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Abstract

In the last two decades, Lattice Boltzmann Method (LBM) has emerged as an efficient alternative
for hydrodynamic simulations. In LBM, a fictitious lattice with suitable isotropy in the velocity
space is considered to recover Navier-Stokes hydrodynamics in macroscopic limit. The same
lattice is mapped onto a Cartesian grid for spatial discretization of the kinetic equation. In this
thesis, we present an inverted argument of the LBM, by making spatial discretization as the
central theme. We argue that the optimal spatial discretization for LBM is a Body Centered
Cubic (BCC) arrangement of grid points. This thesis shows that this inversion of the argument
of LBM and making of spatial discretization the central point indeed provides lot more freedom
and accuracy in the velocity space discretization. We illustrate an order-of-magnitude gain in
efficiency for LBM and thus a significant progress towards the feasibility of DNS for realistic
flows. This thesis systematically investigates requirements for higher order Lattice Boltzmann
Models and shows that it is possible to construct models for compressible flows as well as the
description of finite temperature variations on a BCC lattice. For compressible flows, a hybrid
methodology to compute discrete equilibrium in an efficient fashion is proposed.
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Chapter 1
Introduction

Fluid dynamics simulations are an integral part of science and engineering applications. Fluid
flows occurring in nature exhibit a plethora of characteristics and their behavior can usually
be gauged using non-dimensional parameters. For example, the marked qualitative difference
between the cardiovascular flows and flow induced from a swimming blue whale can be explained
using the stark difference between their respective Reynold’s number ! (1072 as compared to
108). Such non-dimensional parameters provide only a rough idea of the behavior of the fluid
flow, and one must resort to solving the Navier-Stokes equation, the governing equations of
fluid flow, to gain a deeper understanding of the flow field. However, the complexity associated
with these highly non-linear partial differential equations (PDE) makes them difficult to solve
analytically and hence computational methods must be employed.

In practice, applications of Computational Fluid Dynamics (CFD) to the physics of complex
flows often requires highly accurate and adaptive methods for complex geometries. However, the
size of the grid required to resolve all length-scales to perform “Direct Numerical Simulations”
(DNS) of turbulent flow is often too high for practical applications (Pope, 2000). Here we remind
that for DNS of homogeneous turbulence, the most accepted methodology is Pseudo-Spectral
(PS) method, which has spectral accuracy unmatched by alternative methods. However, it has
relatively poor parallel scaling and is limited mainly to periodic domains and to a few other
simple geometries such as channel flow (Hussaini & Zang, 1987). Thus, one looks for alternate
methods for DNS of turbulent flows. With existing approaches, it is widely accepted that DNS of
separated turbulent flows will be feasible only after a decade (Larsson & Wang, 2014; Slotnick
et al., 2014; Thantanapally et al., 2013a). Indeed, recent studies have advocated the use of
a hybrid approach where both Large Eddy Simulation (LES) and Reynolds Averaged Navier-
Stokes (RANS) are used in appropriate parts of the domain (Larsson & Wang, 2014; Slotnick
et al., 2014). Thus an algorithmic improvement which can make DNS feasible and realistic for
hydrodynamic simulation is critically required.

In recent years, structured grid methods have gained attention due to their simplicity and
ease of parallelization. The expectation is that a simple but highly parallelizable algorithm will
be able to efficiently utilize modern super-computing clusters, which are often quite heteroge-
neous. Furthermore, these class of methods also tend to be more efficient in terms of memory
bandwidth utilization, an important bottleneck in high performance computing (Shet et al.,
2013). Thus, in the last two decades, many algorithms such as Lattice Boltzmann Method
(LBM) were developed for accelerating hydrodynamic simulations. LBM, with its simplified
kinetic picture on a lattice, is highly parallelizable and scalable. It has emerged as an alter-
native numerical method for applications ranging from fluid turbulence to polymer dynamics,
density functional theory, soft matter, etc (Thantanapally et al., 2013a; Chen et al., 2003; Singh
et al., 2013b; Thampi et al., 2013; Mendoza et al., 2010b; Benzi et al., 2013; Chen et al., 2004;
Ansumali et al., 2007b; Chen et al., 1992; Qian et al., 1992; Lallemand & Luo, 2000; Chen &
Doolen, 1998a; Aidun & Clausen, 2010b; Benzi et al., 1992; Higuera et al., 1989; Succi, 2001a).

The LBM is a kinetic level description with its roots in the Boltzmann equation. The
continuous Boltzmann equation describes the evolution of the distribution function f(x,v,t)
which represents the probability of finding a particle at (x,x + dx) with a velocity between

IThe ratio of inertial force to the viscous force.



2 Chapter 1. Introduction

(v,v +dv) in phase space as (Cercignani, 1975):

0y 0 el —g0.p). (L1)

ot Oxg dcg
The macroscopic quantities such as the mass, momentum, energy etc emerge as appropriate
moments of the distribution function in velocity space as follows:

p:/oofdc, ja:/oo feq de, E:/_chgdc. (1.2)

—00 —0o0

However, the continuous Boltzmann equation is too complex to solve. Hence, one looks for
alternate numerical tools which capture the dynamics and are computationally attractive. It
has been found that restricting the velocity space to a fictitious lattice that can be mapped
onto a Cartesian grid for spatial discretization simplifies the equation and a solution is readily
obtained. The choice of the lattice dictates the accuracy and ease of parallelization and is the
subject of this thesis.

In LBM model, the velocities of the particles in D dimensions, are restricted to a discrete
velocity set C = {c1,¢2,- -+, cn,} with Ny being the number of velocities in the set. For every
element c¢; € C, one defines a set of discrete populations f;. The set C is chosen to satisfy an
appropriate set of symmetries needed to recover hydrodynamics in long time limit from the
evolution equation of discrete populations f; (Yudistiawan et al., 2010). The hydrodynamic
quantities such as mass density p, the momentum density j, = puo with u, as fluid velocity
and energy E are defined as the moments of the distribution function as:

Ng Ng Na
D fi=pr D fiCia=Ja=puas Y fich=E = pu’+3pb, (1.3)
=1 =1 =1

where 6 is temperature measured in units of kg/m with kp as the Boltzmann constant and m
being the mass of the molecule. Typically, the discrete version of the evolution equation for f;
is written as:

filr + At t+ At) = fi(xr,t) + 28[f % r, t) — fi(r, )], (1.4)

where At is the chosen time step and 8 = At/(27 + At) denotes the discrete dimensionless
relaxation parameter. Here, the choice of the discrete version of Maxwell Boltzmann distribution
fMB | here onwards termed as discrete equilibrium f;%(p(r, ), uqa(r,t)), is crucial for recovering
the correct hydrodynamic limit and different formulations of lattice Boltzmann differ from each
other mainly in choice of this discrete equilibrium. A common choice is to project the Maxwell-

Boltzmann on the Hermite basis to get a computationally attractive polynomial expression of
the equilibrium as (Chen et al., 1992; Qian et al., 2007; Benzi et al., 1992; Shan & He, 1998):

U Cin UqUp

Y=wip|l+ —
’ 0o 202

7

(Ciaciﬁ - 00501,8) ) (15)

where w; is the weight chosen in such a way that the following constraints are ensured

Ny Ny Ng
S F=p, D flia=pta, Y [{Ciatis = puatis + pOodas, (1.6)

7

and 6 is some reference temperature associated with the chosen lattice.



1.1 Motivation 3

1.1 Motivation

To achieve spectral accuracy that PS method can achieve, LBM requires an order-of-magnitude
(2 to 2.5 times in each direction) larger grid points in 3D as compared to PS method. Never-
theless, in practice, LBM is competitive with respect to PS due to very high parallel efficiency
and flexibility in handling complex geometries. Indeed, in a heterogeneous computing envi-
ronment, LBM and PS can perform DNS at comparable Reynolds Numbers for simple flows
(Thantanapally et al., 2013a; Chikatamarla et al., 2010).

Historically, the lattice chosen for LBM has been the Simple Cubic (SC) cell which demands
that the grid be refined near the solid body or in zones of extreme flow variations (Filippova &
Hénel, 1998; Succi et al., 2002a). A fundamental problem with such refinements is that the local
accuracy of the method remains unchanged and optimization is done only with respect to the
global distribution of grid points. For example, for decaying turbulence in a periodic geometry,
local grid refinements cannot improve the accuracy of LBM. Thus improving the accuracy and
ability to capture local curvatures, while keeping its parallel efficiency intact is an important
challenge in LBM. This can be achieved by the principles of crystallography in defining the base
lattice which has superior packing efficiency.

A better choice for spatial grid distribution is a Body-Centered Cubic (BCC) with highest
packing efficiency in the 3-dimensional arrangement of grid points for which the Wigner-Seitz
cell is a truncated octahedron (Conway & Sloane, 2013). With this lattice, we achieve better
space coverage and also a unification of the discretization of space and velocities. This can be
seen in Fig.1.1 by the representation of a circle and sphere on the SC and BCC lattice.
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Figure 1.1: Representation of the shapes on SC (left) and BCC (right)

In this thesis, we present a model developed based on modifing the base grid of the LBM
from SC to BCC which will bridge the gap between spectral accuracy and the optimization
in grid requirement for the problems involving high flow variations and solid-fluid boundaries.
Finally, we illustrate an order-of-magnitude gain in efficiency for LBM and thus a significant
progress towards the feasibility of DNS for realistic flows.
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1.2 Outline of the thesis

Motivated by the need for a better accuracy and efficiency of the Lattice Boltzmann Method,
the present thesis work addresses following main technical issues:

¢ LBM formulation on Body-Centered Cubic Lattice: In LBM, a fictitious lattice
with suitable isotropy in the velocity space is considered to recover Navier-Stokes hydrody-
namics in macroscopic limit. The same lattice is mapped onto a Cartesian grid for spatial
discretization of the kinetic equation. In this thesis, we present an inverted argument
of the LBM, by making spatial discretization as the central theme. We argue that the
optimal spatial discretization for LBM is a Body Centered Cubic (BCC) arrangement of
grid points. We illustrate an order-of-magnitude gain in efficiency for LBM and thus a
significant progress towards the feasibility of DNS for realistic flows.

e Higher order Lattice Boltzmann: The application of LBM to incompressible flows
and the problems involving low Mach number(Ma) flows is well known. However, apply-
ing LBM for compressible thermal flows and high Ma flows is a challenging problem due
to higher order isotropy condition on discrete velocities sampled from link of the under-
lying lattice. This thesis systematically investigates requirements on higher order lattice
Boltzmann models and show that it is possible to construct models for compressible flows
as well as the description of finite temperature variations. Finally, a three-dimensional
model which can operate in transonic regime is constructed.

e Efficient evaluation of exact equilibrium distribution: In addition to the choice of
the lattice with appropriate isotropy, the choice of discrete equilibrium distribution func-
tion is crucial for recovering the correct hydrodynamics. A common choice of calculating
the discrete equilibrium distribution is to project the Maxwell-Boltzmann distribution on
the Hermite basis to get a computationally attractive polynomial expression (Chen et al.,
1992; Qian et al., 2007; Benzi et al., 1992; Shan & He, 1998). This procedure allows writing
the equilibrium distribution as a power series in terms of the Mach number with expansion
point being no flow case of zero Mach number. It is also important to ensure the positivity
of the equilibrium distribution and restoration of the H-theorem for discrete space-time
evolution (Karlin et al., 1999; Boghosian et al., 2001; Ansumali et al., 2003; Karlin et al.,
1998; Boghosian et al., 2003; Wagner, 1998; Chen & Teixeira, 2000; Succi et al., 2002b).
However, the computational simplifications for the equilibrium evaluation can lead to loss
of positivity of the equilibrium and thus H-theorem. Thus, the existing methodology of
finding perturbative equilibrium is not expected to work for the case of strong flow char-
acterized by either finite Mach number (Ma) or finite temperature variations (while using
energy conserving equilibrium). Thus, for higher order LBM, where these issues are more
important, one often employs iterative algorithms to find equilibrium. In this thesis, we
provide a hybrid methodology to compute discrete equilibrium efficiently. The basic idea
is to derive the Lagrange multipliers for discrete equilibrium at high precision for a general
discrete velocity model and then use this expression in a Newton-like iterative scheme. We
provide examples to illustrate that such a method converges in very few iterations. As the
number of iterations required is very few, the use of “if” condition branching such as to
check convergence can be eliminated entirely in numerical implementations.

e Exact solutions of kinetic equation for canonical flows: It is well understood that
discrete velocity model simulated by the standard lattice Boltzmann form a hierarchy of
approximations to the Boltzmann BGK equation. Indeed as the number of discrete veloci-
ties increases, one finds that the method can provide a quantitative prediction, especially in
the transition regime. However, the same can not be said about the most widely used three
dimensional model with 27 velocities (typically termed as D3Q27 model). Though, this
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model predicts the velocity slip correctly, it fails to reproduce Kinetic boundary layer (an
essential feature of Boltzmann BGK equation). This thesis investigates the improvement
in the velocity space accuracy of the lattice Boltzmann formulated on the BCC grid. The
canonical flow setups for which exact solutions are known for the standard D3Q27 model
provide a convenient test for such investigations. It is shown that even a 27 velocity model,
when formulated on the BCC grid reproduces Kinetic boundary layer. Thus, for gaseous
microflow, the current approach provides a distinct advantage over the conventional LBM.

In subsequent chapters, these progress in Lattice Boltzmann method will be reported. The
thesis is organized as follows:

In chapter 2 we review the basic definitions of Crystallography such as point lattices,
and packing of hypersphere problem. We also described the efficient sampling lattice and
the Nyquist theorem of sampling lattices, finally the isotropy conditions on the moments.
Using the sampling theory and the Crystallographic viewpoint, we conclude that BCC is
the most efficient lattice for sampling a bandwidth limited function.

In chapter 3, we will briefly review the principles of the kinetic theory and the Boltzmann
equation for dilute gases along with the properties of the Maxwell-Boltzmann distribution
function for the continuous kinetic theory. From Boltzmann equation, construction of the
continuous grad moment system and the moment chain representation will be discussed.
Finally, evolution equations for the moments along with different methods to obtain closure
relation has been presented in this chapter.

In chapter 4, we will examine the minimum requirement for any moment based method
to capture the Knudsen boundary layer in continuous Kinetic theory. The solution to
the unidirectional flows using the continuous grad method, and predicting the Kinetic
boundary layer are discussed. The minimum condition on the fourth order moment for
predicting the Knudsen boundary layer is obtained by analyzing the closure relations of
continuous Grad 13, 26 moment systems Finally, it has been shown that Grad’s 26-moment
method can indeed capture the Knudsen boundary layer.

In the chapter 5, the detailed description of constructing Lattice Boltzmann Method from
the continuous Boltzmann equation has been presented.

In chapter 6, LB method developed on the principles of Crystallography will be presented.
This model will be validated for the flow with the Kida-Peltz vortex initial conditions and
applied to the classical case of flow past sphere problem to determine the accuracy of the
model at high Re flow which involves the solid-fluid boundaries. Indeed it will be shown
that the model is capable of capturing the drag crisis. To verify the validity of the model
for high Knudsen number (Kn) flows, the canonical problem of Couette and Poiseuille
flows will be solved and in fact, the model can trace the Knudsen boundary layer.

In chapter 8, The importance of finding the equilibrium distribution and calculating it
via perturbative series expansion is described. We also provided a hybrid methodology to
compute discrete equilibrium in an efficient fashion by solving the Lagrange multipliers for
discrete equilibrium at high precision for a general discrete velocity model and then use
these expressions in a Newton-like iterative scheme. The numerical method to find the
discrete equilibrium is discussed, which ensures the positivity of discrete populations. The
error in important moments calculated using the numerical method for different models
are shown in this chapter.

The chapter 9 describes the higher order LB method on BCC grid. To extend our method
to higher Ma flow simulations and the flows with thermal gradients, we have used the
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higher order LB methods. These models are tested for the Rayleigh-Benard simulations
where thermal gradients are involved and Shockwave simulations at high Ma.



Chapter 2
Lattices and sampling efficiency

2.1 Introduction

An important reason for computational efficiency of LBM is that the lattice used in the velocity
space discretization is mapped onto a Cartesian grid for spatial discretization of the kinetic
equation. This has an extra advantage that the characteristic discretization always leads to
a move from one site to another on a lattice. Thus, there is no explicit need for any spatial
discretization. This search of discrete velocity set in LBM was merely restricted to a search of
appropriate connectivity vectors on Simple Cubic (SC) lattice (also hexagonal lattice in 2-D)
itself. In this thesis, we present an inverted argument of the LBM, wherein spatial domain
sampling efficiency of the lattice is made a central theme. Before doing so, in this chapter, we
review lattices and their sampling efficiency along with the isotropy of the link vectors.

The problem of discretizing the continuous signal into discrete space and capturing the most
information can be related to the optimal sampling theory. A lattice is the periodic arrangement
of the samples, and by using this sampling theory, one can find out the most efficient sampling
lattice which in turn can be related to the efficient discretization of the continuous sampling. For
a fully resolved three-dimensional simulation in periodic geometry, a reasonable approximation
is to assume that the functions to be modeled are isotropic and are bandwidth limited (Fourier
coefficients are zero above a cut-off wavenumber). The best approximation for any band-limited
function can be obtained by maximizing the packing efficiency in Fourier space domain without
any overlap of the samples. This problem can be viewed as the close packing of spheres (Entezari
et al., 2009). It can be concluded that an optimal sampling of a band-limited function is
equivalent of the lattice with close packing of spheres in Fourier domain.

In order to ensure that the lattice Boltzmann models have appropriate hydrodynamic limits,
one needs to ensure that the underlying lattice in the velocity space is isotropic. Thus, in
this chapter, we also analyze a procedure to evaluate and systematically construct the isotropic
moment on a lattice with a given set of discrete velocities. These conditions can be used to
construct a lattice model with n'® order isotropy of moments to capture the deeper physics of a
problem.

The chapter is organized as follows: In section 2.2, the Nyquist theorem of sampling lattices
will be reviewed. In section 2.3, basic definitions of point lattice, fundamental Parallelepiped and
reciprocal lattice will be presented. Section 2.4 will describe the closest packing of hyperspheres
problem in detail, and in section 2.5, the efficient sampling lattice will be discussed. Finally, the
section 2.6 will deal with the isotropy on the lattices and gives the detail information for Simple
Cubic, Face Centered Cubic and Body-Centered Cubic lattice structures.

2.2 Nyquist-Shannon sampling theorem

When a continuous signal is periodically measured in some discrete interval, it is termed as
sampling the signal. The discrete signal is a faithful representation of the original signal and it
depends on the sampling frequency (Shannon, 1949). The theory of sampling asks the question
that at what rate discrete signals should be sampled to reconstruct a given continuous signal
faithfully. For example, if we are sampling a sinusoidal wave and if the sampling frequency is
one per cycle, the sample wave can be interpreted as a constant function. On the other hand, if
we sample two times per cycle, then the signal is close to the actual sinusoidal waveform. This
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is shown in the Fig. 2.1. Nyquist-Shannon sampling theorem answered this question for generic
band-limited functions. A waveform is said to be bandwidth limited if its Fourier transform
vanishes outside a finite subspace. Let g(¢) is a function, whose Fourier transform is G(f) then
the function is bandwidth limited to the frequency w if,

G(f)=0for |f| < w. (2.1)

Nyquist-Shannon sampling theorem states that a band-limited function g(t) with the maxi-
mum bandwidth w can be reconstructed perfectly from its samples if the sampling frequency is
at least 2w (i.e., the samples are spaced with 1/2w apart).

ANVA
VERVERV.

Sampling at 1 time per cycle

Sampling at 1.5 times per cycle

Sampling at 2 times per cycle

Figure 2.1: Sampling of sinusoidal wave at different rates.

The generation of regular sampling points in any dimensions can be generalized as a point
lattice. The next section reviews the point lattices and its properties.

2.3 Point lattices

A point lattice is an infinite arrangement of points in space which looks the same when viewed
from any lattice point. The point lattice has the properties that the set contains the origin and
is closed under addition and negation. In other words, the set contains 0 = {0,0,---,0} and if
there are position vectors for two points as a and b then there exist points with position vectors
a+band a — b also. A point lattice L in N-dimensional real space RY is a discrete subgroup
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of RN. The point lattice L can be defined mathematically as the integer linear combination of
the set of NV linearly independent vectors vy, vs, - - - vy, termed as the basis vectors,

L={Mj:jez"}, (2.2)

where M is a matrix constructed with the basis vectors as the columns and is termed as a
generator matrix for the lattice. The generator matrix M can be represented as:

M={vive ---vN}. (2.3)

The elements in L are called lattice points or lattice vectors.
For any lattice in Cartesian space, the generator matrix is non-unique. If M is a generator
matrix there exist another generator matrix M’ defined as:

M = UM, (2.4)

such that U is a matrix of integers and det(U)= +1.
As an example, for a lattice in Cartesian space as shown in the fig 2.2(a) the generator matrix

M, — (é (1’) , (2.5)

an alternate basis is shown in fig 2.2(b), for which the generator matrix is

M, = (f }) . (2.6)

M, and M, are related by Eq. (2.4). In other words, the basis will define the lattice uniquely,
but the basis associated with the lattice is not unique.

is

(b)

Figure 2.2: Different possible basis for the Cartesian lattice.

A three-dimensional space lattice can be adequately defined using just three (non-coplanar)
basis vectors. The lattice is constructed by placing a point at every possible combination of the
three vectors and any integer multiples of them (positive or negative). The vectors used for this
operation are known as the primitive vectors for the lattice. A given lattice can be constructed
from different sets of primitive vectors, so there is no uniquely prescribed set of primitive vectors
associated with a lattice. However, a given set of primitive vectors does uniquely define a lattice.
For SC lattice, the primitive vectors are

a1 =ai, ay=aj, ag=ak. (2.7)

The generator matrix for SC lattice is

1
Mge = |0
0

o = O
_ o O
—
[N
co
~—
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Similarly, for Face Centered Cubic (FCC) lattice, the primitive vectors are

alzg@—i—ff), agzg(%—i-l%), agzg(%—i—j), (2.9)

and the generator matrix for the FCC lattice is
011
Mpce= |1 0 1
1 1 0
Finally, for the Body-Centered Cubic (BCC) lattice, the primitive vectors are

m=5(<iti+k), wm=5(i-i+h), a=5(i+j-F), (2.10)

and the generator matrix for BCC lattice is

-1 1 1
Mpcc = 1 -1 1
1 1 -1

The corresponding figures for SC, FCC and BCC are shown in Fig. 2.3.

& & @

S

) )

Figure 2.3: Cubic Bravais lattices in 3-dimensions (left to right: SC, BCC and FCC).

2.3.1 Fundamental Parallelepiped

Another important feature of the lattice is its fundamental parallelepiped or unit cell. It is
defined as the smallest unit of volume that permits identical cells to be stacked together to fill
the space without overlaps and gaps. By repeating the pattern of the unit cell over and over
in all directions, the entire crystal lattice can be constructed. Different unit cells for the same
lattice are shown in the Fig. 2.4. For any lattice L, the fundamental parallelepiped P(L) can
be defined as,

N
P(L) = {Lx=> wwile e RN, Vi:0<2; < 1} (2.11)
i
The parallelepiped itself may not be unique, but its volume is (Conway & Sloane, 2013). For
convenience, one defines a matrix A, which is M MT. This matrix A is called the Gram matrix.

This volume (A) defined as
A =det (MM?') = det (A), (2.12)

is called the determinant of the lattice. Since det (U U T) =1, we have
A = det (MM?) = det (MUUTMT) = det (M' M), (2.13)

where M’ is another choice of generator matrix of the lattice L, this implies that the determinant
of L is unique.
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As an example, let us consider SC lattice in 2-dimensions, for which a particular choice for
generator matrix Mgc; as:

10
Mscr = (0 1) ; (2.14)
which gives A = 1. Yet another choice of generator matrix for the SC lattice Mgcs is,
0 1
Msco = (_1 0) ; (2.15)
and it is easy to check that the determinant A = 1 for both Mgc; and Mgcs.

In 3-D, it is instructive to compute the value of A for three representative lattices of SC,
FCC and BCC. For SC lattice using Eq.(2.8), we have

100 1 00 100
A=1(01 0/-]/0 1 0f=10 1 0 (2.16)
0 0 1 0 0 1 0 0 1
Thus, we have ASC = 1. Similarly, for FCC we have
011 011 2 11
A=1|1 0 1|1 0 1| =11 2 1 (2.17)
1 10 1 10 11
Thus, we have AFCC = 4. Similarly, for BCC we have
-1 1 1 -1 1 1 3 -1 -1
A=(1 -1 1|1 -1 1]=1]-1 3 -1 (2.18)
1 1 -1 11 -1 -1 -1 3

Thus, we have ABCC = 16.

(a) (b)

Figure 2.4: Different types of unit cells.

There are various ways to define unit cells, and a few important ones are as follows:

e Primitive cell: A primitive cell is a unit cell (minimum volume cell) that contains only
one lattice point. It should be noted that all primitive cells are unit cells but not all unit
cells are primitive cells.

e Voronoi Cell: The Voronoi cell or Wigner-Seitz cell around a lattice point I; is defined
as the locus of points in space that are closer to that lattice point than to any of the other

lattice points.
V(1) = {z € RN|d(2,1;) < d(=,1;)Vj} (2.19)

where d(z, ;) is the distance between the points x and ;.
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Figure 2.5: The possible choices of primitive cells for a set of points.

The Wigner-Seitz cell is constructed by taking the perpendicular bisectors of all the nearby
points around a lattice point as shown in Fig. 2.6. The Wigner-Seitz cell for FCC in 3D
is a rhombic dodecahedron, and for BCC, it is truncated octahedron. These are shown in
the Fig. 2.7.

Figure 2.6: Construction of Wigner-Seitz cell around a lattice point.

2.3.2 Reciprocal Lattice

If L is an n-dimensional lattice with the basis {v;}, the reciprocal lattice L* with the basis {u;}

is defined as: -
L* = {M*j:j € Z¥}where M* = (M ') ", (2.20)

such that,
U;. V5 = 271'(5@'. (2.21)

As for an example, the primitive vectors for reciprocal lattice of SC lattice are (Kittel, 2005)

bl = 77:7 b2 = 7].7 b3 = 7]{7 (222)

Figure 2.7: WignerSeitz cell for BCC (left) and FCC (right) grids.
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which is again a SC lattice itself with a lattice constant 27w /a. The primitive vectors for reciprocal
lattice of FCC lattice are

b1:2§(—%+5+1%), b2:2§<f2—§'+l%>, bgz%ﬂ(ﬂj—/%), (2.23)

which is the basis for BCC lattice i.e., reciprocal lattice for FCC lattice is BCC. Similarly, the
primitive vectors for reciprocal lattice of the BCC lattice are

b1:2§(§+l%>, bF%”(m;), bgz%ﬂ(m), (2.24)

which is the basis for FCC lattice i.e., reciprocal lattice for BCC lattice is FCC. Indeed it is easy
to see that in general, the reciprocal lattice of a reciprocal lattice is the original lattice.

2.4 Closest packing problem

The classical sphere packing problem is to solve how densely the identical spheres can be packed
together (Conway & Sloane, 2013). The packing density A of a lattice is the ratio of the volume
filled by the spheres within a unit cell to the volume of the unit cell, i.e.,

A= volume of one sphere _ volume of one sphere’ (2.25)

volume of fundamental region A3z

where A is the determinant of the lattice.

The packing density for 3-dimensional lattices using the generator matrix can be understood
by considering the examples of SC, FCC and BCC lattices. The determinant of generator matrix
for SC lattice is Agc = 1. The packing radius is taken as half of the shortest non-zero vector
length (Bowick et al., 2017) and thus in case of SC lattice, it is 1/2. This is also apparent from
Fig 2.8, from where it is evident that 2r = a, where r is the radius of the sphere and a is the

side of the unit cell.
2r %

Figure 2.8: One face of a SC arrangement of spheres.

Thus the volume of the sphere is

4 1\° =«
V=_rl(z) =22 2.26
3" (2) 6 (2:26)
Thus, on SC lattice where Agc = 1, the packing density is

V
Agc = — = 0.5236. (2.27)
Asc
In other words, the percentage of packing density is 52.36%.
Similarly, determinant of generator matrix for FCC lattice is Apcc = 4. The packing radius
is taken as the half shortest non-zero vector length and thus in case of FCC lattice it is 1/v/2.
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Thus the volume of a single sphere is

v <1>3 _ 32\% (2.28)

Thus, the packing density calculated is

1 27

A = ——— =0.7405. 2.29
Fcc \/13\@ ( )
Finally, for BCC lattice the determinant is Apoc = 16. The packing radius is taken as the
half shortest non-zero vector length and thus in case of BCC lattice it is v/3/2. Thus the volume

of a single sphere is
4 3 ’ 3
V 37 < 4> ™/ (2.30)

Thus, the packing density calculated is

1 3
Apce = T \/; = 0.6802. (2.31)

Thus, in 3-dimensions FCC has the highest packing density.

2.5 Efficient sampling lattice

A regular sampling of a function is similar to a point lattice. For sampling a function f on
a lattice L, the function has to be bandwidth limited. An efficient sampling lattice is the one
which uses a minimum number of sampling points to achieve exact reproduction of a bandwidth-
limited function (Petersen & Middleton, 1962). To distribute the samples in the spatial domain
in the most economical (sparse) fashion, the reciprocal lattice L needs to be as densely packed
as possible. The dense packing of the spectra in the Fourier domain can be addressed by the
sphere packing problem. In 3-dimensions, the packing fraction for FCC lattice in Fourier space
is the least (i.e., the packing density is highest) of all the lattices i.e., BCC lattice in real space
is the most efficient lattice.

The problem of finding most efficient sampling lattice in N- Dimensions is equivalent to
the closest sphere packing problem in Fourier space and vice versa (Entezari et al., 2009). In
3-Dimensions, the packing fraction for FCC lattice in Fourier space is the least (i.e., the packing
density is highest) of all the lattices i.e., BCC lattice in real space is the most efficient lattice.
The packing density values of different lattices in 3-dimensions that are calculated in Section 2.3
are tabulated in Table 2.1. It is well known that volume representation (or rendering) will
be better on BCC lattice. Indeed this fact is well known in computer graphics literature. To
illustrate the difference between SC and BCC lattices, Fig 2.9 shows the rendered image of a
sphere on SC and BCC lattice. The advantages of using BCC lattice is evident in this figure.

Lattice Dual Packing density

Simple Cubic Simple Cubic & = 0.5235

Body Centered Cubic | Face Centered Cubic ”T\/g = 0.68017

Face Centered Cubic | Body Centered Cubic \/LTS = 0.74048

Table 2.1: The packing densities of different lattices in 3-Dimensions.
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(a) BCC (b) SC

Figure 2.9: Representation of an ellipsoid on BCC (left) and SC (right) grids.

2.6 Isotropy on lattice

A typical fluid system does not show preference towards any particular coordinate orientation.
In the context of Boltzmann dynamics, since molecular velocity can take any value and there is
no intrinsic preference for a particular direction, the equilibrium distribution is invariant under
arbitrary rotations of the axis rather than just a few particular discrete rotations. However,
any discrete representation by definition can preserve invariance with respect to few discrete
rotations only. Thus, any discrete representation of the fluid system will preserve isotropy in an
approximate sense only. A systematic way to analyze the behavior of the discrete velocity models
is to notice that the discrete velocity set forms a D-dimensional crystallographic structure. The
symmetries of such a crystallographic structure and possibility of describing fluid like isotropic
structure is best analyzed in terms of n'® order moment tensor M defined in terms of the link
vector cq,; as
N
Mz(:;)gzn = Z Wj Ca,il Ca,ig s Ca,z’n (2.32)
a=1

where w; are certain weights associated with individual vectors and cq 4, , cqi, - - - are the cartesian
components of the vector and N denotes the number of such vectors. For simplicity we will
restrict our attention to the case where weights w; are function of magnitude of link vector only,
i.e., w; = w;(c2,). In this section, we largely follow (Chen et al., 2008) in analyzing the isotropy
of such a tensor. As we are working with Bravais lattices, we can utilize certain group related
properties of these lattices. In particular, if ¢; are the lattice vectors corresponding to a lattice,
then they have to satisfy following conditions:

e Closure under inversion: The discrete vector set should be closed under inversion i.e if
¢; € C then the inverse of it should also belong to the same set ( —¢; € C'). Two examples
of such link vectors on 2-dimensional simple cubic lattice is shown in Fig.2.10.

This condition implies that all odd ordered moments constructed with the vector set C
are zero, i.e.,

Zwicm = O, Zwiciaczﬂcw =0. (2.33)
7 %
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c¢(0,1)
C(_Ll) C(l 1)
c(-1,0)
c(1,0)
C(—l _1) C<17"1)
’ c¢(0-1)
Lattice-A Lattice-B

Figure 2.10: Two examples of such link vectors on 2-dimensional simple cubic lattice

e Closure under reflection: The discrete vector set should be closed under reflection. In
other words, if ¢; = (a1, az,a3) € C all possible reflections of ¢; = (a9, a1,a3) , (as,az,a1),---
should also be in C. It is evident that both examples shown in Fig.2.10 also satisfy this
condition. This condition implies that the even order moments do not show preference
towards any particular cartesian components. In particular:

E wz E wz E w;C zza
E :wz 2m 2n § :wz 2m 2n § :wz 2m ZQ;L

(2.34)

On these lattices, we can analyze the behavior of nth order moment tensor by recognizing
that any n'* order tensor can be written as the combination of isotropic delta function Agl )12’
and appropriate anisotropic tensor of that order. Thus, the generic form of few lower order

moment tensors are

M® — s,

Mz’(;li)Qigu = C§4)A§122m4 + C( )5Z11213z47
Mi(16i)2i3i4i5i6 = C§6)A§?22i3i4i5i6 + 0(6)51(16221'3@'41‘51'6 +Cf° )5%@'3231'41-5167 (2.35)
Mi(fi)gigiusiaiﬂg = Cfg)Agf’L)ghmisieiﬂg +Cf )51(11‘)21'31'41‘51'@7@‘8 + 5 )51(11‘22;),@‘41‘5@'6@‘71'8
+Cf )5§16¢22£31'41;5i617@'8 +cf 51(12@13241'516@'718

n)

where ¢ is the lattice speed and the coefficients Cy(n
and Kronecker delta function of order n is

1, if iy =iy = iy
Siii o= 2.36
e {0, otherwise (2:36)

are specific to the type of lattice we consider

Further, the isotropic delta function AE )12 4, can be written in terms of second order isotropic

delta function called Kronecker delta function (d;,4,) and lower order isotropic delta function

(Agzgzm where m < n ). As for an example

Agjl)el 51j5kl + 5zk(5]l + (5115]k,

ijklmn — klmn jlmn kjmn k:l]n jklm

(2.37)

The delta function of the form 51(:?2717:1) is product of two Kronecker deltas of order m and n-m
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ie., 51(:?2”?:1) = 5i1i2---i(n_m> 0iyig--i,, and all the possible permutations of indices.

For the lattice A shown in Fig. 2.10, the 4th order isotropic condition implies, . ¢iaCigCiyCix, =
26%05% and for lattice B, it is ), ciaCigCiyCix = 4t [Aagyk — 2008+yi] - Similarly, the coefficients
for SC,FCC and BCC shells can be calculated. The coefficients of second and fourth order ten-
sors for different lattices are listed in Table 2.2. where as, cq¢, ¢, ¢, are the lattice velocities for

C,£2) 054) 02(4)
SC |2¢. | 0 2c4,

FCC 80? 403% —4031c
BCC | 8¢ | 8¢, |-16 ¢

Table 2.2: Second and Fourth order tensor coefficients

SC, FCC and BCC.

For sixth order tensor, the coefficients for different lattices are tabulated in Table 2.3.

056) 02(6) C§6)
SC 0 200 0

sc

FCC 0 -52cf 4c

sc

BCC 8¢f 128 ¢f -16¢)

Table 2.3: Sixth order tensor coeflicients

For eighth order tensor the coefficients for different lattices are tabulated in Table 2.4. We

C{S) 02(8) C§8) Ca@ Cég)
SC 0 2c5, 0 0 0
FCC 0 -384c}  4c) 4ch 0
BCC 8/3 ¢} 1744 ¢} -32¢) -16¢ 0

Table 2.4: Eighth order tensor

will construct a discrete velocity set for LBM using these conditions of isotropy in subsequent
chapters.






Chapter 3
Boltzmann equation

3.1 Introduction

In hydrodynamic theories, fluid is treated as a continuum and its motion is described in terms of
the macroscopic quantities such as the mass density, velocity, and temperature at a point. The
underlying assumption behind this continuum hypothesis is that we can associate macroscopic
quantities with any volume of fluid, no matter how small it is (Batchelor, 2000; Landau &
Lifshitz, 1959). Physically, this approximation is valid provided the volume element considered
is much larger than the mean free path. The evolution equations for the macroscopic quantities
are obtained in terms of conservation laws for mass, momentum, and energy. These conservation
laws need to be supplemented with the constitutive relations for stress tensor and heat flux
tensor. For instance, in case of “Newtonian fluid”, one assumes that the stress varies linearly with
the velocity gradient tensor (Batchelor, 2000). The basic equation of motion for the Newtonian
fluid is Navier-Stokes-Fourier equations, along with the linear relationship between stress tensor
and velocity gradient tensor, Fourier law of heat conduction is also assumed. The central theme
of the computational fluid dynamics is to obtain efficient schemes to solve the non-linear Navier-
Stokes-Fourier equation in the incompressible limit for which the equation is highly non-local
because of the pressure term (Ansumali et al., 2005; Holmes et al., 1998; Chorin et al., 1990).

The other end of fluid modeling is a fully microscopic approach where the fluid is modeled as
a many-body system of microscopic particles. The motion of this microscopic system is governed
by the coupled Newton equations, within the framework of classical mechanics. In this approach,
the uncertainty over initial position and velocities of N-particle system is handled by averaging
over all possible initial conditions. All macroscopic quantities are computed as appropriate
averages of microscopic system (Liboff, 2003). For understanding long-time dynamics, such a
procedure is very inefficient and often provides detailed information which is far beneath the
usual realm of interest for continuum fluid mechanics (Koplik & Banavar, 1995).

For dilute gases, kinetic theory of gases provides an intermediate description in terms of
the single particle distribution function (Cercignani, 1975). In this description, single particle
distribution function f(x,c,t), describes the state of the gas at any location x with velocity
c at time t > 0. Physically, f(x,c,t)dxdc is the probability of finding a particle centered
at the point (x,c) in infinitesimal volume dx dc in phase space(Cercignani, 1975; Struchtrup,
2005). The evolution equation of the distribution function, first derived by Boltzmann, provides
a quantitatively correct dynamics of the dilute gas in the hydrodynamic regime as well as molec-
ular regimes even when the gas is far from equilibrium (Cercignani, 1975). Thus, Boltzmann
equation occupies the central position in non-equilibrium statistical mechanics and is key to our
understanding of how the averaged macroscopic behavior emerges from microscopic motion.

In this chapter, a brief review of the kinetic theory of gases will be presented. The chapter
is organized as follows. A brief introduction to distribution function approach is discussed in
Sec.3.2. The Boltzmann equation for dilute gases is introduced in Sec.3.3 which is followed by
a brief discussion on Maxwell-Boltzmann distribution function in Sec.3.4. The approximation
for Boltzmann collision operator, known as kinetic models are introduced in Sec.3.5. Finally,
evolution equations for the moments along with different methods to obtain closure relation has
been presented in Sec.3.6.

19
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3.2 Distribution function and moments

The macroscopic quantities such as mass density (p), momentum density (j,, the mean velocity
of the fluid) and energy density (FE) are defined as lower order moments of the probability
distribution function. The explicit expressions are

p= ) =l B=(%5). en

where angular bracket denotes the inner product defined as:

(91, ¢2) = /_O; /_Z /_: dcgr ¢a. (3.2)

It is often convenient to define the moments in the co-moving reference frame in terms of
mean velocity of the fluid uy (= jo/p). For example, the internal energy (e) of the fluid in the

co-moving reference frame is
& (c —u)?
— - 3.3
pe < 5o 5 /) (3.3)

which is related to total energy (F) in absolute frame as:
L
E = U + pe, (3.4)

where & = ¢ — u is the peculiar velocity. As we are dealing with dilute gases, the equation of
state is that of an ideal gas and the temperature T is defined by the relation e = 3kgT/(2m),
where kg is the Boltzmann constant and m is the mass of a molecule. Here onwards, a scaled
temperature defined as @ = kgT'/m will be used for convenience.

The traceless part of momentum flux in co-moving reference frame is stress tensor (o,5) and
energy flux in this reference frame is heat flux (g,). These quantities defined in terms of the
distribution function are

2
70y = €GD): 1= (S51). (35)

where for any second order tensor A, in D dimension, the traceless part Zaﬁ is defined as:
_ 1 1
Aag = 5(1404,3 + Aﬁa) — 5‘47’75045‘ (3.6)

Similarly, for third order symmetric tensor B,g, traceless part EQM is defined as:

—= 1
BO‘B”/ = Baﬂ'y - m (Bom/{(s'yﬂ + Bﬁmﬁéa'y + Bmvyfsaﬁ) . (37)

The next important higher order moments that we use in kinetic theory are, traceless part of

flux of momentum flux Q traceless part of fourth order moment (Eag,m), the traceless and

apys o
trace part of the contracted fourth order moment R,g (flux of heat flux) and R which can be
defined as:

_ . _ . 1 o
Qaﬁ’y = <§O¢€ﬁ€’w f> ) Raﬁ'yn = <§a§6§7§m f> ) Raﬁ = <2§2€a€,37 f> ) R= <§47 f> . (38)
We also define the contracted fifth order and double contracted fifth order moments as:

Naﬁ’y = <£2€a§ﬂ5’77 f> y  Na = <‘S2€2§Oza f> . (39)
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Figure 3.1: Evolution of distribution function in phase space.

In the later part of this chapter these moments will be used for extended hydrodynamic descrip-
tion.

3.3 Boltzmann equation for dilute gases

The Boltzmann equation describes the time evolution of the distribution function under the
action of external forces and internal collisions. This equation states that the time rate of
change of the distribution function in an elemental volume is due to the flux of particles across
the bounding surfaces and non-locally through collisions among particle which leads to particles
jumping from one elemental volume to other in the velocity space (See Fig 3.1). In explicit
form, the Boltzmann equation is (Cercignani, 1975)

af o of

a-l—a—%(caf)nLga%_J(f,f), (3.10)

where g, is the acceleration due to external force and 7 is the collision term which denotes the
effect of binary collisions between the particles. The Boltzmann equation relies on the famous
molecular chaos (Stosszahlansatz) assumption that the velocities of the colliding particles before
collision are uncorrelated, i.e.,

fi2 (x1,¢€1,X2,¢2,t) = f (x1,¢1,t) f (X2,¢C2,t). (3.11)

The collision operator with molecular chaos approximation is

J = /dc’/dc/dcl/dc2 [w (c,c'|cl,c2) f(c1)f(e2) —w(cl,cz\c,c') f(c)f(c’)], (3.12)

where ¢; and ¢y are pre-collisional velocities and ¢’ and ¢ are post-collisional velocities. Also,
w (¢, c|cy, c2) is the transition probability that as a result of collision between molecules with
velocities ¢; and ¢y acquires velocities ¢ and ¢ according to the laws of elastic collisions, i.e.,

/
C+C =1 + Ca,

3.13
02+c/2 = c12+022. ( )
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The transition probability follows the symmetry relation (Landau et al., 1981)
w(c, c'ler, e2) = w(er, e2le, ). (3.14)

This implies that in statistical equilibrium the number of collisions in which the collisional
velocities changes from ¢y, ca — ¢, ¢ is equal to number of collisions with the collisional velocities
to be changing from ¢, ¢ — ¢1, co. This is the principle of detailed balance.

Using the above symmetry of the transition probability, one can show that for an arbitrary
function ¢(c) of the molecular velocity, following relation holds

¢(c) + ¢(c') — ¢(c1) — ¢(ca)
1 .

(#(c),2P) = / de'deydesdew { f(er) f(es) — F(e)f(e)} (3.15)

A few important properties of the Boltzmann equation are:

1. Collisional invariants: Due to the elastic collisions Eq.(3.13) and Eq.(3.15), for any ¢
of the form,
¢o(c) = a1 + azc + azc? (3.16)

it is evident that (¢o(c), 2®) = 0. In other words

(T, {1, ca,c*}) = 0. (3.17)

This also implies that collision term is satisfying the conservation of mass, momentum and
energy.

2. Conservation laws: By taking the moments of the Boltzmann equation (3.10) and using
Eq.(1) it is evident that the macroscopic conservation laws have the following form

dp | Oja
A
Oja 0 doap
S T 92s (puaug + pdag) + Dy P (3.18)
OE 0 0qa
5 + 879:& ((E —i—p)ua + anuv) + R = PUqYa,

where p = pf. It should be noted here that the conservation laws emerges from set of
collisional invariants only and should hold irrespective of form of the collision term.

3. Zero of collision: At equilibrium the collision term in the Boltzmann equation reduces

to
J(f, f)=0. (3.19)
The collision integral vanishes if,
fle)f(c) = f(e1) f(e2), (3.20)
Inf(c) +Inf(c') = Inf(cq1) + Inf(ca), (3.21)

which implies that In f is a collisional invariant. As mentioned earlier, mass, momentum
and energy are only collisional invariants for binary collisions which implies In f should be
a linear combination of these invariants. This also yields that the equilibrium distribution
function fMPB has form:

MB _ p §2> 3.99
/ (27r9)§exp< 20)° (3.22)
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This distribution function is known as Maxwell-Boltzmann distribution function.

4. H-theorem: Boltzmann generalized the concept of entropy to a non-equilibrium situa-
tions by defining H-function in terms of the distribution function as (Cercignani, 1975):

H—/dc(flnf—f). (3.23)
The evolution equation for the H-function can be written as:
oH 0JH
il a _ _4(B) .24
ot + Oz, a0 (3.24)
where the entropy flux Jf and the production term o) are
JH = /ca (finf—7, oPBde=—QP) Inyf). (3.25)

The H-theorem states that for any solution of the Boltzmann equation, H-function is a
non-increasing function of time, i.e., Q&) > 0. The rate of variation of entropy is

(B) = _ c C C C C c2) — fe)f(c oif(c)f(d)
0 —— [de' [de [ der [ des [fe)fies) = fle) ()] g EEL = 0. 326)

It can be seen that the rate of variation of entropy is always negative and the entropy
is non-decreasing quantity in time. This relation shows that H-theorem is a generalized
version of the second law of thermodynamics (or law of entropy). It should also be noted
that, entropy production is zero when f(c)f(c’) = f(c1)f(ce) and as shown earlier this
corresponds to Maxwell-Boltzmann state.

This description of dilute gases in terms of the single particle distribution function is valid only
in the Boltzmann-Grad limit (Grad, 1958; Liboff, 2003). This is a limiting process where the
number of particles (n) is allowed to approach infinity (n — oo) and the mass of each particle
(m) is allowed to go to zero in such a way that the total mass is constant (mn = const). The
size of the molecules tends to zero (d,, — 0) keeping the surface area constant (nd2, = const)
which also means that the mean free path (the average distance traveled by the particle between
two successive collisions) is held constant (1/nd2,= const). Finally, we observe that the volume
occupied by the molecule is tending to zero (nd3, — 0) in this limit while surface area is kept
constant. This limit is the Boltzmann-Grad limit, and it provides the measure for rarefaction.

3.4 Maxwell distribution function

Maxwell distribution is the zero of the collision term and the entropy production is zero in
this state hence it can be interpreted as the minimization of H-function under the constraints
of mass, momentum and energy conservation. This constrained minimization can be done as
minimization of a potential of the form (Ansumali & Karlin, 2005)

E:/dcf (Inf—1)+ f (a+ Buck +7¢%), (3.27)

where «, 8, and v are the Lagrange multipliers corresponding to the mass, momentum and
energy conservation respectively. The minimization of the potential = is
d=

T =0= f“9=exp [— (a + Brck + 702)] , (3.28)
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where the explicit form of the Lagrange multipliers are
3 2
a=—Inp+ 510g(27r9)+u , Br=—— V== (3.29)

Using these expressions the equilibrium distribution fMPB is found as:

MB_ _ P —§2> 3.30
I (%e)ieXp( 20 ) (3:30)

The moments of the Maxwell distribution are
2 2
p= <1anB>7 ja: <CaanB>a EE%‘FG: <02,fMB> (331)

The equilibrium values of the higher order moments using Maxwell-Boltzmann distribution are

Toh = PUalipdag, Quhy = 0. (3.32)

The zeroth moment of distribution fMPB is the particle number density and the odd moments

vanish. The second velocity moment is related to the temperature.

3.5 Kinetic models

The Boltzmann equation is difficult to solve because of the complexity of collision term. Several
approaches have been developed to simplify the Boltzmann equation and preserve the collisional
properties. Such models are termed as kinetic models (Bhatnagar et al., 1954; Lebowitz et al.,
1960; Cercignani, 1975). In this section, we list a few models of the collision term.

3.5.1 Bhatnagar-Gross-Krook model

One of the most widely used models for Boltzmann equation is due to Bhatnagar-Gross-Krook (Bhat-
nagar et al., 1954). This model assumes that the role of collisions is to relax the distribution
function to its equilibrium fMB. Collision term for this model reads

Tk = = (7P (pu.6) - f) (3.33)

where the time parameter 7 is the relaxation time. This model provides a qualitatively correct
dynamics of Boltzmann equation. This can be seen from following properties of the BGK model:

e Collision invariant: From the definition (3.1) it is obvious that

<k7BGKa {1, C, 02}> = 0, (3.34)

i.e., mass, momentum and energy are collisional invariants. Thus, the collisional invariants
of BGK model are same as the Boltzmann equation.

e Comnservation laws: Since the collisional invariants for BGK model are same as the
Boltzmann equation, the conservation laws remain the same.

e Zero of Collision: At the equilibrium state, where the collision term is zero, the BGK
collision term implies that, f = fMB(p,u,0). The zero of collision for BGK model, like
the Boltzmann equation, is Maxwellian.
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e H-theorem: The evolution for the H-function for BGK model is

oH aJH
o+ S = —oBOK, (3.35)

where the production term oK is
1 f
s 595 gy L[ s () - fae ).
(3.36)
Since the mass, momentum and energy are conserved, the second term in the above equa-
tion is zero. Now the entropy production is

oBEK — % [—/dc (fMB — f)log <J0£B>] > 0. (3.37)

Furthermore, QBGK) =  only if f = fMB (p,u,0). Thus, the model has correct H-theorem
too.

However, an important defect of the model is the constraint on Prandtl number. This
aspect will be analyzed in the later part of this chapter. Many modifications of BGK
model are available in the literature. The aim is often to correct the Prandtl number.
Ellipsoidal BGK and Shakov models are two good examples of such models.

3.5.2 Fokker-Planck model

A different nonlinear model, proposed by Lebowitz et al, (Lebowitz et al., 1960) which introduces
the diffusion term to the Boltzmann collision model is

1 knT
Jop = — 0o, (@f + Bacaf> : (3.38)
TEFP m

The Fokker-Planck model also has the same collisional invariants, conservation laws and zero of
the collision. This model also satisfies the H-theorem.

3.6 Moment chain of Boltzmann-BGK model

The moment equations can be obtained by multiplying the Boltzmann equation (3.10) with
the velocities &;1&;0 - - - & and subsequent integration over the velocity space. We have derived
conservation laws in Sec. 3.3.

The evolution equation for the stress tensor (traceless second order moment) is

ou 4 9qq 1 teq

9o doas | 0Q, 0
0ap ,, 09ap  OQapy Ou

ou
— 42 Ep2p 24— == 3.39
ot “ 8«T'y 8%7 Tab 8377 * o6 89@, tep 8%5 + ) 81'5 T Uaﬁ ’ ( )
where symmetrized traceless part of the velocity gradient tensor is
Ouq 1 (Oug  Oua 20uy
=3 —273. 0 3.40
Org 2 <3ma - Org 30z, of (3.40)

Thus, the evolution of stress o, requires knowledge of its flux Q,g,. Similarly, the evolution
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equations for traceless energy tensor and the heat flux are

8Qa,3,y 15) 6?04,37,{ 30R.3 3 dp 3 Ok
ot g (UeQam) ¥ =g T T T ey, T T, )
au 12 8'&’3 l—neq .
+310Qaﬁﬁa + 7q04 81’7 _;Qaﬁ”/?
0qo 1 3§aﬁ 10R —~ Oug 0 (QQUB) 7 Oug 2 3U5 2 811,5
ot T2 0z5 60z O, T omy 5% 0m, T 5%02, T 5% 0a, 5.2)

5p Op oap Op  5pdoag  0apbopy 1

2 p 0z, p Org 2p Oxg p Oxy T

neq
o -

The evolution equation for the contracted fourth order traceless tensor Eag and double con-
tracted fourth order moment R are,

6§a5 n 8u,§§ag n aﬁagﬁ 2 ana 2~ 8Pm7 28 8PBH

~Wapr 7 — £ 4o
ot 0%y, 0%y 5 81’5 ) P p Bxg 5 1 0%y (3.43)
= u,{ uﬁ —=neq
2Ra KM 2Ro— = _7Ra )
+ A n@xn + 0%y, s
OR 0O(u.R on ou, 8 0P, 1
+ (urR) + 2 ARy S — g =~ RUed, (3.44)

ot 0% 0%

where P,g = pdag + 0q3. It can be seen from this hierarchy of evolution equations that the
equation for N*' order moment contain a higher order (N + 1)*® moment as a flux term. This
system forms a chain which is not closed at any order; thus one requires closure approximations
(Liboff, 2003). In order to give a reduced description of the system in terms of the finite set of
moments several methods have been developed. Two important methods used for finding closure
approximation are Grad moment method (Grad, 1949) and Chapman-Enskog approximation
(Chapman & Cowling, 1970; Liboff, 2003).

Ox, p " Oxy, T

3.6.1 Chapman-Enskog method

Chapman-Enskog method allows us to compute transport coefficients of macroscopic laws from
the microscopic details of the gas (Chapman & Cowling, 1970). This method yields the explicit
expressions for viscosity and heat conductivity. This method is based on perturbative expansion
in space-time variables. In this method, the equation of motion itself is expanded into fast and
slow components. Here, the fast time scale is the collisional time scale and the macroscopic time
scale is the slow time scale. The iterative procedure is built as follows:

e The distribution function is expanded in series of 7

foe=>_ ). (3.45)

The physical rationale of this expansion is smallness of Knudsen number which is a non-
dimensional number defined as the ratio of the mean free path to the macroscopic length
scale (L)

lmtp  TCs vkpT
K = — = = .
| T & m

Since Kn =~ 7, essentially this is an expansion in Kn.

(3.46)



3.6 Moment chain of Boltzmann-BGK model 27

e In this expansion, conserved moments are left unexpanded in order to keep the consistency
with the conservation laws, i.e.,

[ dett.e. 18 = (o . )

(3.47)
/dc{l,c, A = 0,008, k>o0.

e This implies that, all higher order moments can be expanded as:

OaB = Ugg +TUS,62 +T2afﬁ) + -

Go = a0 + 74 + 7% + -,
0 1 2
Qapy = Qr(xﬁ)v + TQEJB)V t TQQ(&B)'Y T

0 1 2
Rap = RO + 7R} + 72RE) + -

(3.48)

e The time derivative is expanded as:
0 =0" ¢+ 70 p+ -, (3.49)

where the time derivatives are defined using conservation laws Eq. (3.18). For example,
at O(1) we have

@(0)0 + Oaja =0,
O jo + D5 (9850 + PUiatis) = pga (3.50)
815(0) (pu2 +3p0) + O3 (pu2ua + 3pbuq) = 2puaga;

which are Euler equations of hydrodynamics.
At O(7!) we have,

op =0,
OV jo + 850 =0, (3.51)

at“) (pu2 + 3p0) + 93 (2q,(11) + 2u50(1)> =0.

(e
By considering the O(7°) terms from the stress tensor equation (3.39)
2pDatiy = '), (3.52)

and from the heat flux dynamics (3.42) we get

5p
25 WP = ‘L(xl)- (3.53)
The above relations implies that the stress tensor and heat flux have the form

Oap = 210aug, (3.54)
Ga = KOal, (355)
with p = p7 as the dynamic viscosity and k = (5/2) pT as the heat conductivity. This im-

plies a Prandtl number of 1, while Prandtl number obtained from the Boltzmann equation
is 2/3.
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3.6.2 Grad’s moment method

The essence of the Grad method is to introduce an approximation to the one-particle distribution
function f, which would depend only on a finite number N of moments. We take the moments of
the Boltzmann equation and the number of moments depends on the problem we are interested
in. Subsequently, the approximation is used to close the system of N moment equations from
the kinetic equation.

Grad considered the separation of time scales associated with the evolution of the finite
set of moments M’ (which include hydrodynamic moments and certain higher order moments)
and the rest of the higher order moments (M”). The assumption is that the moments (M)
evolve significantly slower than the higher order moments (M"). Then for the time scales larger
than the characteristic time scale t’, the dynamics of the distribution function is governed by
the evolution of slower moments (M’). Thus, the key idea in this method was to introduce
the hierarchy of time scale and assume that quasi-slow variables such as stress tensor and heat
flux have their independent dynamics. The closure is provided only for fast variables, and
conservation laws are appended with the evolution of quasi-slow variables. This separation of
time scales is formally introduced by projecting the distribution function in the finite sub-space
created by Hermite polynomials #?, which are the appropriate orthogonal polynomials with
Maxwell-Boltzmann distribution as weight for the inner product (Grad, 1949). The distribution
function with this approximation is

N
FERAM ) = fMB(p,u, 6) [Z AOH O (f)] , (3.56)
1=0

where N is the highest order of Hermite polynomial and coefficients A® are i® order tensor
created from moments of the distribution function. A few lower order Hermite polynomials are

240 — 7
1 =g,
2
HE = ig; — 05y, (3.57)

H) = €56k — 0 (& + &0 + &05)
Hih = GE5EE — 0 (§i&50m + Ei€x0j1 + EiE10jk + ExE500 + E1E0i + E&035) + 0P Dij,

where A;jj; is fourth order isotropic tensor defined as Ajjx = (0301 + 0ikdj1 + 0i9;%). One often
works with the contracted third and fourth order polynomials and the corresponding polynomials
with trace and traceless forms

1P = €2, — (D + 2)6%;,
7(3) 1.,
igh = &i%isk — gf (&idjk + &§0in + &diz)
HS-L) = 26 — T06E; — 06%5,5 + 50°5;5, (3.58)

HW = ¢t — (2D + 4)6¢% + D(D + 2)6°,
Hy = (€= 70) &5

In the subsequent sections we will consider the cases of 13 and 26 moments.
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3.6.3 Grad-13 moment method

The most commonly used method is Grad-13 moment (the slow moments are the five hydro-
dynamic moments, five moments from the traceless stress tensor (o;;) and three components of
heat flux vector) and the constructed distribution function in terms of peculiar velocity is then
given by

044
2062
The evolution equation for moments can then be obtained by taking appropriate moments of
Boltzmann equation (3.10) and using the Grad distribution function (3.56). The closure for the
higher order moments computed from the distribution function (3.59) are

fGI'ad f‘MB 1 +

(flf] Z] ) #51 (52 - 59) . (3.59)

Qupy =0,  Rap=T00a3,  R=15p6> (3.60)

Here R = (¢%, f) is the double contracted fourth order tensor and Rop = (£2£,€3, f) is traceless
part of the contracted fourth order tensor. Using these closure relations, the evolution equations
(3.18 and 3.39 -3.42) reduce to

p | Oja

£y P
ot T or,

0
Bt + — dey (pBdap + puaug + oap) =0,

0 0
g (pu + 3p9) + e (,ou Uq + 3p0uUq + 294 + 2u50a5) 0,

0oap 0oap Ouy ou, ou 4 0q 1
o T vaa +oasg +2f’wﬂaa+2p7a+’7a:—*%ﬁa

4o | Toap 09 n eaaag n §8p92 . 0 (qaup) n 7 Oua

(3.61)

ot T2 oz5 0w | 20za | 0z | 5P0zs
2 Oug 2 Oug bHp dp 04 Op  OapOop, L eq
L e el o =——qq
57 0xg 577 0rsa 2p0x, p Oxp p Ox, T

The above set of symmetric hyperbolic equations are closed and can be solved for a particular
configuration.

3.6.4 Grad-26 moment method

An important extension of Grad-13 moment equation is G26, i.e., 26 moments are used to
construct the distribution function f. The distribution function can be written as:

Grad _ ,MB 0 5,0, Qurg®) . @ 4o B =100 zw R o q

2% =f 2 2007 i 6063 3 Lijk 5p03 & 28 ph gl 120p94H( )
(3.62)

With the above distribution function, we can compute the closure for the fourth order, contracted

fifth order ( Nog,) and double contracted fifth order (n,) moments as:

— 1 2
Ra,B'yﬁ =5 Ca,B(S'yfi + Cav(sﬁn + Comfsﬁfy + Cﬁ'y(san + Cﬁnéav + Cynéa,ﬂ) + (R + 129P) ﬁAaﬁ'ym

- (
Nagy =90Q 5., Ne = 28604,
(3.63)
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where Cg = (Eaﬁ — HJQB). Then the corresponding evolution equations with the above closure
can be written as:

Op | Oja

ot t or. Oz, =0,

0j 0
a]; + 75— 8 (peéaﬁ + puqug + Uaﬁ) = PYa;
9 o 9
e (pu + 3p9) + G (pu U + 3p0uUq + 294 + 2ugaa5) = 2pUaYa,
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(3.64)

These transport equations along with their closure relations form a closed set and can be solved
in principle. This will be shown in the next chapter for a simplified case of unidirectional flow,
wherein the simplification of linearization make the equations to be solved analytically. Further,
the necessary conditions for a method to capture Knudsen boundary layer and other rarefaction

effects will be discussed in the next chapter. This is achieved by analyzing the closure relations
for the higher order asymmetric moments.



Chapter 4
Unidirectional flows

4.1 Introduction

Transport phenomena of the gases at micrometer scale have seen renewed interest in recent
years due to possible applications in areas of micro-mechanical devices, semiconductor manufac-
turing, etc. For these applications, standard tools used to predict the quantities of interest are
Direct simulation Monte Carlo (Alexander & Garcia, 1997), the Moment method based exten-
sion of Navier-Stokes-Fourier equation and the mesoscale tool such as lattice Boltzmann method
(Succi, 2001a). The numerical tool to be used is selected based on the operating condition such
as Knudsen number and Mach number. For instance, the particle-based method DSMC is prefer-
able for high Mach number and high Knudsen number. For the low Mach number flows in the
transition regime, this is computationally expensive. Hence considerable attention is focused on
computationally less expensive methods based on Chapman-Enskog and moment-based meth-
ods (Struchtrup & Torrilhon, 2003). Ansumali et al. (Ansumali et al., 2007b) first showed that
many canonical problems could be solved analytically for different Knudsen numbers beyond
the continuum limit using the moment chain of lattice Boltzmann models constructed based
on Gauss-Hermite quadrature. It was shown that with the application of diffusive boundary
condition at the wall, these models reproduced many characteristics of rarefied gas flow in a
micro-channel. In particular, it was found that while the lower order LB models were able to re-
produce slip flow effect correctly, only higher order models could predict the Knudsen boundary
layer accurately. Kim and sader et al. (Kim et al., 2008a) found that this approach of Gauss-
Hermite quadrature does not lead to uniform convergence and models with the even number of
discrete velocities behave quite differently from models with an odd number of discrete veloci-
ties. Wahyu et al., 2010 (Yudistiawan et al., 2010) argued that this oscillatory convergence is
related to the fact that Gauss-Hermite quadrature is not optimal in 3-D, and they showed that
the primary effect of Knudsen boundary layer could be reproduced with just 27 discrete veloc-
ity set provided one work with off-lattice models. It was shown later that the same Knudsen
boundary layer is also observed with the R13 model, which is an extension of Grad-13 model
(Struchtrup & Torrilhon, 2003). The R13 model can also be understood as slow dynamics of
Grad-26 moment equation.

In this chapter, we attempt to provide the minimum requirement for any moment based
method to capture the boundary layer and show that the Grad’s 26 moment method can indeed
capture the Knudsen boundary layer. We conjecture that highly anisotropic moments such as
Quze, Quyy and Rgyyy play an important role in describing the boundary layer. Towards this,
we work with the continuous Boltzmann equation where the collision is modeled using BGK
model and consider canonical unidirectional flow at steady state. We then analyze the effect of
various closure models for anisotropic quantities such as Quzz, Quyy and Ryyyy. We show that
most widely used model such as Grad-13 (hereafter referred as G13) cannot reproduce boundary
layer. The minimal model which can have this effect is the Grad-26 model (hereafter G26).

The chapter is organized as follows: In section 4.2, the general transport equations for the
general unidirectional flow are described, in section 4.3, the transport equations for the Grad-13
moment method is explained along with the solution for the form of the velocity profile, in
section 4.4, the transport equations for the Grad-26 moment method is explained along with
the solution for the form of the velocity profile.
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4.2 Unidirectional flow

We consider the case of uni-directional steady flow along z-direction and with infinitely long walls
at y = £L/2 which are maintained at a constant temperature 6y. As seen from the schematic
of the flow set-up in figure 4.1, the flow occurs due to the motion of walls and/or an external
force go (or pressure gradient). For this setup, it is reasonable to neglect the variation of all the
flow quantities such as velocity and all the higher order moments along the flow direction and
assume they vary only in the normal direction i.e., M (x,t) = M (y). For this set-up, important
simplifications in the equations of motion arise, and often one can find closed-form analytical
solutions even for flow far away from hydrodynamics (Ansumali et al., 2007b). In this case it is
reasonable to expect p = pg, and 0 = 6.

Due to unidirectionality of the set-up, the continuity equation Eq.(3.18) reduces to the
condition dyj, = 0 which implies j, = 0 due to the no penetration condition at the walls.
Similarly, the momentum conservation equations reduces to

004y 0 (pb + oyy) s doy.

- €T == 41
oy "9 By By 0 (4.1)

which implies that, for any general unidirectional flow set up, the components of the stress tensor
has the form

Ozy = pYzy + constant, oyy = constant, oy. = constant. (4.2)

In the energy conservation equation, o, (Ou,/0y) term is neglected for the linear case, since it
is of O(U?). Hence, the governing equations for the energy conservation reduces to

Oqy
aiy = O. (4'3)

The simplified evolution equation for the stress tensor are

P Oyy dy 5 Oy g
8@3:9@ 4 aux . _1

6@:6];3;
B

oy 37y T AT
0Q 1
o= e oy

8@yyz 20¢. 1
- = ——Oyz,

oy 5 dy T
0Qu,. 1
y T

Similarly, the evolution for the heat flux along the streamwise and normal direction can be
written as:

ORyy — — 7 Oug 5p  Oga 1
ay + (chy + EQy)Ty (2P + 0 )ngc = TQI (4 5)
8Eyy + @ 4 2 % — — _1 '
dy zyy 5%& ay zy9s = TQy
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0o

Figure 4.1: The figure shows the schematic of the unidirectional flow set-up where the flow is
due to the movement of boundaries at different velocities U; and Us

Similarly, the evolution of the heat flux along z-direction can be written as:

OR,. 0y, 004, 1
Y Y =~ (4.6)

dy p Oy

The above set of equations (4.4)-(4.6), govern the behavior of lower order moments for
unidirectional flow. These equations need to be supplemented with the evolution equations for
the higher order moments in case of Boltzmann or Boltzmann-BGK equation. We will analyze
the effect of higher order moments by examining these equations along with various closure for
higher order moments. The closure relations for these model will reveal that the anisotropic
moments such as Qzzr and Ry, contribute to the accurate prediction of Knudsen boundary
layer.

4.3 Grad-13 moment closure

We have written down the necessary evolution equations and the moment chain for G13 and
(26 in section 4.2. The closure for the higher order moments computed using Grad-13 moment
approximation for the distribution function (Eq. (3.59)) are:

Qupy =0  Rap=Tb0a3  R=15p0". (4.7)

This allow us to conclude using stress equation (4.4) that,

Oouy n 2 0q, 1
- =——0
N oy 5 Oy T

4 Oup 1
3Uzy 8y = Oz
4.8
oyy =0, (4.8)
0q. 5
=——0
oy 27 Y=
0y, = 0.
Similarly, the heat flux equations (4.5) and (4.6) simplifies as ¢, = 0 and,
9 7 Ouy 1
200 g 2 — 4.9
2[) 9z + 5Qy y TQa:y (4.9)
2 ou 1
<5Qm> 87; — OzyJz = _;CIy' (410)

To solve the system of equations we work with semi-linearized equations. In this, we retain
terms up to quadratic in shear stress (o,,) and velocity and neglect the higher order terms
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(Struchtrup & Torrilhon, 2003). The above system of equations with this approximation reduce
to:

Oxx — Oyy — Ogz = Oyz — 07
97
Gz = == P09z, (4.11)
Qy = 4z = 0.

From the evolution of heat flux along the flow direction (g,) it can be seen that the variation of
¢z in the normal y direction is zero for constant driving force (9¢,/dy = 0).

Ouy __Owy (4.12)
Ay TP
Using this in the evolution of shear stress (o), the velocity profile can be obtained as:
1 2
e =~ (ot + by + ), (113)

27pl

where k1 and ks are constants obtained from the boundary condition.

The profile doesn’t predict any Knudsen boundary layer, and the profile is precisely of the
form predicted by macroscopic Navier-Stokes equation with the prefactor being the inverse of
dynamic viscosity (u ~ 7pf). This was first pointed out by Grad (Grad, 1949).

4.4 Grad-26 moment closure

Now, we consider the next widely used Grad-26 model for the moment construction. In Grad’s
26 moment representation, @aﬁv and contracted fourth moments Eaf; are included in the list of
relevant moments. Unlike, the previous method, these moments are considered as the unknown
moment and has to be solved explicitly. The closure for the higher order moments computed
using Grad-26 moment approximation for the distribution function (Eq. (3.62)) can be computed
and are:

_ 1 2
Rogyi == (Capdyr + Cardsi + Cardpy + Cpybar + Csrday + Cyrdap) + (R + 120P) ﬁAa[M,
(4.14)
with Cpp = (Eag — Qaa,g) and the fifth order moment closure reads as:
Nagy = 99Q 5, Ne = 28604, (4.15)

The solution for the set of G26 equations for unidirectional flow can be obtained by linearizing
the equations as done in the previous section. However, the difference being, we consider, the
contracted fourth order moment as an independent variable rather than being calculated from
the closure relations as done by (Struchtrup & Torrilhon, 2003)). This simplification makes the
solution to the set of equations to be tractable.

With this approximation and closure relations Eq. (4.15) the third order moment equations
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reduce to:
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and the evolution of the contracted fourth order tensor are:
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The equations are linearized as done in the previous section, to make the system of equations
to be solved analytically. In this limit, the terms which are underlined are higher than O(u)
and hence can be neglected. With this assumption, the above set of equations can be solved to
obtain the velocity profile.

Here, it should be noted that, t%v
consider the evolution equation for R, and o,,. This equation involves finding of Qﬂcyyv Qzys
Emyyy. This can be obtained from the corresponding evolution equations. All these quantities
are in terms of ny, 0zy and u;. Hence from the evolution equation of 0., and using the other
higher order moment transport equations,

= 0 and R:}; = 0. To obtain the velocity profile, we

Ozy ﬂ OQEW Oug

— = 0 .
T2 35 Oy? tp oy

(4.33)

Now, substituting in the evolution equation of Emy, one can obtain a second order differential
equation for R, as:

9?Ray 5 — 806 _

2 27072 189727 T

0. (4.34)

The resultant equation can be solved for ny which can be written as:

= . By 560

Ry = A cosh (A\y) + Agsinh (Ay) — fﬁ%y, (4.35)
where A; and A, are the integration constants obtained from the boundary conditions, and
A =771/5/27. From the equations Eq. (4.33) and (4.34) and the solution for R, from (4.35),

one can obtain the solution for velocity profile as:

1
=

1
Uy [A7 sinh (Ay) + Az cosh (\y)] — — (pgxy2 + Ky + K>) . (4.36)

poT

The above profile indeed predicts a Knudsen boundary layer. It is also worth noting that the
heat flux along the streamwise direction is driven by the gradient of this contracted moment
(Ray).

The above conclusion is not altered even if we include one more moment. This is important
when we discuss Lattice Boltzmann equation in the chapter 5. To see this, we include another
fourth order moment Ry;qr+Ryyyy+1R-222- as an independent moment. The modified distribution
function is

ra ra 9 6
g = g su (g ee et - Do), (1.7

where 1 = Rygus + Ryyyy + Rezez + %R — ge(am +oyy+0..). The transport equation however,
doesn’t change the form of the equation written in the section 4.2 but the closure relation has
to be modified. The additional transport equation for the new moment 1 is:

0 | 156 8 — 36— 12 Oug 1
87y qu - 5p93nyy:| - |:4Rx:pxy + %Rzy - 70—a:y:| aiy = —;¢ (438)
_ 1 298
Ropyi == (Capdyk + Carydpr + Cardpy + Cay0ar + Crday + Cyrdag) + 108 (12R 4 0P) Aagyr,
(4.39)

with Cpp = (Eaﬁ — Qaag) and the fifth order moment closure reads as:

Naﬁ"/ = 99@@,877 Ne = 280q. (440)
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Using the above procedure, one can solve the set of semi-linearized transport equations and the
predicted velocity profile is:

1 1
Uy = 0 [Aq sinh (Ay) + Az cosh (A\y)] — o (pga? + Ky + Ko) . (4.41)

It can be seen that the velocity profile for this doesn’t change with the additional moment and
it predicts the boundary layer.






Chapter 5
Lattice Boltzmann Method

5.1 Introduction

Lattice Boltzmann method (LBM) aims to construct simplified kinetic picture on a lattice which
captures the physics of macroscopic flow through simple local micro-scale operations. It is highly
efficient and easily parallelizable on modern distributed computing hardware (Succi et al., 1992;
Chen & Doolen, 1998b; Succi, 2001a; Aidun & Clausen, 2010a). It may be argued that kinetic
descriptions are inherently better suited for both complex flow phenomena such as turbulence
and for modeling complex flow physics (Chen et al., 2004; Ansumali et al., 2007b; Ladd, 1993,;
Adhikari et al., 2005). Therefore, it is widely used as an alternative numerical method for appli-
cations as wide-ranging as fluid turbulence, gaseous microflow, soft matter, polymer dynamics
etc. (Chen et al., 2003; Thantanapally et al., 2013a; Singh et al., 2013b; Thampi et al., 2013,;
Mendoza et al., 2010b; Benzi et al., 2013; Mendoza et al., 2010a; Chen et al., 2004; Ansumali
et al., 2007b; Succi, 2001b; Chen et al., 1992; Qian et al., 1992; Lallemand & Luo, 2000; Chen &
Doolen, 1998a; Aidun & Clausen, 2010b; Benzi et al., 1992; Higuera et al., 1989; Yu & Girimaji,
2005; Succi, 2001a; Succi et al., 2002b; Namburi et al., 2016; Yudistiawan et al., 2010). The
kinetic theory background of the method is widely discussed and is known that the method is
low Mach number discretization of the Boltzmann equation with model collision terms such as
BGK model (Abe, 1997; He & Luo, 1997a,b; Shan & He, 1998; Ansumali et al., 2003; Yudis-
tiawan et al., 2010). Similarly, it is understood that the method approximates the continuous
equilibrium distribution function via projection of Maxwell-Boltzmann onto the Hermite basis
which allows conservation in discrete form (Shan & He, 1998). Subsequently, it was known
that the thermodynamics inherent in the original Boltzmann description could be restored by
working with discrete H-function and (similar to the continuous formulation of the Boltzmann
equation) obtaining discrete equilibrium as the minimum of this discrete H-function (Karlin
et al., 1998; Boghosian et al., 2003; Wagner, 1998; Chen & Teixeira, 2000; Karlin et al., 1999;
Succi et al., 2002b; Ansumali et al., 2003; Ansumali & Karlin, 2005). The entropic formulation
where the thermodynamically correct description of equilibrium is used and H-theorem is re-
stored in discrete time leads to non-linear stabilization of standard LBM in context of flows with
sharp gradients and highly non-equilibrium situations. Moreover, another important progress in
the field was the realization that although the hydrodynamic limit of different collision models
can be same, they might show quite different numerical stability behavior. Thus, a great deal
of effort is made to identify collision models with better numerical stability.

The chapter is organized as follows: in section 5.2 the general idea behind the LBM will be
presented, in section 5.3 the principles in choosing the discretization of velocity space will be
described, in section 5.4 the process of discretization of space and time will be discussed, finally,
in the section 5.5 different collision models are presented.

5.2 Lattice Boltzmann Method

For Lattice Boltzmann Method, the velocities of the particles in D-dimensions are restricted to
a discrete velocity set C with Vg number of velocities in the set. Here, each component c; € C,
defines a set of discrete populations f; € f. The set C is chosen to satisfy an appropriate set of
symmetries needed to recover hydrodynamics in the long—time limit from the evolution equation
of discrete populations f; (Yudistiawan et al., 2010). The hydrodynamic quantities such as mass
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density p, the momentum density j, = pus with u, as fluid velocity and energy E are defined
as the moments of the distribution function as

Ny Ny Ng
dofi=p Y fiCia=ja=pua, Y fic; =E = pu’+3p0, (5.1)
=1 =1 =1

where 6 is temperature measured in units of kg/m with kg as the Boltzmann constant and m
being the mass of the molecule. Typically, the discrete version of the evolution equation for f;
with the Boltzmann-BGK collision term is written as

fi(x + CiAt7t + At) = fi(X7 t) + ZB[ffq(p(f% u(f)) - fi(x7 t)]a (5'2)

where At is the chosen time step and 8 = At/(27 + At) denotes the discrete dimensionless
relaxation parameter related to the relaxation time 7 towards the equilibrium. This discrete in
space and time representation can be understood as discretized version of the partial differential
equation (Boltzmann equation with BGK collision term)

Oufi + cadufi =~ 1fi — . (53)

Here, the choice of the discrete version of equilibrium distribution f; is crucial for recovering
the correct hydrodynamic limit and different formulations of lattice Boltzmann differ from each
other mainly in choice of this discrete equilibrium. A common choice is to project the Maxwell-
Boltzmann on the Hermite basis to get a computationally attractive polynomial expression of
the equilibrium as (Chen et al., 1992; Qian et al., 2007; Benzi et al., 1992; Shan & He, 1998)

UaCia | UaUg
_|_ R
0o 2 9(2]

4 (p,u) = wip |1+ (CiaCip — 006ap) | » (5.4)

where 0y is some reference temperature associated with the chosen lattice and w; are the weights
chosen in such a way that the mass and momentum constraints are ensured, i.e.,

Ny Ny
N ft=p D [ = pua. (5.5)
i 7

Furthermore, in order to get correct hydrodynamic limit for isothermal low Mach number dy-
namics it is important to ensure that the second moment of the discrete equilibrium is same as
that obtained from the Maxwell-Boltzmann distribution, i.e.,

Ny
> f{ciatis = puatg + pBodas. (5-6)

(]

The rationale for adding Eq. (5.6) can be understood by writing the momentum balance equation
and evolution equation for the pressure tensor(Pn,g = >, ficiaCig) using Eq.(5.3) and Eq.(5.6)
as

atja + aﬁPa,B = 07
Ny

1 (5.7)
8tPaﬁ + 85 <Z ficiaciﬁci'y> = ; (puau,ﬁ + P905a5 - Paﬁ) )
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from which it is evident that as expected in the limit of 7 — 0, the zeroth order hydrodynamic
equation is Euler equation. The Navier-Stokes hydrodynamics is correct provided

Ng
> Ficiacipiy = puaugtiy + pho (uadsy + usday + uySas) (5.8)

(2

Due to the absence of the cubic term in the equilibrium, this condition is satisfied only up to
linear order by widely used lower order lattice Boltzmann models (Qian & Zhou, 1998). These
constraints imply that the discrete velocity set and associated weights have to satisfy following
conditions:

Ny Ny Ny
Zwi =1, Zwiciaciﬁ = 0p6ag, Z WiCia CiaCinCic = 03 Dnpryc, (5.9)
and all odd order moments are zero, such as
Ny Ny Ny
Zwicw =0, Z W;CiaCigCiy = 0, Z W;CiaCiBCinyCinCic = 0. (5.10)

These conditions are central to LBM construction for isothermal incompressible hydrodynamics
and the procedure to construct model which satisfies these requirements is well understood.
Thus, the key points in the method construction are the choice of equilibrium distribution
function, velocity space discretization, position and time discretization.

It should be noted here that in case of compressible hydrodynamics, moment chain suggest
that one needs to add O(u?) contribution in the equilibrium distribution so that Eq.(5.8) is
satisfied. This adds further restriction on the weights as

Ng
Zwicmcmcwcmcigcm = QSAQ/&WCW (5.11)

)

However, only very higher-order on-lattice models are known to satisfy such constraint in 3-
dimensions (Chikatamarla & Karlin, 2009). The formulation of LBM where these higher order
constraints are satisfied will be the subject of subsequent chapters. In practice, it is easier to
satisfy the contracted version of this condition

Nq
Z P92 i = pugu® + (D + 2) pf Uy, (5.12)
i
which implies
Ny
Z wic? CiaCiBCinCir, = 7(98’Aa,37,{. (5.13)

(2

This condition ensures that the energy conserving compressible hydrodynamics is correct to the
leading order. In subsequent chapters, models which satisfy this constraint will be formulated.

5.3 Discrete velocity set

The isotropy requirement up to fourth order (Eq.5.9) forms central requirement for construction
of discrete velocity model on a lattice which is suitable for modeling hydrodynamics. It was first
shown in (Frisch et al., 1986) that it is indeed possible to recover Navier-Stokes hydrodynamics
by a two-dimensional discrete velocity model with six velocities on a hexagonal lattice. Later, it
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was shown that Eq.(5.9) is satisfied on a hexagonal lattice provided a rest particle is also added
to the system (Chen et al., 1992). Here onwards, we will follow the naming convention used
in LBM, where an N dimensional model with the M number of discrete velocities is termed as
the DNQM model. Ref.(d’Humieres et al., 1986) showed that on a three-dimensional simple
cubic lattice, a discrete velocity model with 19 velocities is sufficient to recover hydrodynamics.
Other than this D3Q19 model, two other widely used alternative models for three-dimensional
hydrodynamics are D3Q15 and D3Q)27.

In this section, we review the construction procedures for such discrete velocity models
which also satisfy Eq.(5.9). As a fundamental building block for the discrete velocity model, one
begins with the velocity set which forms lattice structure and thus as explained in the chapter 2,
section 2.6, form closed group under inversion and reflection. As shown in that chapter, basic
lattices do not satisfy the fourth order isotropy condition. However, the structure of the fourth
moment suggests that a combination of two lattices can satisfy the isotropy condition. In this
section, we show a few examples to illustrate the principles.

As for an example, let us consider the simple cubic lattice in two dimensions. On such
a lattice, two possible link vectors are shown in the Fig. 5.1. As shown in this figure, these
two models separately do not follow the fourth order isotropic moment condition. However, the
weighted combination of the two models (as shown in Fig. 5.2) can satisfy the isotropy condition.
For this kind of discrete velocity set, the fourth order moment has the form

Z W;iCiaCiBCinCix, = w24c4 [Aa[g,m] + (2/LU2 — 8’LU1)C4(5(Y57H, (5.14)

7

where w1 and wo are the weights corresponding to lattice-A and lattice-B respectively. This
moment is isotropic if we have
wo = 4w1. (515)

This multi-speed model termed as D2Q9 model satisfies Eq.(5.9) if

16 4 1 c?
Wo = ges W1=ge, W2 = o 0o = 3 (5.16)
c(0,1)
c(—l,l) c(l,l)
C(—1,0> C(LO)
11 B}
c(-1-1) c¢(1-1) ¢(0,-1)
Lattice-A Lattice-B
Li CiaCipCinCix = 4ct [Aasys = 20a8s] ¥i CiaCipCinCin = 20456”37’”

Figure 5.1: The velocity sets that satisfy the ansatzes in 2-dimensions

Similarly, in 3-dimensions we can see that the fourth moment for discrete velocity set which
form SC, FCC or BCC structure is (see Fig. 5.3)

Z CiaCiBCinCin = Dafyr [804wb + 4c4wf] + Oapyr [2c4ws —16¢*wy, — 4c4wf] , (5.17)

)

where w,, wy, wy, are the weights corresponding to SC, FCC or BCC structures.
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c(-1,-1)
c(0-1)

Figure 5.2: The velocity set satisfying the 4th order isotropy of moments in 2-dimensions

...........................

.............................

(a) SC

Figure 5.3: General discrete velocity forms in 3-dimensions

As shown in chapter 2, we have on SC lattice

Z CiaCiBCinCir = 2 A Sefyr- (5.18)

)

Similarly, on BCC lattice, we have

Z CiaCiBCinCir = 8 A Aopyi — 16 A dafyr- (5.19)
i

A very similar computation reveals that for FCC lattice we have

Z CiaCiBCinCir = 4 A Ay — 4 ct OBy (5.20)

(2

It is easy to see that a combination of SC and BCC lattice, termed as D3@Q15 model, forms
an isotropic structure and satisfy Eq.(5.9), if

2
ws:%, wb:7—12, wo=2 9026*' (5.21)
This model is widely used in lattice Boltzmann literature for advection-diffusion model (Ginzburg
et al., 2010). For simulation of hydrodynamics, this model is mostly replaced with D3@Q19 model,
which shows better stability in numerical simulations. This D3@Q19 model is formed by combin-
ing SC and FCC lattice. It is easy to see that this combination of SC and FCC lattice termed
as D3Q19 model forms an isotropic structure and satisfies Eq.(5.9) if

1 1 1 2
2 = S Oy = —. 5.22
187 ’U)f 367 wo 37 0 3 ( )

Wg =

This model is widely used in lattice Boltzmann literature for simulation of hydrodynamics such
as flow-through porous media and polymer dynamics (Chen & Doolen, 1998a; Aidun & Clausen,
2010b; Tolke, 2002; Singh et al., 2013b).

In recent years, it has been recognized that a more detailed model, termed as D3Q27 shows
much better stability behavior and is more accurate than D3@Q15 or D3@Q19. This D3(Q27 model
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can be constructed by considering SC, FCC and BCC lattices together. This lattice has more
degree of freedom than that required to impose conditions on the fourth moment. Thus, on this
lattice one imposes the constraint

1T 1Y 1z 0

Zwicz et =6 (5.23)
i

on the contracted 6th order moments. If we impose Eq.(5.9) along with the above constraint, it
is easy to see that D3@Q27 model has solution

1 1 2 8 2
=2 =S (5.24)

wf:aa wb:fﬁ, wS:2777 Wo 277

This model has an added advantage that it is possible to derive thermodynamically correct
equilibrium needed for entropic formulation exactly (Ansumali et al., 2003). To conclude, as
shown in Table. 5.1, we can say that all commonly used 3-D models (D3Q15 or D3Q19 or
D3Q27) emerges as weighted average of SC, FCC, BCC lattice for discrete velocity model.

Model | wsc | wrce | wBce | wo | o
D3Q15 | & 0 = |23
D3QLY | & | & | o | 1]}
D3Q27| % | & | s |33

Table 5.1: Widely used discrete velocity models in 3-dimensions.

5.4 Space and time discretization

In this section, we show how discrete time and space formulation of LBM emerges from the
Partial Differential Equation (PDE) form (Eq.(5.3)). By integrating Eq.((5.3)) along the char-
acteristics, we have

s=At
fi (X—FCZ‘At,t-FAt) = f; (X,t) + / ds Qz(fZ (X+C¢S,t+8)), (525)
s=0
where €Q; is the discrete collision operator and At is the time step. For BGK collision operator

we have
1

Q= — (s (ar()) - fi)) (5.26)

T

where M®°% = {p u} for isothermal dynamics and M*'°% = {p,u,0} for energy conserving
dynamics. Using second order trapezoidal scheme for the discretization, integral term can be
approximated as

fi (X + c; At t + At) = f; (X, t) + % [QZ(fZ(X, t)) + Qz(fz (X + c; At t + At))} . (527)

In order to get the explicit expression for the efficient numerical scheme, we introduce the
transformation of variable as,

gi= i o (5@ - 1) (5.29)
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As by definition M*®°%(f) is conserved by the collision term, we have
M (g) = M), (5.20)

which suggest that there is no need to distinguish between f; and g;®. Thus, using Eq.((5.28))
we have

At

(g™ (£)) — ;) = (1 + 27) (Frer(®) - £:) . (5.30)

Using this expression, the Eqn. (5.27) can be re-written as

gi (x4 ¢ At t + At) = g; (%, 1) + 283 [, (p(g), u(g)) — gi(x, 1)], (5.31)

where = At/(27+At). Analogous to the continuous Boltzmann description, we can decompose
the Eqn (5.31) into two steps of collision and streaming

e Collision: This step represent local relaxation towards equilibrium distribution as

g; (x,t) = gi (x,1) +28[g;"(p, u) — gi(x,1)] . (5.32)
It is evident that in this local step, no space discretization is needed.

e Streaming or advection: This step propagates the molecules from the position x to
X + c; At as
gi (x + At t + At) = g (x,1). (5.33)

As this step is non-local, one would need spatial interpolation. However, for all lattice
Boltzmann models considered in this chapter, if the position space is chosen in such a
way that Ax = cAt, then the discrete velocity set is mapped onto a spatial lattice and no
spatial interpolations are needed. This can be seen for a simple 2-dimensional set-up in
Fig: 5.4.

Figure 5.4: The schematic of discrete velocity on the space discretization.

5.5 Collision models in LBM

Similar to the continuous kinetic theory, various approximations for collision operator are avail-
able in the literature to adjust the values of the transport coefficient (Chen et al., 2010; Soe
et al., 1998; Luo & Girimaji, 2002; Asinari & Karlin, 2010; Luo & Girimaji, 2003; Ansumali
et al., 2007a; Thantanapally et al., 2013b; Arcidiacono et al., 2007). Such models are needed if
the flow being modeled is dependent on parameters such as Prandtl number, Schmidt number,
etc. However, an important progress in the field was the realization that although the hydrody-
namic limit of different collision models can be same, they might show quite different numerical
stability behavior. Thus, a great deal of effort was made to identify collision models with better
numerical stability(d’Humieres, 2002; McCracken & Abraham, 2005; Lallemand & Luo, 2000;
Thantanapally et al., 2013b; Karlin et al., 2014).
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Another important realization in the field was that non-linear stability in the method could
be enforcing the thermodynamics inherent in the original Boltzmann description. The same is
true in the discrete formulation as well (Karlin et al., 1998; Wagner, 1998; Karlin et al., 1999;
Succi et al., 2002b; Ansumali et al., 2003; Ansumali & Karlin, 2005). The basic idea was to
work out the discrete H-function and introduce variable path-length for ensuring second law of
thermodynamics. In this formulation, similar to the continuous formulation of the Boltzmann
equation, one obtains the discrete equilibrium as a minimum of this discrete H-function and
path-length is chosen to ensure the second law of thermodynamics in discrete time (Karlin
et al., 1998; Boghosian et al., 2003; Wagner, 1998; Chen & Teixeira, 2000; Karlin et al., 1999;
Succi et al., 2002b; Ansumali et al., 2003; Ansumali & Karlin, 2005). The entropic formulation
leads to non-linear stabilization of standard LBM in context of flows with sharp gradients and
highly non-equilibrium situations (Succi et al., 2002b; Aidun & Clausen, 2010b). Thus, the
Entropic Lattice Boltzmann Model (ELBM) is a discrete space-time kinetic theory which ensures
non-linear stability via the discrete time version of the second law of thermodynamics (the H-
theorem). In this section, we briefly review such modifications to the collision models often used
for LBM simulations.

5.5.1 Entropic Lattice Boltzmann Method (ELBM)

The Entropic Lattice Boltzmann Model (ELBM) restores the H-theorem for discrete space-time
evolution (Karlin et al., 1999; Boghosian et al., 2001; Ansumali et al., 2003; Karlin et al., 1998;
Boghosian et al., 2003; Wagner, 1998; Chen & Teixeira, 2000; Succi et al., 2002b). In this
method, one starts with a given H-function, typically taken in Boltzmann form as

H(f) = Z fi [log (i) - 1} . (5.34)

Similar to the Boltzmann equation, the equilibrium distribution is defined to be minimum of the
H-function under constraint that the slow moments M*'°" are kept fixed (conserved). The slow
moments are M°% = {p u} for the isothermal dynamics and M*°" = {p,u, 8} for the energy
conserving dynamics. The equilibrium distribution obtain as solution of the minimization has
Maxwell-Boltzmann form

9 =w; pexp [~ (a+ Bucin +7¢7)] (5.35)

where «, B, and  are the Lagrange multipliers associated with the mass, momentum and
energy conservation, respectively. In case of isothermal dynamics v = 0. The explicit form of
the equilibrium distribution is typically difficult to obtain, but the series form is known to a
very high accuracy. This series form matches with the polynomial form up to order O(u?). For
a few widely used models such as D2@Q9 and D3Q27 the exact equilibrium is known analytically
(Ansumali et al., 2003).

ELBM introduces the concept of state-dependent path length « for the discrete collision step
(Karlin et al., 1999) and changes the the form of kinetic equation to be solved as

£ (et) = £ (e t) B [ £ (M) = i (x,0)] (5.36)
such that « is the root of entropy estimate
AH = H (f™™°) — H (f) = 0, (5.37)

where '
et = f + o (£ - f) . (5.38)
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Thus, the H-theorem in ELBM requires an additional step of numerically searching for the
maximal discrete path-length which corresponds to a jump to a mirror state on the iso-entropy
surface (zero dissipation state). This is explained geometrically in Fig. 5.5, where the circles
represent entropy levels and the triangle represents the section of phase space inside which
the populations are positive. Here, f is the initial state and ™™ is the equal entropy zero
dissipation state. As 8 < 1 the compliance with H-theorem, i.e., H(f*) < H(f) is guaranteed.

Figure 5.5: Jump to an equal entropy mirror state H(f) = H(f™"), Here H; > Ho > H3

This procedure requires solving a set of the non-linear equation at every point in space.
Thus, in contrast to standard LBM floating point operations are quite high. Considerable efforts
have been made to ensure the correctness and efficient implementation of this step (Tosi et al.,
2006; Chikatamarla et al., 2006a; Ansumali & Karlin, 2002a; Brownlee et al., 2007; Gorban &
Packwood, 2012). ELBM is used successfully used by many groups to perform high Reynolds
number flows and multiphase flow simulations (Chikatamarla & Karlin, 2013; Chikatamarla
et al., 2015).

5.5.2 Quasi-equilibrium collision

BGK approximation is quite widely used in kinetic theory as well as LBM due to its simplicity
and effectiveness in mimicking Boltzmann dynamics. However, it is also well understood that due
to the single relaxation time approximation in the model, the agreement cannot be quantitative
if temperature dynamics are involved. This is due to the fact that Prandtl number predicted by
BGK model is unity as opposed to 2/3 (value predicted by Boltzmann equation). A similar defect
exists for the gaseous mixture, where Schmidt number gets the wrong value. This defect can be
cured if higher order moments relaxation rate is not same as stress relaxation rate. This can be
achieved in a thermodynamically consistent manner by using the concept of quasi-equilibrium
distribution which assumes the existence of time-scale hierarchy. The main idea is to divide the
set of independent moments into three parts

M = {MSIOW7 MQuasi—Slow’ MFast}’ (539)

where MS°% are the set of conserved moments and MQu2si=SloW are the set of variables which
are not conserved, but their relaxation rate is slower than other moments which are termed as
MYt (Gorban & Karlin, 1994). The precise choice of the quasi-slow moment depends on the
physical context and for some examples see Ref (Ansumali et al., 2007a). The first step in this
model is to define the quasi-equilibrium based on the given set of slow and quasi-slow variables
as the minimum of the H-function with slow and quasi-slow moment being kept constant. Once
this state is defined, the collision term is modeled by two-step relaxation as

0= L (1 (M) 1)+ (1 o g7 (oY) ()
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where 7 and 7 are two relaxation times which allows fixing two independent transport coeffi-
cients. For this model, thermodynamic consistency in terms of H-theorem requires that 7 < 7.

As a specific example, if we consider the case of variable Prandtl number model with Pr < 1,
we have M5V = ¢5°? where the non-equilibrium part of the heat flux is defined as ¢gad =
SNa(fi — £79) 2eiq. In this case, the discrete evolution equation similar to Eq. (5.31) for
multi-relaxation collision operator becomes (Thantanapally et al., 2013b)

%@+¢m+mw%&wu—wwnﬂ0—j)fmmmm+jﬁ@%m (5.41)
1 1

where the change of variables has been made as

At
9x,1) = fx, 1) — S0 (S 1), (5.4
and 3 = At/(27 + At) and the moments in both representations are related by
At
=t ® (145 ) (5.4
27

The pictorial representation of this procedure is as shown in Fig. 5.6 where the curved path
denotes the relaxation trajectory under the effect of the actual Boltzmann collision integral.

H=const

Figure 5.6: Pictorial representation of multi-relaxation process with Quasi-equilibrium.

It can be seen from Chapman Enskog analysis determines the momentum diffusivity and the
ratio of the relaxation times define the Prandtl number (Ansumali et al., 2007a).

5.5.3 Multiple Relaxation Time (MRT) collision

In typical LBM, we use the BGK collision model which has a Single Relaxation Time(SRT)
hence only one time scale. The presence of only one time scale restricts the relaxation of all
the moments to the same rate. Unlike the Lattice Boltzmann BGK formulation, in a multi-
relaxation model, each of the higher order moment has its own time scale for the relaxation. As
most of these relaxation time has no physical significance in the context of an incompressible
hydrodynamics, many of these rates can be set arbitrarily. In MRT formulation of LBM one
improves the numerical stability and reduces the unphysical oscillations by appropriate choices
for these kinetic relaxation parameters (Lallemand & Luo, 2000).

The evolution of populations is written as (d’Humieres, 2002)

f (x4 cAt,t + At) — f(x,t) = =M 1S [r(x,t) — m*4(x, t)], (5.44)

where M is a transformation matrix mapping vector f in velocity space to a vector m in moment
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space and S =M-S-M~'is a collision matrix diagonal in moment space whose eigen values are
the inverse of the relaxation time which lie between 0 to 2. Hence, i = M f and f = M ~'rn.
The size of the vector m is dictated by the number of moments corresponding to the discrete
velocity model in consideration.

Here, the streaming takes place in the velocity space, and the collision is executed in moment
space by mapping the populations onto it. The eigenvalues of S are such that non-conserved
moments relax faster than the conserved ones. Due to better stability behavior of these models,
they are regularly used in numerical simulations(Aidun & Clausen, 2010b).

5.5.4 Karlin-Bosch-Chikatamarla (KBC) collision

This model exploits Gibb’s principle for constructing the equilibrium state and does not require
the tunable parameter setting (Karlin et al., 2014). The kinetic equation to be solved in this
model has the form

filx+ept+1)=(1-78)fi (x,t) + BN (x,1). (5.45)

The mirror state is written as a combination of kinematic part (k;), shear part (s;) and the
linear combination of remaining higher order moments (h;). The mirror state can be written
explicitly as

mior — o4 (2559 — 83) + [(1 — ) hi + vh5Y], (5.46)

where the relaxation parameter 7 is computed by maximizing entropy in the post collision state
as the root of

Z Ah;In [1 +3=5) Ahif;q(zﬁ —DAs] 0, (5.47)

with Ah; = h; — h?q and As; = s; — s?q. This model shows remarkable improvement in the
stability behavior and thus in recent years is increasingly being used for the turbulence simula-
tions(Chikatamarla & Karlin, 2013)






Chapter 6
Crystallographic Boltzmann Method

6.1 Introduction

Applications of Computational Fluid Dynamics (CFD) to the physics of complex flows requires
highly accurate and adaptive methods for complex geometries. LBM is used for this purpose
due to its high parallel efficiency and ease of use. Indeed, often it is argued that kinetic de-
scriptions are inherently better suited for both complex flow phenomena such as turbulence
and for modeling complex flow physics (Chen et al., 2004; Ansumali et al., 2007b; Ladd, 1993,;
Adhikari et al., 2005). However, in order to achieve accuracy that higher order method such as
pseudo-spectral(PS) method can achieve, LBM requires an order-of-magnitude (2 to 3 times in
each direction) more number of grid points in 3D as compared to the pseudo-spectral method.
Nevertheless, in practice, LBM is competitive with respect to PS due to very high parallel ef-
ficiency and flexibility in handling complex geometries. Indeed, in a heterogeneous computing
environment, LBM and PS are able to perform DNS at comparable Reynolds Numbers for sim-
ple flows (Thantanapally et al., 2013a; Chikatamarla et al., 2010). However, similar to other
structured grid based method LBM needs very high grid resolution to represent the boundaries
accurately(for instance see Fig.2.9b in chapter 2).

Historically, the lattice chosen for LBM has been the Simple Cubic (SC) cell which demands
that the grid is refined near the solid body or in zones of extreme flow variations (Filippova &
Hénel, 1998; Succi et al., 2002a). A fundamental problem with such refinements is that the local
accuracy of the method remains unchanged and optimization is done only with respect to the
global distribution of grid points. For example, for decaying turbulence in a periodic geometry,
local grid refinements cannot improve the accuracy of LBM. Thus improving the accuracy and
ability to capture local curvatures, while keeping its parallel efficiency intact is an important
challenge in LBM.

Further, most lower order LBM models have artificial closure on third order moments which
results in the inability to capture the high Knudsen effects accurately in micro-flows(Ansumali
et al., 2007b). In order to overcome these limitations, we developed a new class of LBM model
where the SC grid for position discretization is replaced with a BCC grid. We show that this
invertion of the argument of LBM and making of spatial discretization the central point indeed
provides lot more freedom and accuracy in the velocity space discretization. As BCC grid has
efficient packing density, we show that it can represent the boundaries well.

The chapter is organized as follows, section 6.2 explains the limitations of the standard LB
method, section 6.3 describes the Crystallographic LB method which we developed to improve
the accuracy and efficiency of LBM, section 6.4 illustrate the application of this method for
turbulent flow simulations like Kida flow simulations. section 6.5 describes the moment chain
closure for different LB models and finding the minimal condition for predicting the Knudsen
boundary layer effect. Then, we will apply the present model to microflows and section 6.6
describes the application of this model to the classical problem of flow past sphere at high
Reynolds number and in capturing the drag crisis problem.

6.2 Limitations of standard LBM

Though, LBM is an efficient numerical technique to solve the fluid flows on a structured grid, as
discussed above it had a set of technical problems largely related to use of simple cubic lattice

o1
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for spatial discretization. In this section, we briefly present some of the accuracy and efficiency
related issues.

e Geometry representation: It is well understood that the representation of a complex
shape on the structured grid is not very accurate. Indeed, it can be seen from the Fig. 6.1
that even the representation of simple shape such as a circle on the structured grid is
highly inaccurate. The only working methodology for improving the accuracy of LBM
for such cases is to refine the grid near the solid body or in zones of extreme flow varia-
tions (Filippova & Hénel, 1998; Succi et al., 2002a). A fundamental problem with such
approaches is that the local accuracy of the method remains unchanged and optimization
is done only with respect to the global distribution of grid points.

Figure 6.1: The representation of a circle on the Structured grid.

e Spectral accuracy: For DNS of homogeneous turbulence, the most accepted method-
ology is Pseudo-Spectral (PS) method, which has spectral accuracy unmatched by alter-
native methods. However, it has relatively poor parallel scaling and is largely limited to
periodic domains and to a few other simple geometries such as channel flow (Hussaini &
Zang, 1987). Thus, in the last two decades, a number of algorithms such as LBM were de-
veloped for accelerating hydrodynamic simulation. Indeed, in a heterogeneous computing
environment, LBM and PS are able to perform DNS at comparable Reynolds Numbers for
simple flows (Thantanapally et al., 2013a; Chikatamarla et al., 2010). However, unlike the
pseudo-spectral methods, lower order models such as LBM often require more than twice
number of grid points in every direction and thus, they require an order-of-magnitude
(2 to 2.5 times in each direction) number of grid points in 3D for the same accuracy.
This lack of accuracy for LBM is demonstrated here via simulation of Kida-Pelz flow at
Re = 1000(Thantanapally et al., 2013a). In this set-up, Re = pUyL/v, where in a box
of length 27, it is customary to consider L = 1. Enstrophy, which provides a measure of
the extent of vortex stretching provides a simple scalar measure to contrast different nu-
merical schemes(Thantanapally et al., 2013a). In this flow, starting with a smooth initial
condition, the enstrophy(2) and the maximum vorticity show very rapid growth. Thus it
is not surprising that, for this set-up, the standard D3Q27 lattice Boltzmann model fails to
make accurate predictions unless the number of grid points per direction is substantially
higher than an equivalent spectral simulation. In Fig. 6.2, it is indeed visible that LBM
requires an order of magnitude more points to reach the spectral accuracy.

e Knudsen boundary layer: For the models with discrete velocity components being
unity (D3Q19 or D3Q27), the lattice structure introduces the artificial closure on the
third order moments.

Ny Ny Ny Ng Ny Ng
S fick =Y ficie, Y fich, =Y ficiy, > fich, =D ficia (6.1)
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Figure 6.2: Comparison of LB results with Pseudo Spectral for kida flow at Re=1000.

Thus, for third order moments defined as

Ny
Qapy = Z fiCiaCigCiy, (6.2)
i

the standard LBM models such as D2Q9 or the D3Q27 model introduces the artificial
closure for components such as

Qz:m: = 390ja:7 nyy = 300jy7 szz = 300]2‘ (63)

Similarly, the lattice structure introduces artificial closures at the fourth order too. i.e.,
Ny Ng
Z ficmc?y = 62 Z fiCmCiy = 390Pmy = nyyy = 39()sz. (6.4)
i i

Due to this artificial closure, in the case of the unidirectional flow with the lower order
velocity models, the moment chain terminates at the third order and these models fail to
capture the Knudsen boundary layer(Ansumali et al., 2007b). This further can be seen
from the moment chain solution as follows;

Oy Pry = pYa, (6.5)

which is coupled with the off-diagonal part of the pressure tensor as

Py
away = —?y (66)

This system of equations can be solved to obtain

1 2
Quyy = o Pgac% + Ciy + O (6.7)
Where the transport equation for Q. is,
1.
Oy Rayyy = —= [Jablo — Quyy] - (6.8)

T
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However, the closure Eq. (6.4), implies that the solution of velocity profile has the form

R | y?
Jn = g | POy + Ciy + Ca| — 37pg,. (6.9)

The form of the velocity profile suggests that the effect of Knudsen boundary layer is
artificially supressed for the lower order LBM models.

6.3 Crystallographic LBM

In this section, we introduce our new grid structure which drastically improves the representation
of the body and accuracy without compromising the Lagrangian nature or the computational
efficiency of LBM. In this new methodology, we invert the argument of standard LBM and
choose the discrete space lattice first. Then we choose the appropriate discrete velocity set
that follows the principles of closure and isotropy of the moments. Finally, the discrete velocity
set is projected on to the discrete space lattice for further calculations. As shown in Fig. 6.3,
the introduction of the staircase geometry in LBM is similar to the creation of a Wigner-Seitz
cell for a given lattice structure (Ladd, 1994). With this point of view, and considering the
Crystallographic principles discussed in Chapter 2 it becomes apparent that, out of all possible
space-filling arrangements, the BCC Lattice is most appropriate for space discretization. To
illustrate this point, we consider a 2D projection of SC and BCC grids. Fig. 6.3 and Fig. 6.4
show that the discrete approximation of a circle is more accurate on BCC grid than on an SC grid.
In fact, the total number of boundary points are almost doubled. The similar representation of
a sphere in 3-dimensions on SC and BCC grid can be seen in Fig. 6.5.
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Figure 6.4: Left: grid points near the boundary on the BCC grid. Right:Links on the BCC grid.
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(b) BCC

Figure 6.5: The representation of sphere in 3-dimensions on SC and BCC grid.

For any given lattice, the links on the grid in Fig. 6.4 act as discrete velocities in LBM. It
is also clear from Fig. 6.4 that, unlike previous attempts to design body-fitted grids, we achieve
better space coverage and also a unification of the discretization of space and velocities with
this lattice. Indeed, the presence of velocity vector with magnitude half provides new flexibility
in model creation for LBM. This can be seen by looking at 2-dimensional projection of BCC
lattice. On such a lattice, two possible link vectors are shown in the Fig. 6.6. As shown in this

c(0,1)
11
c(—3:3) c(9:9)
c(-1,0) c(1,0)
1 1 1
c(—9, =9 (g, —3)
¢(0-1) "2 72)
Lattice-A Lattice-B

Figure 6.6: The velocity sets on 2D projection of BCC lattice

figure, these two models separately don’t follow the fourth order isotropic moment condition.
However, the weighted combination of the two models (as shown in Fig. 6.6) can satisfy the
isotropy condition. For this kind of discrete velocity set, the fourth order moment has the form,

4
C w2
Z W;CiaCiBCiy Cir = szAaﬁw + (2w1 — ?> 64(5&5%, (6.10)
i

where wy and wsy are the weights corresponding to lattice-A and lattice-B respectively. This
moment is isotropic, if we have
w2
1
Here onwards, crystallographic LB model in N-dimensions with the M number of discrete ve-
locities is termed as RDN QM model. Thus in 2D multispeed model, termed as RD2Q9 model,
satisfies the isotropy condition on fourth order moment, Zivd WiCiafyr = Aafgwé?g if

w1, = (6.11)

4 1 1 ?

_4 _ 1 _ 1 g = 6.12
wo =g, wi=ge wr=g, Ho= ¢ (6.12)
In 3-dimensions, we generalize the D3Q27 model on a BCC lattice by changing velocity
vectors of type {£1,+1,£1} to {+1/2,£1/2,+1/2}. Hereafter, this model will be referred as

the RD3Q27 model. Here, in addition to the fourth order isotropy of the moments one of the
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6th order constraint is applied on the moments as,
Ny Ny

Z wictcl, =3 Z wicgcfxc?y (6.13)
i i

These constraints gives the solution of the model to be

1 1 4 1 c?
30’ wy 300° Wp 75’ Wo 3’ 0 ( )

The set of discrete velocities and corresponding weights are listed in Table 6.2. This procedure
also removes artifacts associated with the closure of the third order moment in in LBM.

Shells Discrete Velocities(c;) Weight (w;)
SC (£1,0,0),(0,41,0),(0,0,=£1) 3
FCC | (£1,41,0), (£1,0,+£1), (0, £1, £1), s
BCC (£1/2,£1/2,41/2) =

Table 6.1: Energy shells and their corresponding velocities with weights for RD3Q27.

After choosing the appropriate discrete velocity set, it is projected on to the BCC lattice.
In 2-dimensions the projection of discrete vlocity set on to the position space (BCC lattice) is
shown in Fig. 6.7.

B S T mmper ) B

Figure 6.7: The projection of velocity set on to the BCC grid (2d-projection) in 2-dimensions.

6.3.1 Equilibrium distribution function

Following Ansumali et.al (Ansumali & Karlin, 2005), we choose to construct energy the con-
serving equilibrium as the minimizer of the H-function. The choice of energy the conserving
equilibrium is dictated mainly by the increased stability of those models (Singh et al., 2013a;
Thantanapally et al., 2013b). The explicit expression for the energy conserving equilibrium
distribution function for RD3Q27 model with the O(u?) is

Af [ 2 Uy Ci w2 1 fugcig\2  u? 2\ . 1 /uqco\3
eq_ . = 71{_ a'LOé_i - a-tQx e _77{ - av-o
Ji _w’p[H 2 <90 3” L+ - s () +29< 0>h4+6< )

Ul UgCia 7 6y 2 Ul UaCia 35 0o 202\ .
— 1— —=A0(— ——AO(—| —L%1|h
202 ( 12 < 0 ) e (P 1 ( 0 > o)

(6.15)
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where, ,
hy = i <%0> 5 (6.16)
24+ 3500 (%)

This ensures the conservation of density (p), momentum density (pu,) and energy density
(pu? + 3pf) during collision. For isothermal case, where 6 = 6, the explicit expression for the
equilibrium distribution function can be written as ;

; 21 (uatia\? | 1 (taca\®  wPuac
eq _ 1 Ualia U aCia L aCa _ alia | 6.17
T A <90>+6(<90> 263 (10

The corresponding equilibrium stress tensor and heat flux vector are given by,

)
— pulu,. (6.18)

Pa% = puqug + p005a57 ng = Spuqabo + 12

This set-up provides a good indication of the convergence of the discrete velocity model
towards the Boltzmann equation.

6.3.2 Moment-chain

The governing equation for the discrete population density evolution is

O fi + ciaOuafi — F; = %(fieq—fz‘)‘ (6.19)

Here ¢;q is the lattice velocity and f; is the equilibrium distribution. We model the external
forcing term(F;) by using the lowest order Hermite-projection of the gradient in the velocity
space as (He et al., 1998),

of (Cia — Ua)
99 6

The better representation of extended hydrodynamics by present model can be seen by writing
discrete moment chain. The basic set of independent moments for this model are

Fy = fins (6.20)

M = {pvja7Pa6aQaB'nyaﬁy(I)} (6.21)
where
Na Na Ny
Qaﬁry = Z fiCiaCiBCma Raﬁ = Z fiC?CiaCiﬁ, o = Z fZCZQC?C? (622)

The moment-chain by taking the appropriate moments of f; in the Eq. (6.19) can be written as,

8tp + 8aja = 07
atjoc + 86Pa5 = PYa;

O Fop + 01Qapy = % (PS% - Pa,B) )
0:Qapy + 0y Rapyn = % (@s, Qam> (6.23)
O Rap + 0y Nagy = % ( ) )
0+ 0,5, = (91— @)
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where

Nagy = Z fic?ciacigcw So = Z ficfc?c?cia. (6.24)
i i

The closure relations for the higher order moments Ragyx, Naogy and S, written in terms of
other lower order moments as

1
Ragyn = (Ragdy + Raypi + Rawdpy + Rpydan + Rprday + Ryndap)
0 1
- go (Pagdy + Paydpi + Pardpy + Psydar + Porday + Pyxdag) + 5 PBapye,
(6.25)

1 (6) 2 5 2 .4
Nagy :ZAaﬁwnnCQ"ch + ﬁAaﬂW o

1 .
— [—71]a06 + 25504,37,«”@5%04] + Tqact.

Sa =75

This moment chain is very similar to Grad’s equation of the form (Ansumali et al., 2007b; Shi
et al., 2015; Harting et al., 2006): It should be noted that unlike usual D3Q27 LBM, for the
present model, Quzz, @Qyyy, Q22> are independent variables, and artificial closures do not exist.
This happens, since the velocity component in the diagonal direction |¢;z| is 1/2 rather than
1. Also the closure for Rng,, depends on P,g along with the higher order moment R,g. This
ensures the effect of higher order moments also in the solution of the moment chain. Thus one

can expect that RD3Q27 should show enhanced accuracy for finite Knudsen flows as compared
to D3Q27 (Qian & Zhou, 1998).

6.3.3 Time discretization

Finally, following the standard route of discretization along characteristic directions using trape-
zoidal rule (Succi, 2001a), we can write a fully discrete version of the kinetic Eq. (5.3) as

fi (X+ CAt?t+ At) = f’L (th) + 2B [fz'eq (th) - fl (Xat)]a (626)

where [ is the discrete relaxation time.

Notice that similar to D3Q27 model, if we choose At = Az, the advection happens from one
lattice point to another and consequently, the method does not require any spatial interpolation.
The numerical implementation can be done efficiently by noting that the BCC grid in 3D has
an alternate interpretation in terms of replica of simple cubic grids displaced from each other
by Az/2 in each direction where Az is the grid spacing. It should be noted that the parallel
and serial efficiency of this new model is very similar to the standard D3Q27 model.

6.4 Kida-Pelz flow

To demonstrate the increased accuracy of this new framework, we simulate the Kida vortex
initial condition and contrast the result with that of the D3@Q27 model (Thantanapally et al.,
2013a; Chikatamarla et al., 2010).

The Fig. 6.8, shows the performance of our new BCC lattice-based RD3Q27 velocity model
at Re = 1000 is contrasted with the pseudo-spectral and the D3Q27 model. It is clear that
present implementation gives almost order of the same accuracy for the same grid resolution
as that of the PS method. Fig. 6.9, shows the further extension of the comparision for Re =
10,000. In the present model, Re is defined as, pUy/v, where in the PS method Re = 1/v as
Up = 1. Tt is evident from the results shown in Fig. 6.9 that our new method has drastically
improved the performance of standard LBM. This gain can be understood in terms of the
spectral representation of a bandwidth-limited function (i.e., whose Fourier coefficients are zero
above a cut-off wave-number). Essentially, for a fully resolved three-dimensional simulation in
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Figure 6.8: Variation of Enstrophy (2) with time(t) for Kida-Pelz flow at Re=1000 with different grid
resolutions.

a periodic geometry, a reasonable approximation is to assume that the functions to be modeled
are isotropic, and the resolution is bandwidth limited. This implies that, in Fourier space, there
is no preferred direction and, hence, the efficient distribution of grid points is equivalent to the
sphere-packing problem (Petersen & Middleton, 1962; Conway & Sloane, 2013). Thus the most
efficient way to distribute points in the Fourier space is to arrange them as an FCC lattice.
Consequently, the best sampling lattice in real space is the BCC lattice, which is the dual of the
FCC lattice (Petersen & Middleton, 1962; Conway & Sloane, 2013) in the Fourier space. It can
be seen from the Fig. 6.10 that, the sphere is packed most efficiently on the BCC lattice. Thus
the numerical gain in simulation accuracy is associated with the efficient choice of the lattice.

Although RD3Q27 uses a grid of size 2N? as compared to the standard case of N3, the
performance gain is almost an order-of-magnitude. This happens because, for the same accuracy
of simulation, the usual D3Q27 model requires a grid size of (M N)3, where M ranges from 2 — 3.
This implies that the saving in the number of grid points is in the range of (M N)3/2(N)3, which
is 4 — 8 times. Hence the saving in time is (M N)*/2(N)* i.e., at least eight times (on a coarser
grid, the time steps are larger).

6.5 Unidirectional flow

Similar to the D3@Q27 model, the moment chain can be solved analytically in case of unidirec-
tional steady flow'. Following Ansumali et al. (2007b), the moment chain is first written for the
unidirectional steady flow set-up. Similar to the D3@Q27 model, momentum balance equation in
case of the steady unidirectional flow reduces to

OyPry = pYa, (6.27)

which is coupled with the evolution equation of the off-diagonal part of the pressure tensor as

Py
Oy Quyy = —Ty. (6.28)

!This work is done in collaboraton with Dr.V.K. PonnuLakshmi
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Figure 6.9: Variation of Enstrophy () with time(t) for Kida-Pelz flow at Re=10,000 on 1200% grid.

Figure 6.10: Representation of a sphere on (Left to right) SC, FCC and BCC lattice in Fourier
space.

This system of equation can be again solved to obtain

2

1
Quyy = p ng% +Ciy+Cs| . (6.29)

The evolution equation for Q.. is again

1.
ayRmyyy = pgzbo = ; [32790 - szy] . (630)
It should be noted that moment chain is so far identical with that of D3@Q27 model. However,

due to form of closure for Ry, which is:

3
Rayyy = ngy - HOsza (6.31)

It should be noted that the fourth order moment depends on higher order moments R,

which gets coupled to the lower moments and thus the kinetic boundary layer emerges. Us-
ing Eq. (6.25), we have

3
*8yRmy - HOOszy - pngO =

” L (200 — Qo). (6.32)

T
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3 1.
1 .
ayRocy = ; (500.750 - QJJ) (634)

The evolution equation for the contracted fourth order moment is:

Ry
OyNauyy = — Ty. (6.35)

Similarly, using Eq. (6.25) the closure for fifth order moment is

125 o 25
Nﬂiyy = <_1203]m + EQOQacmw + 1090Qxyy> . (6.36)

Eq. (6.30)- (6.35) can be simplified to obtain
4 14 P,
R, — < > Roy=— ot (6.37)

which can be solved to obtain R, as

2 ) 2 ) LB (6.38)
15007 N R '

The velocity profile using this expression for the fourth order moment is predicted to have form:

R;y = Ajsinh ( + As cosh <

2
. y
Jz00 = —pge <

T) +Cy+Cy+ + As sinh (

6 [A h ( 2 ) 2 )] (6.39)
— cosh | —— e . (6.
51500 | - 15007 /15007
The unknown constants Ay,A2,C7 and Cs can be calculated by applying the boundary conditions,
which will be explained in detail in the next section.

Boundary conditions

It was shown by Ansumali et al. (2007b) that for gaseous microflow modeling via LBM one
needs to use the discrete version of the diffuse boundary boundary condition (Ansumali &
Karlin, 2002b). In this sub-section, following Ansumali et al. (2007b) we construct boundary
condition for moments from diffuse boundary condition for the populations. Diffusive boundary
condition states that the population coming from the wall are equilibrated population at wall
velocity and temperature as

fi(ei,t) = B f{* (puw, Uw, Ou) (6.40)

where, the scattering probability B can be written in term of the outgoing flux as (Ansumali &
Karlin, 2002b):

Z ’Czn‘fz (pv u, 6)

B _ c; . n<0 ) (641)
Z ’Ci'n‘fieq (pw, Uwv ew)

c;.n<0

Here, n is the normal vector at the wall, p,, is the wall density, U,, is the wall velocity and the wall
temperature is 6,,. This definition of scattering probability ensures that the no-flux condition
at the wall is satisfied. It should be noted the density of the wall p,, doesn’t contribute as both
numerator and denominator contains wall density and can be factored out. For simplicity, we
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take p,, to be unity and the above equation reduce to:

Z ‘Cln‘f% (p7 u, 0)

c; . n<0
fi(cit) = 1= FE(1, Uy, 0,) . (6.42)
> leinlff9(1, Uy, b))

c;.n<0

In present work, it is assumed that the walls and the medium are at the same temperature 6.
For the present case of straight wall, we write down the equilibrium population corresponding
to the wall velocity (U,) along x direction to be Uy and Us at the bottom and top wall.

9, Uy) = w; (1 + C“;?”) : (6.43)

With this distribution function, we can calculate the denominator as:

| £eq _ eq ’Czy’ 23
Z lciy| f; (1, Uyw) = Z leiy|f; (1, Uy) Z Wy =150 50,. (6.44)

Ciy>0 ciy<0 ciy<0

Similarly, out-flux for unidirectional flow (j, = 0) can be computed as,

S lelfi= D lewlfi = 3;50 0 (16@ + 800PF + 275P,, 035 — 240R0y) , (6.45)
C¢y>0 Czy<0

where R is Ryp + Ryy + R.. and P = P, + Py, + P.. . Hence, the scattering probability B is:

1 (16® + 800P63 + 275P,, 05 — 240R90)

— 6.46
575 A (6.46)

Finally, we follow Ansumali et al. (2007b) to divide the moments M into sub-parts
M=M"+M" +M° (6.47)

where, M+ and M~ are the moments calculated using the discrete population with ¢;.n > 0 and
¢;.n < 0 and MO corresponds to ¢;.n = 0 at the boundaries. The corresponding half moments at
the top wall and the bottom walls with weights can be computed and are tabulated in Table 6.2.
Next, we write down the half moments for the important physical quantities from the medium
to the top and the bottom wall: First, for the top wall we need M™ half moments which can
be calculated from the constructed distribution function and are written as,

pt = (48<I> + 96 Py + 111Pyy + 96 P, — 20Qy,, — 144R)

30
j; :E(5jx + 13Py — 5Quwe + 5Quyy — 4Rey)

: (6.48)
P;::; ZE(JI + 3P:L‘y - Q:L‘acx + BQCL‘yy)

1
mey ( Ty + 5Qxyy + QRQC?J)
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half moment | Top wall (¢, > 0) | Bottom wall (¢, <0) | ¢, =0
> witia 0 0 0
> " wicy 0.342789 /0 - 0.342789 /0, 0
Z W;iCizCiy 0 0 0
> wictciy 0.37267 9§ - 0.37267 9§ 0
> wiciacy, 162 302 0
Z wic?xc?y 0 0 0
> wiccinciy 0 0 0

Table 6.2: The half moments with respect to weights at the top and bottom wall.

Similarly one can obtain the necessary M~ half moments at the bottom wall to be as follows:

1
P =55 (48% + 96 Py + 111Pyy + 6Pz + 20Qyyy — 144R)
R
Jz :E(E).]:C - 13P:cy = 9Qqaz + 5Qxyy + 4ny)

1 (6.49)
P:;y :6(—jx + 3Pa:y + Q:m:a: - 3Qa:yy)

_ 1
Tyy :E(_Paﬂy + 5Qayy — 2Rzy)

Here, we followed the same convention as defined earlier for M+ and M ~. Similarly, the contri-
bution for the half moments from the velocity components where ¢;.n = 0 is written as:

1
P° == (160 - 32P,,

];(v) :Q:m:x - Q:pyy

— 37P,, — 32P,. + 48R) + p

(6.50)
Py, =0
0 _
zyy =V
With these, the moments p, j,, Py and Quyy at the boundaries become,
13B
_* -0 0
p=p+ 50 +p
. . 3B . .
Je =jz + ﬁ]ﬂw + Ja
(6.51)

9B .
sz:Pé:‘:?]z‘w+P£y

Bty .
Qacyy = :xtyy + T]ﬂ?”w + ngy

Now, we will calculate the value of B by substituting the value for P, R and ® from the energy
conservation and their evolution equation. The solution for the above quantities can be written



64 Chapter 6. Crystallographic Boltzmann Method

as:
P = Ppy+ Pyy + P.. = 3pb0 + 29,57 (6.52)
R= 50y [35 (—5Pyy, + 41pb0) + L gy jaT] (6.53)
= 25602 [L (—25P,y + 81po) + 2L g2juT] (6.54)

Substituting the above in the scattering probability equation reveals the value of B to be unity.
With the scattering probability to be unity, the outgoing population from the wall is set to be
its equilibrium value.

To solve the unknown constants, we take the half moments of P,, and @y, at both bound-
aries which results in a system of 4 equations with 4 unknowns(A;, 43,C1, Cy ) as

1 2R
cvvlver sz = = | Pey/50 29 1 56, .
Quyyly=L/2 5 ( yV 0o + NG +5 oUz) (6.55)
1 2R,
way’yszﬂ =3 <—ny 500 — \/STy + 590U1) (6.56)
sz’y:L/Q Jz /500 — \/5T \/7 500U, (657)
1 T 3 x
Payly=—1/2 = 3 < JuV/ 50 + 357 - 5257% + /56 U1> (6.58)

The solutions for the above equations can be found out and results for Poiseuille and Couette
flow will be discussed separately in the next section.

Couette flow

For the Couette flow configuration, we can put g, = 0. The form of the velocity profile remains
the same but the shear stress P,, becomes a constant and the integration constants A; and Cs
goes to zero and the other constants are:

Al =0,
Cy =0,
. Kny/Go AU (26 +15v/3 coth (WK ))

—v/15Kn csch (\/51{ ) + (33v5Kn + 26v/3) + (19v/15Kn + 45) coth ( QKH>
25KndY/2 AU (5 tanh ( oy ) +3V3 ) sech ( e )

6 (9 (2v/T5Kn + 5) + tanh () (66v/5Kn + 5 (4T5Kn +9) tanh (A ) +52v3))
(6.59)

Ay = —

Where AU = (U; — Us) and U = U; + Us. An important quantity of interest in this set-up is
the shear stress (Ansumali et al., 2007b) and for this the explicit expression can be written as:

By, 6Knv/A (26sinh (2c-) +15v3cosh ( 2c))
YOPE —VIBKn + (33v/5Kn + 26V3) sinh (2 ) + (19vT5Kn + 45) cosh (2
S
Ppe = (U = Us)

(6.60)
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Figure 6.11: The figure shows the schematic of Poiseuille flow set-up where the flow is unidi-
rectional and the flow is due to external applied force g,.
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Figure 6.12: Shear stress predicted using equation 6.60 at various Knudsen numbers

The variation of non-dimensional shear stress with Knudsen number is plotted in figure 6.12.
The results are compared with continuous Boltzmann equation, standard D3Q27 and D3Q27
with off-lattice (Yudistiawan et al., 2010). It can be seen that the RD3Q27 results are better than
standard D3Q27 although off-lattice results are closer to the analytical Boltzmann equation.

Similarly, we compare the slip and the slip length predicted by RD3Q27 with the other
models in figure 6.13 and 6.14. It can be seen, the results are in close agreement with the DSMC
and continuous Boltzmann equation.

Poiseuille flow

Now we consider the next canonical unidirectional flow between parallel walls at y = +£L/2 and
the flow is set-up by the applied external force modeled using equation 6.20. The schematic
of the set-up is given in figure 6.11. The quantity of interest is the variation of flow rate with
Knudsen number and the prediction of Knudsen minimum. The predicted velocity form is
similar to the equation 6.39 and the boundary conditions are that of stationary wall. With
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Figure 6.13: The figure shows the comparison of normalized slip velocity (ratio of velocity
difference between the wall and the medium to the velocity difference between the top and
bottom boundaries) with Knudsen number with the previous studies. The solution obtained
using DSMC (Willis, 1962), Boltzmann equation, moment chain model for D2Q16 (Ansumali
et al., 2007b) are used for comparison.
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Figure 6.14: The figure shows the comparison of normalized slip length (defined as Y =
AU Y(dU,/dy)|y=o0 — 1) with Knudsen number with the previous studies. The solution obtained
using DSMC (Willis, 1962), Boltzmann equation, moment chain model for D2Q16 (Ansumali
et al., 2007b) are used for comparison.
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Figure 6.15: The figure shows the comparison of non-dimensional flow rate calculated using
equation 6.62 as a function of Knudsen number with the previous studies. The solution obtained
using D3Q27 with off-lattice (Yudistiawan et al., 2010), Boltzmann equation, moment chain
model for standard D3Q27 (Yudistiawan et al., 2008) are used for comparison.

these conditions,the constants A and C7 go to zero and the other constants can be written as:

)

PGT (sinh (g) (5 (42}2?12 — 6y/10Kn + 1) 700 — 8Kn" (7 + 3)) _5V3 (4@1& n 3) 7o cosh ( -
Oy =

2012;12 (5 sinh <‘/75) + 3v/3cosh (g))

15
Kn

5 ol P 2
V/500pg.csch <\K[> (5 (Kn (63Kn + v10) +9) 7 — 12K (7 +3))
A =
12Kn” <3\/§coth (*}/:5) + 5)

1
n

(6.61)

Where Kn = Kny/2/3.
The non-dimensional flow rate is defined as:

1 oOKgT [L/?
Q=——39:"/ / jx dy. 6.62
L2 m _L/Q ( )

The non-dimensional flow rate calculated using the velocity profile predicted by RD3Q27 model
is:

6v/3 (91252 +2/10Kn + 1) coth <\/17> n (3125 (5125 (2 — 3\/@&) n 6@) n 10)

Kn
Q =
12Kn (5 + 3v/3coth (g))

(6.63)
The figure 6.15 shows the variation of flow rate with Knudsen number. It can be seen that the
model predicts a minimum in flow rate at a Knudsen number around 0.5 closer to the previously
reported value by (Yudistiawan et al., 2008) 0.58 and it is accurate than the standard D3Q27
model.
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6.6 Flow past sphere

In order to demonstrate the capability of present model, the classical problem of viscous fluid
flow past a sphere is investigated in this chapter(Achenbach, 1972; Tomboulides & Orszag, 2000;
Spalart, 2009; Johnson & Patel, 1999). The flow past a sphere exhibits non-trivial change in
behaviors as a function of Reynolds number, Re = Uy D /v, with D as the diameter of the sphere
and Uy being velocity at inlet. A set of simulations were performed for various values of Re
with Ma = 0.05 for D3Q27 and RD3()27 models.

For low Reynolds number case, two representative case of Re = 50 and Re = 200 are reported
here. The domain size, in terms of diameter D (measured in lattice unit), of 16D x 8D x 8D was
used for Re = 50 and 20D x 10D x 10D for Re = 200. The simulations were performed on an
Intel Xeon based system (CPU Model: E5-2670) with 16 cores. Fig. 6.16 shows the percentage
error (€) in the mean value of Cp = F'/ [%pugOTrDQ] from the experimental value of Cp = 1.59
for Re = 50 and Cp = 0.78 for Re = 200 (Johnson & Patel, 1999). From this figure, it is evident
that RD3Q27 performs an order-of-magnitude better than D3Q27. This gain in performance
can be seen more conveniently in Fig.6.17, where percentage error (e) is plotted against CPU-
time( t in seconds). In this plot, one can see that for the same error, present method requires
an order-of-magnitude less time when compared to D3Q27 LBM.
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Figure 6.16: Comparison of percentage error (¢) in the mean value of C'p with increasing diameter
(in lattice points) for flow past sphere between D3Q27 (in blue colour) and RD3Q27 (in red colour) at
Re = 50 and 200.
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Figure 6.17: Simulation cost (t in seconds) for one convection with respect to the percentage error (e)

for flow past sphere at Re = 200. Simulations were performed for one convection time (U%, where Uy is

the free stream velocity) on an Intel Xeon based system (CPU Model: E5-2670) with 16 cores.
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Figure 6.18: Variation of drag coefficient(Cp) with Re for flow past a sphere compared with experimental
data (Achenbach, 1972).
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Figure 6.19: Drag coefficient(Cp) zoomed into the range of Re = 10° to 10° with linear scaling.

As the result for Re = 200 suggests that the computing requirement for the present model
is substantially lower than LBM, we performed this simulation of flow past sphere for a wide
range of Reynolds numbers. To the best of our knowledge, none of the existing methods can
predict the drag behavior over the wide range of Reynolds Numbers for which experimental
data is available. In Fig.6.18 and Fig.6.19 the drag coefficient C'p, predicted by present model is
contrasted with the experimental result in Achenbach et al, 1972 (Achenbach, 1972) and Bakic et
al, 2002 (Bakic, 2002) with Re = UD /v where D and U are the diameter and speed of the sphere
in lattice units. The values of Cp for Re = 10° and 3.18 x 10° are depicted in Table6.3. Fig. 6.22
shows the variation of drag coefficient Cp with time at Re = 3.18 x 10°. We have implemented
a version of the diffuse bounce-back rule as described in Krithivasan et.al, (Krithivasan et al.,
2014) for the solid-fluid interface at the body. For inlet-outlet, we have used Grad’s closure
approximation as described in Chikatamarla et.al, (Chikatamarla et al., 2006b). To highlight
the reliability and robustness of our approach, the angular distribution of pressure coefficient
Cp = (P —Py)/ (3pu%) on the surface of the sphere for Re = 10° and Re = 1.62 x 10° are
presented in Fig. 6.20, Fig. 6.21 and these are compared with the experimental data. It is
evident from the plot that the quality of Cp prediction remains very good even with a sphere
size of D = 160 (lattice points). Even for this size of grid, the error in mean value of Cp is
only around 8%. Fig. 6.23 shows a snapshot of the azimuthal component of vorticity. This
also shows that our model captures the flow separation clearly. We believe that the reason for
such good accuracy without a well-resolved boundary layer is largely due to the fact that the
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drag for flow past sphere is largely dominated by form drag, which does not crucially depend
on boundary-layer resolution. Thus, with moderate resolution requirement, our approach is
able to predict quantities of engineering interest quite accurately. This improvement in LBM
is remarkable as typical LBM simulations for high Reynolds Numbers for any setup require the
use of turbulence models (Chen et al., 2003; Teixeira, 1998; Girimaji, 2007; Premnath et al.,
2009) but the present RD3Q27 model does not require any explicit model for turbulence.
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Figure 6.20: Distribution of pressure coefficient(Cp) on the surface of the sphere at Re= 10° .
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Figure 6.21: Distribution of pressure coefficient(Cp) on the surface of the sphere at Re = 1.62 x 10 .

Re Cp(expt,Achenbach) | Cp (present)
10° 0.4-0.5 0.4957
3.18 x 10° 0.453 0.4044

Table 6.3: Comparison of Cp values obtained using the present RD3Q27 model with experi-

mental data (Achenbach, 1972).
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Figure 6.22: Variation of the drag coefficient(Cp) with time for the flow past sphere at Re = 3.18 x 10°.

Figure 6.23: The snapshot of wy for flow past sphere at Re = 10°.






Chapter 7

Higher order Crystallographic
Lattice Boltzmann Method

7.1 Introduction

Lower order Lattice Boltzmann Method has been a successful methodology for incompressible
isothermal hydrodynamics and gaseous microflow in slip flow regime. However, an extension
of LB method to strong thermal flows and strong flow regimes characterized by high Mach
number or high Knudsen regime has been a nontrivial task so far. It has been shown that for
modeling gaseous microflows the accuracy of velocity space discretization is very important and
it is important to include larger number of velocities. Such discrete velocity models with larger
number of velocity shells are termed as higher order Lattice Boltzmann (hereafter referred as
HOLB) models. For example, in order to describe the Knudsen layer in 3D one needs at least
64 velocities if the velocity set is constructed via Gauss-Hermite quadrature(Ansumali et al.,
2007b). Based on the entropic formulation of LBM, higher order models have been created
to extend the LBM to compressible flow domain and finite Knudsen regime (Chikatamarla &
Karlin, 2009, 2006; Chikatamarla et al., 2010; Yudistiawan et al., 2010; Pareschi et al., 2016). It
was found that while the lower order LB models were able to represent slip flow effect correctly,
only higher order models could predict the Knudsen boundary layer correctly (Kim et al., 2008b).
Similarly, the best-known model for 3D hydrodynamics for fully compressible flow requires 343
velocities on simple cubic lattice(Frapolli et al., 2016).

In this chapter, we will discuss the higher order Lattice Boltzmann Methods on BCC grid.
The result shows that use of BCC grid allows construction of higher order LBM with less number
of discrete velocities. We use this formulation to create models for thermal flows and trans-sonic
flows.

The chapter is organized as follows, In section 7.2, the conditions on the discrete velocity
selection for application of LBM to compressible flows are defined. Section 7.3 describes the
model that can be applicable for compressible flows i.e., RD3Q67 model with its weights has been
defined. Finally in section 7.4, the conditions on the discrete velocity selection for application
of LBM to fully compressible and thermal flows are defined.

7.2 LBM for Compressible Hydrodynamics

As discussed in the previous chapters, the discrete equilibrium must satisfy following constraints

Ng Nq Ng
S =0 Y [l =pua, Y facis = puaus + pfodas (7.1)
=1 =1 =1

It is typical to write a second order polynomial expression of the equilibrium using the projection
of the Maxwell-Boltzmann on the Hermite basis (Chen et al., 1992; Qian et al., 2007; Benzi et al.,
1992; Shan & He, 1998). However, these conditions do not ensure that third order moment of
the discrete equilibrium is same as that of Maxwell-Boltzmann.

Ny

Z [ ¢iacipciy = pugugu, + po (Uabpy + Uglay + Uydag) - (7.2)
i=1
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Due to the absence of the cubic term in the equilibrium, this condition is satisfied only up to
linear order by widely used lower order lattice Boltzmann models (Qian & Zhou, 1998). This
condition on third moment can be fullfiled only if the discrete equilibrium distribution is of the
form (Chikatamarla & Karlin, 2009),

UG U U U UGU~C;

fieq =w; | 1+ o + 0‘72'8 (Ciaci/j — 905016) + L;W (chig — 3905aﬁ> , (7.3)
Bo 20; 6 0;

In case of the entropic lattice Boltzmann method, the series expansion of the true equilibrium

at reference temperature 6y must reduce to this form. These constraints imply that the discrete

velocity set and associated weights have to satisfy following conditions:

Ny Ny Ny Na

2 3
E w; =1, E WiCiaCig = 0odag, § W;CiaCiBCinCic = 05Ans¢, E W;Cia CiBCin CirCi¢ Cin = 0 AaByrcn-
i—1 i=1 i=1 =1

(7.4)
and odd order (till 5th order) moments are zero. It should be noted that as shown in the earlier
chapter, odd order moments are zero by construction.

The rationale for adding a cubic term in the equilibrium can be understood by writing the
mass and the momentum balance equation and evolution equation for the pressure tensor and
flux of pressure tensor term

8{,,0 + aaja = O,
atjoz + aﬁpozﬁ = O,

1
0t Pog + 08Qapy = - (puaug + pbodag — Pag)

1
O1Qapy + OxRapys = p (puauguy + pbo (uadpy + ugday + Uydap) — Qapy)

from which it is evident that as expected in the limit of 7 — 0, the zeroth order hydrodynamic
equation is Euler equation and the first order term lead to correct Navier-Stokes hydrodynam-
ics needed for the compressible dynamics. These conditions are central to LBM construction
for isothermal hydrodynamics and the procedure to construct a model which satisfies these
requirements is well understood (Chikatamarla & Karlin, 2009; Frapolli et al., 2016).

However, a correct compressible model must have energy conservation and kinetic formula-
tion must ensure that Navier-Stokes-Fourier dynamics is the first order hydrodynamic descrip-
tion. This needs the moment chain to have form

8tp + 8o<ja = 0:
@ja + Qgpaﬁ =0,

1
atPaﬂ + aﬁ@aﬁ'y - ; (Puauﬁ + 1005045 - POé ) )

(7.6)
0 Qapy + OxRapy = % (puauguy + pf (uadpy + ugday + Uybap) — Qapsy) ;
Ot Rapys + OcRapyne = % (R';q@w - Raﬁw)
with the equilibrium fourth order moment in the Maxwell-Boltzmann form
Ng
R = Z f{%iacigCintin = pO” (0apdym + arOsm + Gandsy) 77)
i

+ p0 (Uauglys + Uaty08, + Uatidpy + UBUAOak + URUKIGy) + PUAUBUUs.
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With cubic equilibrium, one would like to satisfy this equation till O(u?) at # = 6y and at
arbitrary temperature 6 at least be quadratically correct in terms of departure from 6y. Thus,
we need to ensure that

R

aByr (u=0)= p92 (0080yk + 0ar08k + Oardpy) - (7.8)

is true till O(A#?) at least. In practice, we only need to ensure that trace of this tensor is in
correct form, as only trace appears in the balance equation for the heat flux.

Rey (u=0) = 5p628ap. (7.9)

This is needed as the correct form of Fourier law via Chapman-Enskog procedure requires that
evolution equation for the energy flux

1
8tQOz + aﬂRaﬁ = ; (ng - Q(x) (710)
is correct at the leading order
(0) eq eq _ 1 neq
at Qo T 85Raﬁ - ; (_qa ) (711)

In order to ensure correct form of fourth moment R,s, we need to write the zero velocity
equilibrium at finite temperature. In next chapter, starting from Boltzmann form of the H-
function, for models which have fourth and sixth order isotropy the equilibrium function with
zero velocity at finite temperature 6 is derived upto O(A6?) as

~ AG (¢ A% (¢t c?
i=wip|l4+ — | &+ — — | =5 —10"%* +1 , 12
12 (6 0) + 22 (210 -
where A = 0/60y — 1. Thus, for such models
Rl (u=0) = 5p030ap (14 2480 + A6%) = 500700 (7.13)
provided
> wic) = 94563, (7.14)
If, one also imposes
> wicl® = 1039567, (7.15)

the equilibrium function with zero velocity at finite temperature 6 is derived upto O(A#?) as

AG [ 3 A20 [t 2 A30 [ 8 ct 2
14+ — (2% — — X -10++1 — | X +21-L +105-% —1
+ 5 <90 3>—i— g (98 090+ 5>+ 18 (98+ 9(2)—{— 0590 05>],

(7.16)

fi = wip

which ensures that R, at zero velocity is accurate till O(A63).
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7.3 RD3Q67 model for Thermo-hydrodynamics

In last section, conditions for correct thermo-hydrodynamics till O(u3) and O(A#?) was dis-
cussed. To summerize, the weights have to follow the constraints:

sz’ =1 Zwiciaci,ﬁ = 6odagp;
i i

Zwiciaczﬂcmcm = 05 Dagyns (7.17)
i

3
E W;CiaCiCinCikCinCi¢ = eoAaﬁwnC'

)

and
D wicd = 94505, ) wic;® = 1039565 (7.18)
7 7

Along with the above conditions, an additional constraint at 8th order

Zwic?cfx = 1894}, (7.19)
i
allows us to construct one such higher order Lattice Boltzmann models on BCC lattice with
higher order isotropy. As discussed in previous chapters, on basic lattices 4th and 6th order
moment have structure
(4) _ DA (4)
M iyisis = C1 Biigigia T Oz Oivinisias

M. o =cOA® ol ol

111213141516 111213141516 111213141516 111213741506 "

(7.20)

This form along with values of coefficients suggest that we need at-least 1 FCC and 1 BCC cells.
Indeed, it is evident that the number of independent constraint are 10 and in explicit form they
are

Zwi =1, Zwicg = 300, Zwic‘; = 3602, Zwicicz =62,
i i i i
Swddd -t Ywdd-uh  Yud-1 (g

> wicd = 94505, ) wiclel, = 18905, > wici® = 103956,

We have chosen 3 SC, 2 FCC and 3 BCC energy shells for this purpose. The set of equations
has many solutions. We have chosen the ones which satisfy the condition that w; > 0 and real.
The magnitude of the energy shells, coordinates of discrete velocity set and the corresponding
weights are given the Table 7.1 and the relevant energy shells are shown in Fig. 7.1. In
subsequent chapters this model will be used to simulate thermo-hydrodynamics.

7.4 LBM for fully compressible hydrodynamics flows

In the previous section, we have considered the applicability of LBM to compressible thermal
flows. However, the application of LBM to high Ma thermal flows is a more challenging problem.
The difficulty arises due to the fact that one needs 8th order isotropy on the lattice. This can
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Shells Discrete Velocities(c;) Weight (w;)

SC-1 (£1,0,0),(0,+£1,0), (0,0, £1) 0.0707815774
SC -2 (£2,0,0),(0,£2,0),(0,0,4£2) | 90184771812
SC -3 (£3,0,0),(0,+3,0),(0,0,£3) 0.0011597253
FCC.2 (£2,£2,0), (0, £2,£2), (£2,£2,0) | (.0030160186
FCO.3 (£3,£3,0), (0,£3,£3)., (£3,£3.0) | 00000231150
BCC-1 (£1/2,£1/2,+1/2) 0.0050428593
BCOC-2 (+1,£1,+£1) 0.0385423174
BCC-3 (£3/2,£3/2,£3/2) 0.0012157288

Table 7.1: Energy shells and their corresponding velocities with weights for RD3Q67 model.

be seen by writing the equilibrium distribution at § = p and correct up to O(u*) as

2

40

B 9
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This shows that R,g-, will have correct form only if

Z WiCiaCipCinyCikCinCi¢ Cit Cip = 93 Aaﬁvnn(ﬁd) .

7

The same at finite temperature requires that at least

Y Wi} CiaCigCinCinCinCicCicCis = 93 Dagmnces-

)

Thus, the weights has the following set of constraints
Z w; =1, Z W;iCiaCig = 0pdag, Z WiCiaCiaCinCir = O A,

3
5 W;iCiaCi3CinyCikCinCi¢ = QOAQBWWQ

(2

Z W;CiaCipCiyCikCinCi¢ CitCigp = QéAaﬁwﬁnC&%

(2

> WicECiaCipCinCinCinCicCicCio = 93 Dagrnnces-

1
In addition to these, we add one more constraint as
> wic}® = 1351356,
i

which ensures that thermal dynamics is correct to all leading orders.

L
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Figure 7.1: The energy shells in RD3Q67 model.

In the traditional energy shell representation, it is difficult to impose the conditions on the
8th order moments such as ), wic?c?zc?y and ), wic?cfxcfy together if the velocities in the all
directions are of same magnitude. In order to resolve this problem, we introduced an energy
shell with the non-identical magnitude of velocities in each direction. In this case, we introduced
2 BCC with the energies 9/4, 5 and one FCC shell with the energy 5. The weights and velocities
are tabulated in Table: 7.2. The detailed expression for equilibrium and the moments will be
calculated in the next chapter. This model has the applicability to transonic flows with a very

high Ma and can handle the strong thermal variations.
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Shells Discrete Velocities(c;) Weight (w;)
SC-1 (£1,0,0),(0,41,0), (0,0, +£1) 0.0111443971
SC -2 (£3,0,0),(0,£3,0),(0,0,43) 0.0009925820
SC - 3 (£4,0,0),(0,+4,0), (0,0, +4) 0.0004322964
FCC-1 (£1,+£1,0), (0, £1,£1), (£1,+£1,0) 0.0078020595
FOC-2 (£2,42,0), (0, +2, +2) , (+2, +2,0) 0.0003848260
FOC-3 (£3,£3,0), (0, £3,4+3) , (£3, £3,0) 6.6974 x 10-6
BCC-1 (1,1, £1) 0.0071479427
BCC-2 (£2,£2,+2) 0.0000121756
BCC-h (£1/2,£1/2,£1/2) 0.0447801239
BCC-3h (£3/2,%£3/2,%3/2) 0.0026467301
BCC-5h (£5/2,45/2,+5/2) 4.8164 x 106
oBfgiééigﬁnal (£1/2,£1,£1), (£1,£1/2,41), (£1,£1,£1/2) | (0103328723
oBfgi(ijffonal (42,41, 41), (£1,£2,41), (£1,+1, £2) 0.0002149798
offdiagonal (£2,41,0), (0,42, +1), (£2,£1,0)
FCC

(£1,£2,0), (0, +1,4£2), (+1,+2,0) 0.0041472523

Table 7.2: Energy shells and their corresponding velocities with weights for RD3Q167 model.






Chapter 8
Discrete Equilibrium Distribution

8.1 Introduction

In last few decades, the Lattice Boltzmann Model (LBM) has emerged as a powerful tool for
hydrodynamics and gaseous microflow simulations (Succi, 2001a; Succi et al., 2002b; Namburi
et al., 2016; Yudistiawan et al., 2010). In the previous chapter, the form of equilibrium distri-
bution function under the constraints of mass, momentum and energy is described. However,
the computational simplifications involved are responsible for the loss of many desirable features
inherent in microscopic Boltzmann dynamics such as positivity of the equilibrium distribution
and finally H-theorem (Karlin et al., 1999; Succi et al., 2002b). The absence of discrete time
H-theorem results in the growth of numerical instabilities in standard LBM. This makes low
viscosity and/or large spatial gradients for hydrodynamics or large density ratios in multiphase
flows often unattainable (Karlin et al., 1999; Succi et al., 2002b; Chikatamarla et al., 2015).

The Entropic Lattice Boltzmann Model (ELBM) has emerged as an alternative to the con-
ventional LBM by ensuring the positivity of the equilibrium distribution and restoration of the
H-theorem for discrete space-time evolution (Karlin et al., 1999; Boghosian et al., 2001; An-
sumali et al., 2003; Karlin et al., 1998; Boghosian et al., 2003; Wagner, 1998; Chen & Teixeira,
2000; Succi et al., 2002b). This methodology due to its non-linear stability is quite successful
in performing hydrodynamic simulations for high Reynolds number flows where gradients are
too sharp for standard LBM. Recently, it was also shown that the same non-linear stability
of ELBM can also improve the quality of multiphase simulations. However, this methodology
introduces extra computational cost at every grid point for evaluating exact equilibrium, which
is supposed to be the minimum of H-function and evaluation of the variable path length which
ensures discrete time H-theorem. For evaluation of variable path length, which requires solv-
ing a non-linear equation at every grid point, numerical optimization procedures have matured
to make method computationally attractive. However, for equilibrium computation numerical
procedures have not matured. In case of few important lattices such as D3Q27 and D2Q9,
we know the exact solution which alleviates the need of numerical minimization procedure for
finding equilibrium. For a general lattice, perturbation method for Lagrange multipliers has
been proposed for efficient evaluation of the equilibrium. However, the existing methodology of
finding perturbative equilibrium is not expected to work efficiently for the case of strong flow
characterized by either finite Mach number (Ma) or finite temperature variations (where one
writes energy conserving equilibrium). Thus, for higher order LBM one often employs iterative
algorithms to find equilibrium.

In this chapter, we provide a hybrid methodology to compute discrete equilibrium in an
efficient fashion. The basic idea is to derive the Lagrange multipliers for discrete equilibrium at
high precision for a general discrete velocity model and then use this expression in a Newton-like
iterative scheme. We provide examples to illustrate that such a method converges in very few
iterations. As the number of iterations required is very few, the use of “if” condition branching
such as to check convergence can be completely eliminated in numerical implementations. In
particular, we observe that for Ma < 0.5 the scheme converges in a single iteration. Thus,
even for low Mach number case, the current methodology provides an attractive option for
computing discrete equilibrium. For higher order LBM, where Ma can be of order one, present
scheme provides a numerically viable extension of LBM.

The chapter is organized as follows: In section 8.2, the ansatzes for the selection of discrete

81
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velocity set and discrete H— function are described. In section 8.3, the general discrete equi-
librium distribution derivation into perturbative series of velocity and temperature 6 around a
reference state is presented and calculated the general expression for some moments. In sec-
tion 8.4, the efficient hybrid numerical method of deriving equilibrium distribution is presented.
Finally, in section 8.6, the application of the numerical solution of equilibrium distribution for
different models and the convergence of equilibrium moments are calculated.

8.2 Discrete H-function

Entropic Lattice Boltzmann method is formulated assuming the existence of a convex entropy
functional whose minimum defines the discrete equilibrium (Karlin et al., 1999; Ansumali et al.,
2003; Chikatamarla et al., 2006a) . It was shown by (Karlin et al., 1999) that for recovering
Navier-Stokes hydrodynamics the form of H-function is the Boltzmann form. This was later
confirmed that other form of entropy does not lead to a correct form of stress tensor (Boghosian
et al., 2001). Following these results, one begins with the discrete H-function of the form

Ny fi
H = A In =) -1 1
>h(m (L)1), (5.1)
=1
where the discrete weights w; are unknown positive numbers such that

Ny
w; > 0 and Zwi =1. (8.2)
i=1

Further, w; are the discrete weights corresponding to the each energy shell of a lattice. Similar
to all existing LB models, it is assumed that discrete weights are the function of c? only. Es-
sentially, this condition sets zero velocity equilibrium to be independent of velocity direction.
This condition is motivated from Maxwell-Boltzmann expression at zero velocity and reference
temperature g, f;* = w;p. Most of the existing models such as D3Q15, D3Q19, and D3Q27
satisfy this constraint.

The symmetry of the discrete velocities also implies that second order moment is an isotropic

tensor

Ny

Z W;iCinCip = Qoéag. (83)
i=1

These ansatzes reduce the available degree of freedom available in search of discrete velocity
models (Yudistiawan et al., 2010). In this thesis, attention is further restricted to discrete
velocity models satisfying isotropy constraints on fourth order tensor as

Ny

Z W;iCiaCipCinCik = AH%AQ&W. (8.4)
i=1

where, the value of A is 7 for Maxwell-Boltzmann distribution. This condition on fourth order
moment ensures that the fourth order moments of equilibrium at zero velocity and reference
temperature g is same as that of Maxwell-Boltzmann model. Egs (8.2)-(8.4) ensures that
polynomial form of equilibrium satisfy Maxwell-Boltzmann form on second and fourth moments
at finite velocity. Thus, widely used models such as D3Q19 and D3Q27 satisfy these constraints.
However, these conditions do not ensure that third order moment of the discrete equilibrium is
same as that of Maxwell-Boltzmann. This condition on third moment can be fullfiled only if the
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discrete equilibrium distribution is of the form (Chikatamarla & Karlin, 2009).

UaCia . UaUB
fo | 202

(CiaCig — 00dap) +

£9=Fi (1 + “““")“VC""‘%CZ’"’> , (8.5)

663

In case of the entropic lattice Boltzmann method, the series expansion of the true equilibrium
at reference temperature 6y must reduce to this form. It can be easily verified that in order
to get third moment same as Maxwell-Boltzmann, a necessary condition to be imposed on any
higher order LB models is an isotropy condition on contracted sixth order moment of the weight

as
Ny

Z wic?cmciﬁcwcm = 708Aa5%. (8.6)
i=1
In this chapter, the discrete equilibrium for the higher order lattice Boltzmann models satis-
fying these constraints will be derived using the entropic lattice Boltzmann formulation. Here,
we remind that the entropic lattice Boltzmann can be used to derive the energy conserving
equilibrium. Thus, we will derive the equilibrium at arbitrary temperature 6.

8.3 Evaluation of Discrete Equilibrium Distribution

In this section, we derive the equilibrium distribution for discrete velocity models satisfying
ansatzes described in the previous section. Similar to the continuous kinetic theory, the equi-
librium distribution function f;* is the minimizer of the H-function (Eq. (8.1)) subjected to the
constraints of mass, momentum and energy conservation. The equilibrium distribution obtain
as solution of the minimization has Maxwell-Boltzmann form

£59 = wspexp [ (o -+ Bucon + 13)] s.)

where «, 5, and 7y are the Lagrange multipliers associated with the mass, momentum and energy
conservation, respectively. In order to find Lagrange multipliers, one substitutes equilibrium
expression in the definition of conserved moments, which are defined as

Ny Ny Ny
S oft=p, Y %k =pus, Y F%G = E = pu® + 3p0. (8.8)
=1 =1 =1

In order to do so, the formal expression for the equilibrium is re-written as

ffq — wipA Fcf/90 Bgiz/\/% Bgiy/\/% Bgiz/\/%7 (8.9)
with
A=exp(—a), B, =exp (—BH \/%), I' = exp (—7bp). (8.10)

As, for the discrete velocity models under consideration the velocity set is closed under inversion,
the constraints in Eq (8.8) can be decomposed as the pair wise sum over opposite velocities (such
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as (¢;, —¢;)), the moments equations can be re-written as

Ng
; w; I‘C?/GO (Bgcﬁix/\/%B;w/\/%Bgiz/\/%> :%’
Na/2
> wi T ey | (B VP V0 gV presl Vo gV pres Vi) PR (g1)
=1
Na/2
Z w; FC?/GO CZZ (Bim/\/% B;iy/\/% Bgiz/\/% + B‘;Cm/\/% B;Ciy/\/% B;Cn/x/%) :%_
=1

These transformed set of equations were earlier used to find exact solution for D3Q27 model of
LBM. However, the analytical inversion of Lagrange multiplier in terms of explicit expressions
are not possible. For numerical computation, it is possible to build a series expression around
a reference solution. At this point, we point out that at the reference state 6 = 6y, u, = 0,
using Eq.(8.11) the Lagrange multiplier associated with the momentum conservation are known
explicitly to be B, = 1 i.e f;, = 0. Our aim is to build a perturbative solution around this
reference state. Typically, this series is written with second order (or in some cases third order)
accuracy in Mach number in lattice Boltzmann method. However, in case of entropic lattice
Boltzmann model, for every discrete velocity model, one finds the Lagrange multiplier with the
high order of accuracy to preserve the positive form of equilibrium (Chikatamarla et al., 2006a).
This step is also needed for describing higher order thermo-hydrodynamics with discrete velocity
models.

In this section, starting from the formal expression for the discrete equilibrium (Eq.8.9), we
derive a generic expression for the equilibrium via a perturbative methodology. The detailed
step of this perturbative method are

e To build the perturbative series around the reference state, we will expand the Lagrange
multipliers in powers of the smallness parameter e (denoting smallness of the Mach number)
as

a=a 4+ ea®+ 0@ 4 ... )
B =B +eB + 57 + - (8.12)
N = 7(0) + 67(1) + 627(2) e

The lowest order contribution, the zero velocity equilibrium distribution function f4 is
written as

Fe = 5 (pou = 0,0) = wi pexp (a® +90c?). (8.13)

)

In this case, the constraints Eq (8.8) simplifies in terms of the departure from the reference
temperature Af = (0 — 6y) /0y as

Nd Nd
D ofit=p D fG =300 =3py (1+ AY), (8.14)

It will be convenient to write these constraints in infinite series form using series expansion
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of exp as

2 2
a® 434, + % {(a(0)> + 604 g, + 1562 (%0)) ] 4o =0,

1 2 2
300 415900, + 3 [3 (a(0)> + 3009~y + 105 62(1 — m3) (’y(o)) ] 4= 3A0,
(8.15)
where on
My = 1 2 i€ (8.16)

[ fMB(u=0,6) 2rde’

As these constraints are also highly non-linear explicit inversion is not feasible even for this
simple case. However, at zero velocity and reference temperature 6 = 6y explicit solution
is R

[ (p,u=0,600) = w;p. (8.17)

Thus, we can use this reference temperature solution to build a perturbative equilibrium
at arbitrary temperature.

e We build a perturbative zero velocity equilibrium by expanding the zero order Lagrange
multipliers as a series in terms of Af around the reference state as

al® = A0 + AG2a0?) 4 ...

~ O = AGyOD £ A2 02 4 (8.18)
By comparing the O (Af) terms on the both sides of Eq (8.15) we have;
o) 4 40039, =0, OV 4 5057OD =1, (8.19)

Similar, by comparing the O(AHQ) and O(A93) and so on terms on both sides of Eq (8.15),
we can calculate the higher order terms in series of Lagrange multipliers as

3 3 1 105m 35m, 315m
0) = —AGZ + AG2E — AP = — 3 A02 2 (64 — 105m3) — L) A0+
“ 2 720 2 16 e ms) = g L
1 1 /35m 35m 105m
O = — (A0 — A6 + A6 + SN 2(—24 435 1) At
7= g +aP) + g g A Ter (RAHIm) 55
(8.20)
It is noteworthy that in the limit when ms = my4 = 0, the series converges to
A
a0 = —glog (1+ A6) A0 = T; (8.21)

The distribution function obtained with these Lagrange multipliers in this limiting case is
same as the Maxwell-Boltzmann distribution function with the zero velocity condition.

Finally, using these expressions for Lagrange multipliers, the equilibrium function with
zero velocity at finite temperature 6 is;
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fi = wip

A (2 A20 2 A3Q (8 cl 2
1+=2 (% - 27 (% q0% 41 215 11055 — 1
+5 (90 3>+ < <92 05 + 5) T <93+ 02+ 05 05)

A49 6 4 2
— — 36 % 378—Z — 1260 % 945 A; + B;
+384<04 93+ P %t >+ i+ Bj

(8.22)

Where,

Ay = A% S 22V (o, + G . 105m2 — 82

A0 ct 8375

105 —i—-3885 —m?

+384<93 m3+00< 7TL3+ 4 m3>
2 238875 643125 55125

+ ;i <36330m3 — 2 3 m3m4>
0

mg + 3 ms + 9
1201725 , 1920375 , 165375
— T g M 5 Mams

+ (—65520m3 +

105A30 [ 2 A0 c? 24885 3465
= Zt -1 A
192 <90 (6my) — ( 8m4)> + 35 (92 (630my4) + e < 5t m5>
57645 10395
e ) )

(8.23)

From the expressions it is clear that, if the 6th order moment error term ms is zero, many
of the error terms in f; disappear.

In order to make the expression exact till O(A26), the error term ms has to be zero.
Similarly for the error in O(A36) to be zero, my also should go to zero. If all mg3,my

and ms are zero, we can achieve the exact equilibrium for the zero velocity model to the
0(A%).

e The equilibrium distribution at the finite velocity can now be derived by using the pertur-
bative series expansion of the Lagrange multipliers around the zero velocity equilibrium.
The series can be written as;

2

1
+ € [2 (a(l) +B8Wci +4Ve2) +a® 4 P, 442 2}

+é

)
)

1
(1) 2
6< —i—ﬁ Cir + Y

+<a + B8P¢; +7Pe )( )+ 8Wey +4We >

+a® 4+ 8P ey + 4|

(8.24)
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and the moments has the form,

Ny Ny Ng
Sihi=o S fitia=da Y i =E=pu’+ 300, (8.25)
=1 =1 =1

Now using this equation in the moment equations Eq.(8.25) and comparing the O(e) on
both sides of the equations we get,

aM =0, pWg= % +O = 0. (8.26)
Similarly by comparing the 0(62) and 0(63) terms, we get the series of Lagrange multi-
pliers as;
2
_lev b 44y 4
a= 620[1+5/2M2}+O(eu)+ :
2
B = ‘%ﬁ - 63“69“; [3(1— Mj) +5 (Mh— My)] — % [a(2) + D50 (1= My)| + O(Eud) + - --
2
2 U 1 4, 4
S S | . S e
7T G2 [ 1+5/2M2] +O(ew) +
(8.27)
where,
Na £ .4 _ 15,02
Mg — Zz:l f’LCz 5p9 ,
15p62 5
62 — ZNd fic2 2 (8.28)
M/:p 1=1Jt"x zy'
2 p(92
Finally, the equilibrium distribution till the O(u3) is;
f'eq :f 1+Uacia _qu 1 . UZCZZ 1_# _{_1 (uacia>2
¢ ‘ [ 20 \ 1+ 5/2 My 602 1+5/2 M, 2\ 0
(8.29)
n 1 (uacm)?’ U2Ua0mA B u%?uacm 5/2Mj,
6\ 6 662 603 1+5/2M; [’
where 5 /20
2
L= [1+5/2MQ (5(1—Ma)) — (3+M;— 5M2)] : (8.30)

If My and M} are zero, we will be able to get the exact thermal equilibrium till the O(u?).

8.3.1 Equilibrium Moments

From the knowledge of equilibrium distribution calculated in the previous section, we can
calculate the model dependent quantities such as moments of the distribution function. In
this section, we will calculate second, third and contracted fourth order moments.
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Stress tensor : Using the equation Eq.(8.59) and calculating the equilibrium value of
_ v\NVa peq .
Pressure tensor Pog = Y ;'% f; 'ciaCig We get;

2 1 25 25
o412
(8.31)

where as, it goes to pfdss + puqug when Mo, M5 — 0.

3rd order moment: The equilibrium value of heat flux ¢, = ZZN:d1 [i9ciqc? calculated
using the equation Eq. (8.59) is,

1

1
= 50 1 — M- Zu? _
Ga ua( 2)+6u Uy 1+%M2

5A4(1M2)7<1 )(1M3)

(8.32)
+7(3+2M; — 5M3)]

contracted fourth order moment: The equilibrium value of contracted fourth order
tensor Rop = vazdl ff qc?cmc,;g can be calculated using the equilibrium distribution in
Eq. (8.59) is,

29 1 29 1
Rag = 50%0as (1 = Ms) - 5u2 Ty 352 Pap (1 1+ 3M )
A T2 (8.33)
Tu?f
g Oap (14 4Mg — 5Ms) + Tugugh (1 — M;)

where

SN feac8 — 105007

M.
37 10503 ’ 834
S, fic2c2 2 (8.34)

M=1- 7p9’3 =Y

If we consider a model with the discrete velocity set satisfying the condition of 3, w;c = 10563,
then the error term mg = 0. However, using the isotropy condition on weight Eq (8.6) reduces
the error terms of the hydrodynamic variables in lower order discrete velocity models.

8.4 Iterative numerical method for equilibrium distribution

As discussed in the previous section, we will start with the form f¢? defined in Eq.(8.7) and find
the exact solution of f°? using the iterative method.

Firstly, using the mass conservation constraint ) ;'¢ fi = p,

Ng

p= Z p Wi elatBicij+ye}) (8.35)
=1

Therefore, eliminating the Lagrange multiplier o using the above equation we get,

p w; e(ﬁjcij+'ycz2)

SNy, e(Beistred)| (8.36)

fieq —
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The form of f{ given in Eq. (8.36) satisfies the mass conservation constraint.

Now, imposing the energy conservation constraint £ = pu? + 3pf = Zi\fl ic?,

Ny
w;eBicit 1) (2 — (42 +30)) =0 8.37
i (ci = ( ) =0, (8.37)

=1

and imposing the momentum conservation constraint ZZN:dl [ = pug,
Ny
o 2
Z’wie(ﬁjcw—i_’yci)(cik — uk) = O (838)
i=1
If the values of the Lagrange multipliers are taken as lower order approximations from power

series expansion of equation Eq. (8.36), there will be a correction required to exactly satisfy the
conservation conditions. Then, each of the Lagrange multipliers can be rewritten as;

Bi =B +nB;, v=79 +ny, (8.39)

where the superscript 0 denotes a lower order approximation of the Lagrange multipliers and 7
is the smallness parameter. Substituting Eq. (8.39) in Eq 8.36 gives,

ca _ PIi (L+ nBmcim + mye})

f 3 i ! (8.40)
‘ p 4 NBmm + nVE

where,

fi = wie(ﬁgg)qm-&-v(o%?)’

=3"F dn= Jicim =Y i (8.41)

Substituting Eq. (8.39) in Eq. (8.37) and writing the series expansion of the exponential
function up to the first order, we get,

Ny
). (0
Zwi(cf — (u? + 30))efi ity ’ C?)(l +nBjci; +nyc?) = 0. (8.42)
i=1
Similarly, substituting Eq. (8.39) in Eq. (8.38) and expanding the exponential gives;

Ng

0, 4 .(0)
Zwi(cik _ uk)e(ﬁj Cij+y 0 Cf)(l + nBJC’LJ + T]’YC?) =0. (843)
=1

For simplification, let us define the moments as;
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N 0)

pr = wie cij+70ef)
=1
Na (0)

Vg = Z wicipes cij+7(Vef)
=1
N 0)

(02
mig = Y wicipegels o) (8.44)

i—1

Al 0
= wicgcdells Vel
=1

Na (0)
r= E wicgcge(ﬁj cij+7(0ef)
=1

Expanding equations (8.42) to (8.43) and using the definitions from equation set (8.44), we
obtain the following equations,

uppr — vk = (Miy — ugvj) - 0B + (g — upmyj) - 1y, (8.45)
Epr —myjj = (g5 — Evj) - nB; + (r — Emy;) - ny. (8.46)

Equations (8.45) and (8.46) together constitute a 4 by 4 system of linear equations which
can be solved by any of the available direct or iterative linear system solvers. By substituting
the values of 3, and 7y in Eq (8.40), we get the exact solution of f;%.

The Bﬁ,?) and () are the guess values, which can be taken from the series expansion of
equilibrium solution. Once these guess values are known, the procedure is model independent.

8.5 Discrete velocity models

In this section, we will demonstrate the efficiency of the present numerical solution of f; by
considering the examples of RD3Q27, RD3Q41, RD3Q67, and RD3Q167 velocity models.

In this section, we will calculate the discrete populations f;? at variable Ma and evaluate
the moments such as Py, Prg, ¢ and R and compared with the exact equilibrium solution
(completely converged values) at different number of iterations. It is clear that the solution to
the discrete populations f; converges in two to three iterations.

8.5.1 RD3Q27 model

One of the widely used models in LBM is the 27 velocity model. In this section, we consider the
model with 27 velocities on the BCC grid structure. This model is proved to be efficient than
the normal D3Q27 model on the SC grid structure. The detailed, description of this model is
given in (Namburi et al., 2016).

The set of discrete velocities and corresponding weights are listed in Table 8.1. For the
D3Q27 lattice, the reference temperature is 6y = 1/5.

Using the above weights, it is clear that the error term ms for this model is 1/6 and my =

0.35515. Using these values, the equations for fl-e 4, ff 9 and the equilibrium moments become as
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Shells Discrete Velocities(c;) Weight(w;)
SC (£1,0,0),(0,41,0),(0,0,=£1) 3
FCC | (£1,£1,0),(0,£1,+1),(£1,+£1,0), 3—(1)0

BCC (£1,£1,+1) =

Table 8.1: Energy shells and their corresponding velocities with weights for RD3Q27.

follows, The equilibrium function with zero velocity at finite temperature 6 is;

= AO [ ¢? AB? [ ¢t 35ms\ 2 105m3
= awp |1+ =0 (S~ = (% (10- i 15 —
fi = wip +2<90 3>+ 3 (0(2) <0 5 )90-1-(5 5 ))
AP (S 21 105 ¢? )
2 (5, 225 _9y 4 20 _ 4 8.47
+ 18 <98 + 5 0(2) (5mg )+ 1 9 (35m3 36ms + 6my + ) ( )

105
- (105m3 — 82mg3 + 18my + 4)>

where as, for this model mg = 1/6 and m4 = 0.35515.
The equilibrium function with finite velocity and finite temperature is;

~ ; 2 1 u?c? 1 1 /uaCin\2
“A_f!l1 Yabia U~ _ . 1 [(Ualia
Ji fl{ T, <1+5/2M2) 692< 11 5/2 0, +5(5%7)

4 1 (uacioc>3 n U UaCin Ay — U2C$uacm 5/2M> : (8.48)
6 0 602 603 1+5/2M>
5/2My

1+5/2M,

Ay = [ (5(1 - My)) — (3+M§—5Mg)}

M, = 3.1467A0 (A6 — 1.45655A0 — 2.78069) ,

/ 2 (8.49)
Mj = 0.491898A6 (Ag* — 0.0917647A0 — 1.18588) .
u? 1 25 25
Pog = pldap + puqug (1 — M3) + —06q 1+4M’—5M—<1+M—M2> :
8 = PB3ag + puaug (1 — My) + —-dag 2 =50 = o Mo — - M;
(8.50)

Since the constraints used in this model are till all 4th order and one of the 6th order on weights,
the error in the second order moment is of O(U?2, Af).

5u?6 1 35u26 1
R.5 = 50%6a8 (1 — M3) — o — S [1 - ———
’ P M) = e e, T ﬂ( 1+3M2>

(8.51)
Tu0 , ,
+ 500 (1+ 4Mz — 5Ms) + Tuaugt (1 — Ms)

It was shown in (Namburi et al., 2016) that this model can be used efficiently for low mach

isothermal flows. This is also evident from the fact that at & = 6y, moments follow Maxwell-
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Boltzmann results closely,

Pog = plodas + puqug.
qo = 500uq + U2Uou (8.52)
5u290 7u200

Rup = 5056083 — 5 0ap + —5—0ap + Tuaugbo

8.5.2 RD3Q41 model

In this model, in addition to the constraints defined in 27 model, we have taken the constraints
on 6th order and one of the 8th order isotropy of moments on weights to increase the validity
in mach number and the number of energy shells are increased to 5 from 3.

Shells Discrete Velocities(c;) Weight (w;)

SC -1 (£1,0,0),(0,£1,0),(0,0,£1) | .04743040745116578
SC -2 (£2,0,0),(0,£2,0),(0,0,£2) | 9.00165687664501576
FCC-1 (+1,41,0), (0, £1,£1), (£1, +£1,0) | .00651175327832464
BCOC-1 (+1/2,£1/2,+1/2) 0.04917980624482672
BCOC-2 (£1,£1,+£1) 0.00454087801154440

Table 8.2: Energy shells and their corresponding velocities with weights

The equilibrium function with zero velocity at finite temperature 0 is;

NN NN AP (S 2
1+<C’ 3>+(Cl—loC’+15>+(CZ—21CZ+105C’—105>].

fi = wip 2 \6, g \62 oy 8\ a2 0o

(8.53)

In this model, the equilibrium expression at zero velocity is exact till the O(A30).
The equilibrium function with finite velocity and finite temperature is;

~ ; 2 1 u?c? 1 1 (UaCia\2
“A_rl1 uacw‘_ui _ A O - atia
Ji fl{ Ty T <1+5/2M2) 692< 11 5/2 M, +5(55%)

1 (UaCin\3  uuqc u?cuncia  5/2Mo
L aCia a wcA . 3 baCia (854)
+5 (5F0) A 1+ 5/2M; [
5/2M2 /
Ay = | ——~—— 1—Ms)) — M, — 5M-
4 [1+5/2M2 5 2)) = (3+ My =5 2)}
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The error terms with respect to zero velocity equilibrium moments are,

0o\ > 0o\ >
M, = —0.807953A°0 <00> ,  Mj = —[0.520459A%0 + 1.41017A°0] ( ;) :
2 21 ((00)°
Mz = — [0.69253A%0 — 2.49925A%0| 2 ) (8.55)
0 3
M} = —3.18168 <0°> (0.0934743A0 + 0.636954A%0 + A®0) .
The equilibrium moments for this model becomes,
2 1 25 25
Pos = pfd,, atig (1= MY + L6 (1 4M, —5My — ————— (14 2 My — 202
5 = PPdas + puaug ( 2)+2 g |1+ 4My 2 1+3M2(+6 2 - M)
1 1
Qo = 50uq (1 — M) + —uPuq [5A4 (1 — My) =71 — ———— | (1 — M3) + 7 (3+2M5 — 5M3) |,
6 14 2M,
5u’6 1 35u26 1
Rag = 502003 (1 — Ms) — b — bap |1 — ———
o B (1= M) == 143My 6 5( 1+3M2>

Tu0
+

bap (1+4M;z —5M3) + Tuqugt (1 — Mg)

(8.56)
From the expressions above, it is clear that P, has O(u?A?6) error, heat flux g, has O(uA3)
error and R, has O(A?0) error.

It is clear that, in the isothermal thermal of 8 = 6y, the moments reduce to the Maxwell-
Boltzmann limit.

P.s = pbodas + puaqug,

_ 2
da = 5boua +u 5ua270 o (8.57)
Rag = 503008 — 2505 + —5—0as + Tuqusbo.

8.5.3 RD3Q67 model

In order to extend the applicability of the model to the compressible flows with the thermal
effects, we have imposed some of the 6th and eighth order constraints. The detailed derivation
of weights has been discussed in the previous chapter.

Since we have applied all the constraints of 6th and 8th order on weights, ms = my4 = 0 for
this model. The equilibrium function with zero velocity at finite temperature 6 is;

A 2 AG? [ 2 A3 [ b 4 2
1+9<Cz_3>+9<cz_1ocl+15> e(cl—2lcl+105cl—105>].
0

Ji=wip 2 \ 8 \62 6, s \es e 0

(8.58)

In this model also, we are able to achieve the equilibrium at zero velocity to be exact till O(A36).
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The equilibrium function with finite velocity and finite temperature is;

2 2
~ UaCia U 1 fuacia\2 1 /uaCia\3 U UqCia
fieq fi{l 0 20 5( 0 ) 6( 0 ) 662 4}’

, (8.59)
0
Ag=[-(3+M)], M2 =-0.256748A% (;)
The equilibrium moments for this model are,
u2
P, = p95a5 + puqug (1 — Mé) + ?(5045 (4M£) ,
1
o = B0uq + uug + 6u2ua [—5My + 7 (2M5 — 5Ms)] (8.60)
5u?6 Tu?0
Rag = 502608 (1 — M) — “2 Sup + “2 Sap (14 4M} — 5Ms) + Tuqugh (1 — M})
where ,
M3 =48.4093A30, M} = 1.54049A%0 + 8.40758A%0. (8.61)

From the expressions above, it is clear that P,s has O(u?A30) error, heat flux g, has
O(u3A30) error and R,p has O(A30) error.

8.5.4 RD3Q167 model

For extending the applicability of the model to high Ma compressible flows with thermal effects,
we have applied the 10th order constraints on weights. The weights and corresponding discrete
velocity sets are tabulated in the previous chapter.

The values of mg, my and ms for this model are zero. In this model, we are able to reach
the exact expression for equilibrium distribution at zero velocity even with the O(A*0) terms
included. By using this values of mo, and calculating the equilibrium distribution at zero velocity
and finite temperature 6 we get;

T A Y AR | 21?+1052 105
2 \ o 8 92 6o 48 93 62 6o

A94 6 4 2
+ < — 365% 4 37851 — 12605% 4 945)
0

384 \ 63 03 62 0
(8.62)

From the above expression we can see that My = M} = M3 = 0. However, M} has the error
O(A39).
Now, the equilibrium function with finite velocity and finite temperature becomes;

= ; 201 fuaciaN? 1 [uaCia\3  uluac
eq _ 7 J)q UaCio U™ ( awc) 7( awc) _ aCia
Ji fl{ Y 20 a\"a ) T5\7a 202

1 /uaCia\4 1 [uaCio\2 u? u?\? (1 7 7 c?
7 [ehg70% = [eng70% - - - 7M/ 7M72
+24< 0 ) 4( 6 ) 9+<9> <8+24 52 9)

(8.63)
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Figure 8.1: The percentage error of Pressure tensor P, and P, from the one calculated using
exact thermal equilibrium with varying Mach number for 27 velocity model on the BCC grid
with Af = —10%6y.

The equilibrium pressure tensor, heat flux and R, ar finite velocity are,

Pog = phdas + puqug,

/

7M.
o = 50uq + wPuq + T‘”’uzum (8.64)

2 2
Rop = 50°6a3 — yéag + y&w (14 4M3) + Tuqupg (1 — M) .

It is clear from the above expressions that, the pressure tensor is exact upto O( u*A30) for this
model.

However, for isothermal case where 6 = 0, all the moments P,3, ¢, and R,3 becomes exact
as the Maxwell-Boltzmann distribution, this can be seen from the following expressions,

P,g = plodas + puqug,

o = 500 + U2uaa (8.65)
5u26, Tu20,
Rep = 562008 — Toaaﬁ + ?“5%3 + Tugugbo.

8.6 Results

The new iterative scheme is more useful for the high Ma simulations, where we have to use
higher order models with more number of discrete velocities. The time to calculate the discrete
equilibrium distribution reduces and the populations are positive for high Ma simulations also.
For higher order models also, the method converges in 3 iterations.

In this section we have considered the widely known model of 27 velocities(D3Q27) and
D3Q41 defined in (Chikatamarla & Karlin, 2009) are considered. In addition to those, the models
with BCC grid-based methods with high-velocity models such as RD3Q67 and RD3Q167 are
also presented. The percentage error in calculation of some of the important moments such as
Py, Pry, gz and R using iterative method to the calculation using exact equilibrium at varying
Ma for different models D3Q27, D3Q41, RD3Q27, RD3Q41, RD3Q67 and RD3Q167 are shown
in the figures, Fig 8.1 to Fig 8.24. It is clear from the plot that, the method converges in two
iterations for the Ma<0.5. However, the solution converges in 3 iterations for the higher Ma. The
velocities for the system are initialized non-uniformly such that, u, = u/ V14, Uy = 2Ug, Uy = Uy
and Ma=u/c;.
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Figure 8.2: The percentage error of heat flux ¢, and R from the one calculated using exact
thermal equilibrium with varying Mach number for 27 velocity model on the BCC grid with
AO = —10%by.
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Figure 8.3: The percentage error of Pressure tensor P, and P, from the one calculated using
exact thermal equilibrium with varying Mach number for 27 velocity model with on the BCC
grid A = 10%0.
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Figure 8.4: The percentage error of heat flux ¢, and R from the one calculated using exact
thermal equilibrium with varying Mach number for 27 velocity model on the BCC grid with
Af = 10%0,.

0.00014 [—e— 1 Iteration 0.0002 —e— 1 Iteration
0.00012 |~ 2 lterations —a— 2 lterations
—4— 3 lterations —+— 3 Iterations
0.00010 0.000%,
. 0.00008 = 0.000 . .
5 0.00006 b
0.00004 —0.000Y,
0.00002
—0.0002
0.0000! * - ¥ - #* * *
— 2 -
0'0008.10 0.15 0.20 0.25 0.30 0.35 0.40 045 0.50 0.000 0.15 0.20 0.25 030 035 0.40 045 0.50
Ma Ma

Figure 8.5: The percentage error of Pressure tensor P, and P, from the one calculated using
exact thermal equilibrium with varying Mach number for 27 velocity model with Af = —10%06.
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Figure 8.6: The percentage error of heat flux ¢, and R from the one calculated using exact

thermal equilibrium with varying Mach number for 27 velocity model with A8 = —10%6,.
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Figure 8.7: The percentage error of Pressure tensor P, and P, from the one calculated using
exact thermal equilibrium with varying Mach number for 27 velocity model with A8 = 10%6,.
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Figure 8.9: The percentage error of Pressure tensor P, and P, from the one calculated using
exact thermal equilibrium with varying Mach number for 41 velocity model with Af = —10%06.
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Figure 8.10: The percentage error of heat flux ¢, and R from the one calculated using exact
thermal equilibrium with varying Mach number for 41 velocity model with A0 = —10%6,.
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Figure 8.11: The percentage error of Pressure tensor P, and P,, from the one calculated using
exact thermal equilibrium with varying Mach number for 41 velocity model with A0 = 10%6,.
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Figure 8.12: The percentage error of heat flux g, and R from the one calculated using exact
thermal equilibrium with varying Mach number for 41 velocity model with A8 = 10%6.
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Figure 8.13: The percentage error of Pressure tensor P, and P, from the one calculated using
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Figure 8.14: The percentage error of heat flux ¢, and R from the one calculated using exact
thermal equilibrium with varying Mach number for 41 velocity model on BCC grid with Af =

—10%6b,.
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Figure 8.15: The percentage error of Pressure tensor P, and P, from the one calculated using
exact thermal equilibrium with varying Mach number for 41 velocity model on BCC grid with
Af = 10%0y.
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Figure 8.16: The percentage error of heat flux ¢, and R from the one calculated using exact
thermal equilibrium with varying Mach number for 41 velocity model on BCC grid with Af =
10%6y.
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Figure 8.17: The percentage error of Pressure tensor P, and P, from the one calculated using
exact thermal equilibrium with varying Mach number for 67 velocity model with Af = —10%6.
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Figure 8.18: The percentage error of heat flux ¢, and R from the one calculated using exact
thermal equilibrium with varying Mach number for 67 velocity model with A = —10%86y.
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Figure 8.19: The percentage error of Pressure tensor P, and P,, from the one calculated using
exact thermal equilibrium with varying Mach number for 67 velocity model with A6 = 10%6,.
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Figure 8.20: The percentage error of heat flux g, and R from the one calculated using exact
thermal equilibrium with varying Mach number for 67 velocity model with A8 = 10%6.
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Figure 8.23: The percentage error of Pressure tensor P, and P,, from the one calculated using
exact thermal equilibrium with varying Mach number for 167 velocity model with A8 = 10%6,.
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In order to check the efficiency of RD3Q167 model we have considered the errors in mo-
ments calculated from the iterative equilibrium from the moments calculated using the Maxwell-
Boltzmann distribution at different ranges of Ma. It is observed that the method is more accu-
rate even at the Ma as high as 1.8. This is clear from the following plots. Where AM is the
percentage error of the moment calculated from the iterative equilibrium.
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Figure 8.25: The percentage error in the moments P;, Py, and P.. for the flow with the initial
velocity (ug,2ug, 3u,) on left and (3uy,uy,2u,) on right from the moments calculated using
Maxwell-Boltzmann equilibrium distribution with varying Mach number for 167 velocity model
with 6 = 00.
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Figure 8.26: The percentage error in the moments ¢,, g, and ¢, for the flow with the initial
velocity (ug,2ug, 3u,) on left and (3w, uy,2u,) on right from the moments calculated using
Maxwell-Boltzmann equilibrium distribution with varying Mach number for 167 velocity model
with 6 = 6.
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Figure 8.27: The percentage error in the moment R from the moments calculated using Maxwell-
Boltzmann equilibrium distribution with varying Mach number for 167 velocity model with

0 = 0.






Chapter 9

Higher order Crystallographic
Lattice Boltzmann for thermal and
transonic flows

In the previous two chapters, higher order models with BCC spatial grid was developed. In
chapter 7, a model for compressible thermohydrodynamics with 67 discrete velocities, termed as
RD3Q67, was developed. So far, almost all working lattice Boltzmann models of thermohydro-
dynamics are based on two distribution function formulation where one writes LBM models for
hydrodynamics and therohydrodynamics separately (Succi, 20015). Though 2D models are avail-
able(Frapolli et al., 2015), there are no stable and 3D LBM models for thermohydrodynamics
with less than 100 velocities are available so far. The best-known model for 3D hydrodynamics
for fully compressible flow requires 343 velocities on simple cubic lattice(Frapolli et al., 2016). In
this chapter, we show that the higher order model created in the last chapter is indeed successful
in modeling thermohydrodynamics in compressible flow regime. Similarly, for flow with Mach
number larger than one, there are no available models other than 343 model. Furthermore, no
known LBM model, which are on lattice predict well rarefied gas effect in the regime of Knudsen
number one. In chapter 7, a model for trans-sonic flow and high Knudsen flows with 167 discrete
velocities, termed as RD3Q167, was developed. In this chapter, we present simulation results
from a few canonical test cases to show the effectiveness of these models.

The chapter is organized as follows: in section 9.1, we will present simulations of 3-dimensional
Rayleigh-Bénard convection and 1-dimensional Riemann problems at high Mach values us-
ing RD3Q67 model. In section 9.2 the RD3Q167 model is applied to Poiseuille flow and 1-
dimensional Riemann problems at high Mach values. The simulations exhibit good match with
the literature and analytical solutions, therefore the models are found to be accurate and nu-
merically stable for simulations of fluid flows with heat and mass transfer as well as transonic
flows.

9.1 RD3Q67 Model for thermal simulations

Following McNamara et al. (1995), in order to see the effectiveness of the new thermal model,
Rayleigh-Bénard flow was simulated. Rayleigh-Bénard convection occurs when a horizontal
layer of fluid is heated from the bottom and cooled from the top (Bodenschatz et al., 2000).
The schematic for Rayleigh-Bénard setup is depicted in the Fig. 9.1. The flow is caused by the
temperature induced unstable density gradients in the presence of external force field (usually
gravitational field). The setup consists of a horizontal layer of viscous fluid confined between
two thermally well conducting parallel plates at a distance L. The bottom plate is at an excess
temperature Ty + AT, while the top plate is maintained at a lower temperature Ty — AT. In
this work, Prandtl number (Pr = v/&) is set to unity Pr = 1.

The dynamics is characterized by non-dimensional parameter, termed as Rayleigh number
(Ra), which represents the strength of buoyancy driven inertial force to the viscous force and is

defined as . ,
ATL
Ra = SPATE (9.1)

V&

where G is the gravity in the negative y-direction, 3 = —1 /p(0p/IT)p is the thermal expansion
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coefficient, AT is the temperature difference between the two walls, v is the kinematic viscosity
and & is the thermal diffusivity. Below a certain critical Rayleigh number (Ra. = 1708), a
steady solution exists for this problem with the velocity zero everywhere and the temperature a
linear function of the vertical coordinate. However, when Ra is increased above a critical value,
this solution becomes unstable for any small disturbances and the convection currents are set
up. As Ra is increased further, the flow becomes turbulent in nature.

The numerical simulations were carried out for the Rayleigh-Bénard convection, where we
considered a temperature difference of 2% from the reference temperature (7p) for various
Rayleigh numbers on a grid size of 256 x 128 x 8 !. In our simulations, constant tempera-
ture boundary conditions at the top and the bottom walls were imposed using the diffusive wall
boundary conditions (Ansumali & Karlin, 2002b). In other two directions, periodic bound-
ary conditions were applied. Snapshots of temperature distributions and the isotherms for
Ra = 10%,10%,10°,10% are plotted in the Fig. 9.2a, Fig. 9.2b, Fig. 9.2c and Fig. 9.2d re-
spectively. As is evident from the figure, the plumes become sharper with increased Rayleigh
numbers signifying better mixing of hot and cold fluid. At Ra = 10® the flow has become turbu-
lent. The results are found to be in good agreement with that given in (Shan, 1997; Prasianakis
& Karlin, 2007).

1y - AT

Ty + AT

Figure 9.1: Rayleigh-Bénard convection setup.

For quantitative analysis, we calculated the Nusselt number (Nu) which was the measure of
heat transfer in the system and represents the ratio of net heat transfer to the conductive heat
transfer. The Nusselt number is calculated as

<u,T >H

Nu=1
b + KAT 7

(9.2)
where the thermal conductivity x = (1 + D/2)pr/Pr, D is the number of dimensions. Fig. 9.3

shows the Rayleigh vs Nusselt values obtained from current simulations compared with that
from (Clever & Busse, 1974) and the empirical power law Nu = 1.56 (Ra/Rac;)"*°.

9.1.1 Compressible flows

In order to study the suitability for sub-sonic compressible flows, we chose a set of Riemann
problems to validate the method 2. The presence of discontinuities in the initial conditions is a
challenging task for any numerical simulation (Laney, 1998). In particular, Riemann problem
poses difficulties due to the generation of new and faster waves than those present in the initial
conditions. Given a sufficient jump in initial conditions across an interface, the resulting flow

I This work was done in collaboration with Mohammad Atif, who wrote the code for the simulation
2This work was done in collaboration with Chakradhar Thantanapally, SankhyaSutra Labs Pvt. Ltd., Banga-
lore who wrote the code for the simulation
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Figure 9.2: Snapshots of temperature distribution along with uniformly spaced temperature
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Figure 9.3: Nusselt vs Rayleigh, triangles are from current simulation, squares are from Ref.
Clever & Busse (1974), line is empirical power law Nu = 1.56(Ra/Ra,)%2%
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gives rise to a shock, expansion fan and a contact separating the expansion fan and shock.
The three dimensional RD3Q67 model was used to solve for Riemann problem solutions with
periodic boundary condition in the normal directions. The missing populations at the ends of
the domain were copied from the neighboring planes normal to propagation.

The fluid was modeled as hard sphere molecules with the viscosity (1) proportional to the
square-root of temperature (7"). Here for the test cases considered the reference viscosity is taken
as 1075 corresponding to the minimum temperature in the flow. The viscosity given above is
in lattice units, where viscosity ;. = 7p, 7 and p being the relaxation time and pressure. The
equilibrium function was found iteratively by minimizing the H-function, as the perturbative
expansion around the reference temperature is not accurate for higher temperature differences.

The ratio of specific heats (y) of the fluid is 1.67 for the RD3Q67 model. The simulations
were performed over a grid size of (3840 x 8 x 8). The length of the domain was considered
unity and the initial discontinuities in the flow properties (density, velocity and pressure) are
introduced at the interface x = 0.5. The time scale is chosen based on the length of the domain
and speed of sound in the right section of the interface. The flow quantities to the left are
indicated by subscript L and to the right by R.

Three Riemann problems are chosen to show the capability of the solver. The first problem
is the well known standard Sod’s shock tube problem (Sod, 1978) for which exact Euler solutions
exist. The second problem is similar to Sod’s test but with a finite velocity (Laney, 1998) which
gives a stronger shock. The third one is the Roe’s test (Einfeldt et al., 1991) with discontinuity
only in velocity. In the shock wave propagation setup, different kinds of elementary waves will
be formed as are shown in the Fig. 9.4. The density, pressure and Mach number from these

time

Contact surface-’

Figure 9.4: Different kinds of elementary waves in the shock tube.
simulation results are compared with the Euler solutions and are discussed below.

Riemann Problem 1: Sod shock tube test

This problem consists of an initially quiescent fluid separated by an interface at x = 0.5 across
which the density and pressure have a jump. The initial conditions for this case are given by

PL 1 PR 0.125
ur | = 10> up | = 0 . (9.3)
pL 1 PR 0.1

The density ratio of 8 and pressure ratio of 10 taken here, give rise to a shock moving
towards the right and an expansion fan towards left. The maximum Mach number attained in
this simulation is around 0.83 between the tail of expansion fan and contact discontinuity as
shown in figure 9.5. The speed of the shock is captured accurately by the method as shown
against the exact Euler solutions. There is a small discrepancy in the speed with which the tail
of the expansion fan travels.
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Figure 9.5: The figure shows the variation of density, pressure and Mach number along the
length for the Sod’s test problem. The plots show a comparison of RD3Q67 result with exact
solutions of Euler equations at t = 0.2.
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Riemann Problem 2: Sod test with finite velocity

This set-up is similar to that of Sod’s test described above, except that the fluid has a finite
velocity initially on both sides of the interface (Laney, 1998). The initial conditions are given
by

pL 1 oR 0.125
ur, | = | 0.2449 | - ug | = | —0.1225 | - (9.4)
pL 1 PR 0.1

This gives rise to a stronger shock and higher contact speeds than that of the previous case
as shown in figure 9.6. The comparison with exact Euler solutions show a good match for the
shock speed.
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Figure 9.6: The figure shows the variation of density, pressure and Mach number along the
length for Sod test with finite velocity. The plots show a comparison of RD3Q67 result with
exact solutions of Euler equations at ¢t = 0.2.
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Riemann Problem 3: Roe test

This initial condition has continuous density and pressure across the interface unlike the previous
test cases. There is only a jump in velocity, with the fluid moving away from the interface. The
initial conditions for this case are given by

pL 1 PR 1
u | = =1 wr | =1 |- (9.5)
PrL 1.8 PR 1.8

Since the fluid has an initial velocity that moves away from the interface on both sides, it creates
a pair of expansion fans moving away from the center. This is a mild test case as there is no
shock formed, but the drop in pressure at the interface is highest among all the simulations
discussed here.
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Figure 9.7: The figure shows the variation of density, pressure and Mach number along the
length for the Roe’s test problem. The plots show a comparison of RD3Q67 result with exact
solutions of Euler equations at t = 0.22.
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9.2 RD3Q167

To test the efficiency of the present model, a classical test case of Poiseuille flow problem was
simulated(Cercignani, 1975; Yudistiawan et al., 2010). Here, the flow is driven by the pressure
difference between the two parallel plates separated by a distance h. At the top and bottom walls,
the classical diffuse boundary conditions have been applied and periodic boundary conditions
were applied in the other two directions. In the Fig 9.8, mass flow rate as a function of Knudsen
number (Kn) is plotted and the percentage error from the analytical solution obtained from
the Boltzmann-BGK solution is tabulated in the Table 9.1. Though, the flow rate is in good
agreement with the BGK results for low Kn, the flow rate has the minimum value at Kn = 0.7
unlike the Kn = 1 for the Boltzmann-BGK solution.

3.

— BGK
2.8 m RD3Q167
5 8 ® RD3Q27

Figure 9.8: Mass flow rate as a funciton of Kn

Finally, we demonstrate trans-sonic flow capabilities of this model by considering the one-
dimensional problem of unsteady flow in a shock tube. Two test cases with the same initial
conditions as section 9.1.1 are chosen, namely, the classic Sod shock tube test Sod (1978) and
the Sod test with finite velocity (Laney, 1998). The density, pressure and Mach number from
these simulations results are contrasted with the Euler solutions in Figs. 9.9 and 9.10 respectively.
From this result, it can be concluded that this model indeed allows LBM simulations in trans-
sonic flow regime.
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% error(RD3Q167)

% error(RD3Q27)

Kn

0.4 0.290412 3.525489
0.5 0.790955 5.755810
0.6 1.832461 8.123884
0.7 2.835591 11.14798
0.8 3.829770 13.82321
0.9 4.841172 16.54032
1.0 5.864284 19.85126
1.1 6.909680 22.87353
1.2 7.980879 25.09823
1.3 9.075885 28.44102
1.4 10.191777 31.66072
1.5 11.324215 35.80485

Table 9.1: Percentage error in the mass flow rate calculation with respect to Boltzmann-BGK

solution.
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Figure 9.9: The figure shows the variation of Mach number, density and pressure along the
length for the Sod’s test problem. The plots show a comparison of RD3Q167 result with exact

solutions of Euler equations at t = 0.6.
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Figure 9.10: The figure shows the variation of Mach number, density and pressure along the
length for Sod test with finite velocity. The plots show a comparison of RD3Q167 result with
exact solutions of Euler equations at ¢ = 0.6.






Chapter 10
Outlook

In this thesis, an inverted argument of the LBM is presented where spatial discretization is made
as the central theme. The main hypothesis is that the optimal spatial discretization for LBM is
a Body Centered Cubic (BCC) arrangement of grid points. This thesis shows that this inversion
of the argument of LBM and making of spatial discretization the central point indeed provides
lot more freedom and accuracy in the velocity space discretization. In this thesis, a new class
of Lattice Boltzmann Method, based on the BCC space discretization are presented. It has
been shown that LBM based on the BCC lattice spatial discretization has an efficiency that
is an order-of-magnitude higher than traditional LBM. The gain obtained by using the BCC
lattice has been demonstrated by various representative simulations. This new method has been
benchmarked for Poiseuille and Couette flow by demonstrating the ability of this method to
capture the high Knudsen effects. The usefulness of the method has been shown by considering
the simulation of flow past sphere where it is shown that new method can describe flow over a
sphere for a wide range of Reynolds number. The flexibility in the velocity space discretization
is used to create higher order LBM for compressible and thermal flows. The discrete equilibrium
distribution in perturbative series around u = 0 is not applicable when Ma number is order one.
The numerical solution of discrete equilibrium distribution function has been developed for the
applicability to such problems.

The proposed model allows thermohydrodynamic simulations in 3D. So far such models
were only available in 2D. The existing LBM simulations in 3D solve an advection-diffusion for
temperature dynamics along with LBM for flows (Karlin et al., 2013). Primary studies in the
thesis have shown that the model correctly describes the thermohydrodynamics in qualitatively
correct fashion. An important use of thermohydrodynamic simulations is combustion modeling.
An important feature of such problem is large temperature variations in the domain from the
mean temperature. Very often this can be more than O(1) too. However, the model described
in the thesis is only O(AT*) accurate. Therefore, for practical applications of the methodol-
ogy described in the thesis, further improvements are needed. The limitations of the present
methodology are,

e The model is accurate to O(AT*), which for example at T = 300K, implies that when a
temperature difference of 20 % from the mean is attained with the error in the range of
10~2. This difference needs to be improved further.

e The Prandtl number for the model is fixed.
e The ratio of specific heats () is fixed to Pr = 1.

e The equation of state is restricted to the ideal gas.
In order to resolve these issues, following strategy can be followed:

e Current models have limitations for flows involving high thermal fluctuations. Such models
can be further improved by using a correction scheme to the BGK equation (Kang et al.,
2013). In particular, one works with a modified kinetic equation,

Ocfi + ciaOafi = Qi + (10.1)

where F; is the forcing term designed to cancel all deviations of the model from the desired
thermohydrodynamic equations at the macroscopic limit. This enables us to extend the
method to applications involving large temperature gradients.

117



118 Chapter 10. Outlook

e Quasi-equilibrium LB models can be used to extend the applicability of the present method
to variable Prandtl number (Ansumali et al., 2007a; Levermore, 1996).

e In hydrodynamic equations, v appears only in the energy balance equation. The missing
term can be added as a force term which is modeled such that it effects only the dynamics
of the energy equation.

e LBM for multiphase and phase separation models are well studied (Chikatamarla et al.,
2015; Nourgaliev et al., 2003). When the present method is coupled with such models the
equation of state can be varied.

Current thermal model with its roots in kinetic theory should allow large-scale simulations
at a wide range of Re and finite temperature variations. We can study the hydrodynamics of
such flows with the proposed RD3Q67 discrete velocity model.

For example, Entropic LBM with exact time stepper was employed to perform a study
of Rayleigh-Benard simulations using the RD3Q67 model at Ra = 10® with a temperature
difference of 20% from the mean value (Atif et al., 2017). Fig. 10.1 shows the temperature
contours of the flow. However, the quantitative study has to be done for further understanding
of the flow pattern.

The ability to do large-scale simulations of thermohydrodynamics can be used to study open
problems in the area of heat transfer. For example, in case of Rayleigh-Benard convection,
following questions are considered open (Niemela et al., 2000) ,

Figure 10.1: Thermal flows with the high Rayleigh number Ra = 108.

e Whether the empirical power law relating the Nusselt number and the Rayleigh number
exists? If so, what is the empirical relation?

e Does the asymptotic state exist?

LBM simulations at very high Rayleigh number might be useful in better understanding of these
issues.

Yet another area, where the current method could be useful is that of separated flow in the
turbulent regime. For example, numerical simulations of flow separation over an airfoil, airplane
wing etc, at high Reynolds numbers is a challenging problem. The proposed methodology cou-
pled with Entropic LBM is a good tool for studying such problems which are of great importance
in aerodynamics. Indeed, recently a simulation of viscous flow over a NACA-0012 airfoil at 10°
angle of attack (AOA) and a Reynolds number 2.88 x 10° was performed using a higher-order
crystallographic LBM (Atif et al., 2017). Fig 10.2 shows a snapshot of instantaneous vorticity
field of an airfoil in stall. These studies can be made more realistic.

This thesis has also extended the higher order LBM to transonic as well as transitional rar-
efied gas flow. In particular, the D3Q167 model developed in this thesis has demonstrated the
feasibility of such simulation with LBM. In contrast to DSMC, the present method is quite effi-
cient in the region of Kn < 1 and Ma << 1. The regime of rarefied gas has the applications in



119

Figure 10.2: snapshot of instantaneous vorticity field of an airfoil in stall

the semiconductor industry to study the heat transfer in semiconductors (Klick & Bernt, 2006).

Finally, a comment on badwidth limited approximation on solution of non-linear PDE such
as Navier-Stokes or Boltzmann equation is needed. For example, one can question whether the
solutions for Boltzmann equation are bandwidth limited. Indeed, one does not expect PDE
solutions to be bandwidth limited. However, one does expect that for non-linear PDEs such as
Boltzmann equation, one can find a physically relevant small length scale, beyond which PDE
is effectively linear. A fully resolved Direct Numerical Simulation must have grid points to that
scale. If that is the case, one would expect bandwidth limited approximation solution will not
corrupt the solution at a smaller wavelength.

This issue can be analyzed further, in the hydrodynamics point of view, where, in the low
Ma limit the above equation has asymptotic limit of incompressible Navier-Stokes equation,

ou+uVu=—-Vp+vViu+f, Vu=0 (10.2)

Fourier transform of the above equation is,

(O + vk?) iy = —iPyy Y (k)i (k) (10.3)
k1+ko=k
The projection operator P;; = (6i- — k;:;] ) Here, we consider, initial condition of the form

u; (k,t = 0) = ¢;(k), which is not necessarily bandwidth limited.
Suppose the numerical simulation is performed in the range where 0 < k < kpqz. This
implies that we have approximated the initial condition to a bandwidth limited function

ui (k,t = 0) = i (k) (10.4)

Where, v; (k) can written as a bandwidth limited function i.e.,

¥ (k) = ok) itk < Fna (10.5)

0 else
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Figure 10.3: The form of initial condition with respect to wave number.

This is illustated in Fig. 10.3, where the original initial condition is denoted by solid line and
approximated initial condition is denoted by dotted line.

k maz < Tk
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Figure 10.4: Evolution of the initial condition with time for K, < ng.

In case of hydrodynamics, it is expected that such cutoff length scale is . Where 7 is the

1/4
Kolmogorov length-scale, n = (”—3) (Frisch, 1995). In the limit of K4, < m% as shown in

&g
Fig. 10.4 two-way interaction possible with the high wave number and low wave number modes
and the the solution does not remain bandwidth limited.
In the limit of K4 > 7 (shown in the Fig. 10.5) the Eq. (10.3) reduces to

(0 + vk?) 4; = 0, (10.6)

Thus the higher wavelength does not influence the solution at lower wavelength. Hence the
solution approximation is physically plausible.
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Figure 10.5: Evolution of the initial condition with time forK,q; > 7.

Similarly, for the finite Mach number flows, the relavent smallest length-scale has to the
mean free path. Where this is function of Ma and Re as follows,

n Rel/4

~

Amfp Ma -

(10.7)

To conclude, this new formulation has substantially enhanced the accuracy of the LBM
without any loss in the efficiency. Thus, the current approach of formulating LBM on a BCC
grid is a step towards the prospect of direct simulations of turbulence without using explicit
turbulence models. Here we emphasize that this new route to increase accuracy is not an
alternative to building higher order LBM for better accuracy (Chikatamarla et al., 2010). Indeed,
by constructing higher-order LB on BCC, the accuracy can be further improved.
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