compressible jet flow [207], shock tur-
bulence [208, 209] or shock boundary-layer interactions [210, 211]. The
range of applications can also go in the direction of multi-phase flows or
magnetohydrodynamics, where compressibilty effects play an important
role.

Furthermore, with the model formulation on unstructured moving meshes,
one can also tackle interesting applications, such as the dynamic stall prob-
lem in compressible flows [174], flows involving multiple moving/deforming
objects or fluid-solid interaction (FSI) problems. For problems including
deformation or relative motion of multiple objects, a blending function is
needed to construct the mapping function, as it was proposed in Persson,
Bonet & Peraire [153].

The main limitation of the proposed models is the restriction in Mach
number range, where with shifted lattices Mach number is in a range up
to Ma =~ 2.5 and with on-lattice scheme up to Ma ~ 1.5. Widening the
Mach number range is, however, a challenging task. One way, nonetheless,
could be to incorporate additional correction terms in order to compensate
the effect of deviations in higher-order equilibrium moments (higher than
three).

Future model development should also be directed towards increasing
the stability domain in terms of Reynolds number. This can be achieved
by augmenting the model with more advanced collision models such as
multiple-relaxation-time (MRT) schemes, since the BGK collision term used
in this work, is well known to suffer from numerical instabilities at high
Reynolds numbers.
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A.1 COMPARISON OF EXTENDED LBGK TO LOCALLY CORRECTED LBM [44]

Below, we compare the locally corrected lattice Boltzmann model (LC
LBM) [44] with both the standard and the present extended LBGK [102].
To that end, it suffices to consider the one-dimensional D1Q3 lattice. In
order to introduce the LC LBM, we begin with the standard LBGK (6t =1,
R=1),

filx +oi,t+1) = fi(x,t) = w(f? — fi)- (A.1)
The equilibrium populations in (A.1) are given by (3.199) and (3.35),

£ =% (w0, PE), PE=T+id i€ {-1,01}.  (A2)

Thanks to the diagonal anomaly, the second-order asymptotic analysis
results in the following viscous stress in the one-dimensional version of the
Navier-Stokes equation (3.94),

1

1 ~
Hxx = -2 <w — 2) pTaxux + Hxx- (A3)

For the LBGK model, the anomalous (second) term in (A.3) reads,

. 1 1 1-3T 3u?
IBGK _ ([ + _ * - X _ .3
I = <w 2> K 5T 5T ) 20Toxuy + (ux(l 3T) ux) axp} .
(A.4)

Upon realizing that the first term of the anomalous contribution (A.4) is
similar in its structure to the relevant (first) term in the LBGK stress (A.3),
the locally corrected (LC) LBGK groups these two terms together and
replaces the relaxation parameter w in (A.1) with a new relaxation wic,
which depends on the flow velocity. While the original work [44] addressed
the case of the lattice temperature, T = T;, = 1/3 (3.206), we first consider
a slightly more general formulation for a flexible temperature parameter.
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Consequently, the locally corrected relaxation parameter wy ¢ in the LBGK
equation (A.1) is defined as,

1 1 1 1
—Z=(==-21)X% A.
wic 2 (w 2) (A5)
where the renormalization factor X reads,
1-3T 32\ °
X = (1 + T 2;) . (A.6)

The LBGK model with the locally corrected relaxation parameter wic (A.5)
results in the viscous stress of the form (A.3), with the remaining error
term,

M = (5 )% (w131~ ) (A7)
For the sake of a discussion, let us introduce the local Mach number,
Ma, = u,/+/T. For a quasi-incompressible (slow) flow, the density variation
scales as dyp ~ Mai. Thus, for T # Ty, the error (A.7) can be estimated as,
[1LC ~ Ma3. This is two orders of magnitude lower than the error of the
original LBGK at T # Ty, cf. Eq. (A.4), at small Mach number. Moreover, by
setting the temperature T = T; = 1/3, it was first realized in Ref. [44] that
the error (A.7) reduces to,

. 1 1 T3/2Ma3
HLC:(—> T Ma g A8
“ o 2)\1-@2ma2 ) (4.8)

In this case, the scaling at Ma, — 0 becomes, [T5¢ ~ Ma3. In other words,
the local correction at T = T provides a gain of two orders of magnitude in
accuracy with respect to the standard LBGK under the quasi-incompressible
flow conditions [44]. This consideration extends straightforwardly to the
D2Q9 and D3Q27 lattices by constructing a multiple relaxation time LBM
that corrects the relaxation of each diagonal component of the pressure
tensor [44].

However, for a generic isothermal flow, the error (A.7) becomes amplified
through the renormalization factor (A.6) as the velocity increases and
eventually diverges when u2 — (1 — T)/3. This error persists also for the
special case T = T7, (A.8). On the other hand, the second-order analysis
of Chapman-Enskog reveals that the present LBGK with the extended
equilibrium (3.207) removes the entire anomalous term, [1X = 0. Thus, the
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difference between the extended LBGK and the LC LBM [44] is expected
beyond the asymptotic May — 0.

In order to demonstrate this point, a spectral analysis was performed for
the two-dimensional D2Q09 lattice (see [88] for details of the spectral analysis
in the LBM context). The normalized spectral dissipation of acoustic modes
S(wy) /v, is shown in Fig. A.1, for T = T and the background flow
velocity (uy,uy) = (0.3,0), for the three models, the standard LBGK, the
present extended LBGK and the LC LBM of Ref. [44]. It can be seen that, the
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FIGURE A.1: Spectral dissipation of acoustic modes for different models. Red sym-
bols: LBGK; black symbols: extended LBM (3.207); blue symbols: LC
LBM [44]; dashed line: Navier—Stokes. The velocity and temperature
aresettouy =03 and T = T;.

extended LBGK recovers the correct dissipation rate in the continuum limit
(vanishing wave number «y), confirming its Galilean invariance. However,
both the standard LBGK and the LC LBM show deviations in the form of
under-dissipation at low wave numbers, while the deviation for the LC
LBM is indeed smaller. This non-vanishing deviation is amplified in cases
with different working temperature and/or non-unit stretching factor for
both the standard LBGK and the LC LBM, which makes their applications
limited to the quasi-incompressible flow regime at the lattice temperature.

Finally, it is interesting to note that, in the case of shock capturing, all the
three models are expected to behave similarly, given that their respective
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FIGURE A.2: Comparison of density profile for shock tube problem at density
ratio p;/pr = 3, after 500 iterations. Solid line: LBGK; dashed line:
extended LBM (3.207); symbols: LC LBM [44].
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FIGURE A.3: Mach number profile, Ma = u/+/Tr, for the shock tube problem at

density ratio p;/p, = 3, after 500 iterations. Solid line: LBGK; dashed
line: extended LBM (3.207); symbols: LC LBM [44].

dissipation rates at the wave number x, = 7T are close in value, see Fig. A.1.
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This observation is confirmed by the simulation of a shock tube with the
following initial condition,

(o, ux, T) =

1 L/2
{(plror /3)/ x<L/2 (AQ)

(pi’/ 0/1/3)/ X > L/2/

with L = 800 grid points and viscosity v = 0.04. Results are presented in
Figs. A.2 and A 3 for p; = 1.5, p, = 0.5, corresponding to the initial density
ratio p;/p, = 3. Figs. A.2 and A.3 demonstrate that all models produce
almost indistinguishable results, with a similar oscillation pattern at the
shock front.
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A.2 TRANSFER MATRIX FOR EQUILIBRIUM POPULATIONS WITH D2Q9
LATTICE

The transform of the equilibrium populations from rest reference frame to
the moving reference frame with velocity U is done by matching Q linearly
independent moments,

!

My = M,,,,, (A.10)

where M;,;, and M;,m are defined as (see Eq. (4.2) in the main text):
an — Zfleq ;Z :;1 (A.Il)

Zfzeq iy (A.12)

By considering the following nine linearly independent moments for the
D2Q9 lattice,

M = (Moo, Myg, Mo1, M1, Mg, Mg, Mo, Mz, M), (A.13)

the matching condition (A.10) can be written in a matrix form as

M= Mf9=Mfe, (A.14)
where M and M’ are

1111 1 1 1 1 1]
010 -1 0 1 -1 -1 1
001 0 -11 1 -1 -1
000 0 0 1 -1 1 -1

M=1o010 1 0 1 1 1 1], (A.15)
o001 0 1 1 1 1 1
000 0 0 1 1 -1 -1
000 0 0 1 -1 -1 1
ooo0o o0 0 1 1 1 1]
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and U is the velocity of the moving reference frame. Note that, the enu-
meration of the discrete velocities ¢; is evident from the second and third
row of these matrices. Then, the equilibrium populations in the moving
reference frame is computed as,

f/eq — gfeq — M/—leeq,

(A.17)

where the transfer matrix G can be written in the following explicit form
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* Chapter 4 is partially reprinted from Saadat, Bosch & Karlin [87] and
Saadat et al. [100].

e Chapter 5 is partially reprinted from Saadat, Bosch & Karlin [107] and
Saadat & Karlin [159].

* Chapter 6 is partially reprinted from Saadat et al. [100].
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