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Lattice Boltzmann Method For 2D and 3D Flows in Channels and Ducts with
Slip and no-Slip Walls.
Zainab Ali Bu Sinnah

Abstract

HE aim of this thesis is to study the Lattice Boltzmann method for fluid dy-
T namics by using moment based boundary condition to implement no-slip
and partial slip boundary conditions in two and three dimensions. The main top-
ics are the theory of the Lattice Boltzmann method, an examination of boundary
conditions and the application of the Lattice Boltzmann method to a variety of
fluid flows. We developed and successfully implemented combinations of no-slip,
Navier-slip, pressure boundaries and inlet conditions in two and three dimensions
using moment-based boundary conditions including careful treatments of condi-
tions along edges and at corners. A useful advantage of the use of moment-
based boundary conditions is that it allows for Navier-slip conditions to be imple-
mented exactly i.e. without the use of arbitrary coefficients required in some other
methods.

The first application of the method is pulsatile fluid flow with no-slip and Navier-
slip boundary conditions in two and three dimensions. The results are in good
agreement with exact solutions and some interesting results related to non-conver
gence of acoustic scaling for the two dimensions are found. The next application
is three-dimensional laminar flow in a square duct driven by a body force. The
results agree well with the analytical solution. Next, a study is presented of the
rarefaction and compressibility effect on laminar flow between two parallel plates
and in a three-dimensional micro-duct which are driven by differential pressures
at the inlet and outlet. The results are again compatible with those found in the
literature. Finally, we investigate the developing three-dimensional laminar flow in
the entrance region of a rectangular channel. Results demonstrate some interest-
ing Reynolds number dependence and are found to be in line with the literature

for high Reynolds number.
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Chapter 1

Introduction

Overview and History

1.1.1  General Overview

In order to find the numerical solution to the governing equations of motion in
fluid dynamics, the use of the Computational Fluid Dynamics (CFD) has become
an increasingly common method [12]. In using CFD, the continuum domain is
deconstructed into a set of sub-domains as part of a computational mesh. Fur-
thermore, CFD techniques are used to numerically solve mathematical models
of these equations of motion. For example, as the Navier-Stokes equations are
not generally solvable analytically due to their non-linear terms, they are instead
solved using numerical methods [63]. Consequently, the macroscopic quantities
such as density, velocity and pressure which need to be identified in order to solve
Navier-Stokes equations must be found using numerical methods [64]. In recent
years, while conventional methods such as the Finite Difference method (FDM)
and the Finite Volume method (FVM) have still been used extensively, the Lat-
tice Boltzmann method (LBM) has become increasingly common. This method
has successfully achieved the simulation of a wide variety of fluid flows. Within
the LBM, macroscopic quantities are acquired by computing the hydrodynamic
moments of the distribution function [26]. Within this method, the simplest model
or approach is the Bhatnagar-Gross-Krook model (BGK) created by Bhatnagar,
Gross and Krook [7], which consists of the Lattice Boltzmann eqaution (LBE) with
a linearised collision operator. In LBM, it is commonly known that the equations
for continuity and momentum in the case of low Mach numbers are obtained when

using the Chapman-Enskog approach [27].
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1.1.2 Overview of LBM

Originally, the LBM was derived from the Lattice Gas Automata (LGA) method.
The original model behind this LGA method is the HPP model, which was in-
vented by Hardy-Pomeaude and Pazzi in 1973 [24], [74]. Under the Lattice Gas
Automata method, the lattice is regular, and is used to model the attributes of the
gas. The gas is expressed by the Boolean particles in which velocity is 0 or 1. The
two processes of collision and propagation (or streaming) for the dynamics of gas
particles are also represented. Moreover, the space, time and particle velocity
are discretised in the Lattice Gas Automata method. However, the LGA method
has many shortcomings such as the presence of noise which is caused by the
nature of the Boolean method and non-Galilean invariance. The FHP model, on
the other hand, invented by Frish, Hasslacher, and Pomeau in 1986, comprises
a hexagonal lattice and is able to recover the correct Euler and Navier-Stokes
equations [24], [74]. In addition to this improvement, Zanetti and McNamara [44]
in 1988 were able to mitigate the effect of statistical noise by replacing the Boolean
number of the LGA with ensemble average of the Boolean number, known as dis-
tribution functions, and it is this replacement that led to the creation of the LBM.
Further, Higuera and Jimenez [31] simplified the LBE with a linearised collision
operator based on the supposition that the distribution functions are near to lo-
cal equilibrium state. The BGK model is a simple linearised collision operator,
containing a local equilibrium function [7]. This model is also able to recover the
Navier-Stokes equations by using the equilibrium function, even in the lattice BGK

(LBGK) model.

1.1.3 Properties of the LBM

The LBM overcame the shortfalls of the LGA by using the simple model of a lin-
earised collision operator, which is based on the LBGK collision model [7]. While
the approach of using the Lattice Boltzmann method does not model the be-
haviour of individual molecules, it does describe how a fluid behaves at a macro-
scopic level. Due to this approach, the behaviour of many microscopic molecules

remains unidentified by this macroscopic dynamic. However, the approach of
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using LBM is able to efficiently present a numerical calculation of how a fluid
behaves at this macroscopic level.

Over the course of the last decades, this appeal of using the LBM to nu-
merically solve the Navier-Stokes equations has become a popular topic among
researchers in the area of fluid dynamics [74]. However, while some have used
the LBM as an alternative method to the numerical approach of the Navier-Stokes
equations, many differences exist between the Lattice Boltzmann method and the

Navier-Stokes approach. For example:

» The discrete velocity model of the LBM consists of a set of partial differential
equations (PDEs) of the first order of kinetic equations [8] [75], while the

Navier-Stokes equations consist PDEs of the second order.

» The LBM involves the use of linear advection terms, while the Navier-Stokes
equations contain non-linear convection terms that require discretisation
[75]. Moreover, the Navier-Stokes equations enable the identification of in-

tegral or differential formulations [75].

» The pressure represented in the LBM is produced according to an ideal
equation of state, whereas the presence of pressure under other methods
that derive solutions using the Navier-Stokes equation is often calculated

from a Poisson solver [75] [62].

In addition to these above points, the LBM is derived either from LGCA (Lat-
tice Gas Cellular Automata) [24], [74] or a direct discretisation for the Boltzmann

equation (BE) [8], [7], and has many advantages, such as:

» The Lattice Boltzmann method can be an explicit formula, a finite approxi-
mation of the Navier-Stokes equations or Lagrangian forms. In the latter, the
equilibrium distribution function consists of macroscopic Lagrangian vari-
ables at time steps t and ¢ + ;. This method was proposed by Yan in 1998
[19]. The Lagrangian lattice Boltzmann method is suggested for solving

Euler equations.
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» The LBM lattice is usually fixed and regular, its programming is simple and

the influence of microscopic interaction can easily be accounted for.

» As with other methods there are many different boundary conditions that
can be treated within LBM. Some of these boundary conditions have exact
form to determine the slip velocity [48] such as moment-based boundary
conditions [58], [23]. Whilst, many treatments of these boundaries using
combination of boundaries such as the combination of bounce back and
specular boundary conditions which used some parameters to determine
the slip velocity [68], [65], [40]. These boundary conditions are explained in

details in chapter 4.

» The LBM with moment-based boundary conditions is a good choice to im-
plement Navier-slip boundary conditions in slip regime. The reason for this
is the special advantages of moment-based boundary conditions such as
locality, exact and a direct equivalence between the lattice Boltzmann im-
plementation and hydrodynamics conditions. These advantages allow for
Navier-Slip conditions to be executed precisely or exactly at grid points
without the need for phenomenological coefficients or additional numeri-
cal approximations [58]. The locality of moment-based boundary conditions
means the the distribution functions used come from the boundary nodes
and the exact advantage means the hydrodynamics conditions are allocated

on the boundaries.

» The Lattice Boltzmann method is effective for dealing with complex bound-
aries, which is important when modelling fluids that are flowing through a
porous medium [64], and this is due to the kinetic-style of the Lattice Boltz-

mann [11].

» The LBM is also ideal for application to flows with multiple phases and com-

ponents [54].

» The LBM is easy to parallelise on modern computer architectures compared

with traditional finite volume or finite element analysis CFD techniques. This

4
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1.2. THE BOLTZMANN EQUATION, BGK EQUATION AND HYDRODYNAMIC
EQUATIONS

is due to the locality of the LBM algorithm which is discretised in space and

time [52], [69].

An alternative approach to derive the Lattice Boltzmann equation is by the trun-
cation of the velocity space of the Boltzmann equation with a simplified collision
operator (BGK model) [60], [26],[27] and [28]. This approach will be explained

further in chapter 3.

The Boltzmann Equation, BGK Equation and Hydrodynamic Equa-

tions

A fluid is composed of a huge set of molecules (approximation to the order of the
Avogrado number, A, ~ 102%) which collide with each other and move in a random
way; an interaction that is much weaker than that in a solid. The mathematical
models for fluid dynamics will depend on the length and time scales at which the
fluid is observed. In general, though, there are three mathematical models that
can describe the motion of a fluid, namely: the microscopic model, which traces
the motions of individual particles; the mesoscopic model; and the continuum

macroscopic model. Each is addressed in more detail below.

1.2.1 Microscopic Description: Molecular Dynamics

The molecular dynamics of fluid are usually described by Newton’s second law,
which is expressed as mit = f;, where m represents the molecule mass, ¥ is the
acceleration, and the dots represent the time derivatives [20]. The f; is the total
force - which is defined as f; = Zl}’:h#iﬁjﬁ-gi - where f;; represents the force
which is exerted by molecule j, N represents the number of molecules in the
system and g; is an external force such as gravity. By solving Newton’s second
law we obtain the molecule position and velocity at every time interval, then we
can calculate the macroscopic qualities of the fluid such as density, velocity and

temperature by taking the average of microscopic quantities.
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1.2.2 Mesoscopic Description: Kinetic Theory-Continuous Boltzmann-BGK
Equation

The Boltzmann kinetic theory describes the evolution of a mass probability distri-

bution f(x,c,7) where x is the position and ¢ is the velocity of particle at time z.

This mass probability distribution f(x,c,z) was derived by Ludwig Boltzmann in

1872 [8]. The integral of f (x,c,?) over x and ¢ that gives the mass f (x,c,) d*xd>c.

We can define the density, p, the momentum, pu, and the internal energy, pe,

from this distribution function, respectively, as:

p(x,t):/f(x,c,t)dc,
p (X, 1)u(x,z) :/cf(x,c,t)dc,

p(x,t)e(x,t):%/c-cf(x,c,t)dc. (1.2.1)

The integration is performed in molecular or particle velocity c. We can define

the internal energy for monatomic ideal-gas as:
peE = gpe, (1.2.2)

where D is the dimension of space, 8 = *2T or § = RT = %7, where R = % and
R is the universal gas constant, kp is the Boltzmann constant, m is the mass of
a gas molecule and T is the temperature. The Boltzmann equation [10], which is

defined as
o f (X,C,t)+c¢-xf(X,C,1) =Q, (1.2.3)

is a kind of non-linear differential equation where Q is a collision operator and this
collision operator represents what happens when particles collide with each other.
The collision operator is approximated in a number of simplified models such as
the BGK model [7]. This model has been shown to be accurate for modelling

the effect of collision between particles [7]. It represents the collision process as
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relaxation to a local equilibrium state. This model is written as

A (5.0) +6-7af (1.0) = == (= ). (124

where 7 is the the relaxation time. This model explains the effect of the inter-
molecular collision and it satisfies the conservation of mass, momentum and en-
ergy.

The equilibrium state f° is given by using the Maxwell-Boltzmann distribution

function [10], which is defined as

J— De)Cp(—w). (1.2.5)

1.2.3 Macroscopic Description: Hydrodynamic Equations

The distribution of fluid works as a continuum through the domain regardless of
the molecular properties and interactions which are represented by the viscosity
and thermal conductivity [20]. The fluid has its own properties such as density,
velocity and temperature. To determine the validity of the continuum model we

can check the Knudsen number of the fluid system which is defined as k, = L”if”,

where L,,r, is the mean free path that is the average distance travelled between
collisions and L is a representative length scale for flow domain or object inside
the flow.

The partial differential equations (PDEs) describing the motion of fluid and con-

servation law are the Navier-Stokes equations, expressed as

d
a_It)_’_v.(pu) =0, (1.2.6)
Ju

Pa—t+P(U'V)U:—Vp+V'T. (1.2.7)

These are known as the continuity equation and the momentum equation, re-
spectively. Here, p represents the pressure and T represents the deviatoric stress
tensor, the latter of which is defined as + =2uS+ ' (v -u)/, where yu and u’ are

. 1
the first and second dynamic viscosities, respectively, and S = 3 <vu+ (vu)T>
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is the strain-rate tensor. Neglecting the viscosities leads to the Euler equations.
The fluid is incompressible if the density does not change with the motion, i.e.
v -u=0. So, the stress tensor becomes = =2uS and the continuity equation
(1.2.6) becomes

dp

E—FU'VPZO.

The compressibility of a flow is measured by the Mach number, which is defined
as Ma = CQ < 1, where U is taken as a characteristic velocity and ¢, is the sound
speed. The fluid is considered incompressible when the Mach number is Ma <« 1.
When we combine the BGK equation with the small Knudsen number we obtain
the Navier-Stokes equations [9]. There are many other approaches to combine
them such as Chapman-Enskog expansions [10] to link the Boltzmann equation
with macroscopic hydrodynamics. The aim of this approach is to find solutions
Eq (2.1.28) which very slowly over the timescales much longer than the collisions
time.

The Chapman-Enskog expansion is based on expanding the distribution func-

tion and separating timescales as

f=F4t+22 4.,

0y = Oy + T .on (1.2.8)

where 19 is the equilibrium distribution function, 7 is the small parameter, ¢, refers
to the linear (sound wave) regime, and ¢, refers to the changes in long term vis-

cous dynamic [56].

1.2.4 The objective of the study

The objective of this thesis is to use the second order approximation of the Lattice
Boltzmann equation with moment based boundary conditions to simulate two-
dimensional fluid dynamic flows and extend moment-based boundary conditions
to simulate three-dimensional fluid dynamic flows. Furthermore, it aims to ex-
amine the efficiency and accuracy of moment-based boundary conditions when

using different types of geometry, as well as in the implementation of boundary
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conditions such as periodic, pressure, inflow, no-slip and Navier-slip. Another aim
of this thesis is to use moment-based boundary conditions’ advantage of being
able to determine the exact value of slip velocity when implementing Navier-slip
boundary conditions. This is in contrast with some other boundary conditions,
such as the combination of bounce back and specular or diffusive boundary con-
ditions, which estimate the value of slip velocity using parameters.

The fluid flows are simulated using a single relaxation time (LBGK) model.
The first simulation is pulsatile flow between two parallel plates in two and three
dimensions, under periodic boundary conditions at the inlet and outlet and no-slip
boundary conditions and Navier-slip boundary conditions at the wall. The results
match very closely with the results in the literature [25], [14], [5], [36] and [4].
The second application is a three-dimensional square duct flow under periodic
boundary conditions at the inlet and outlet, and no-slip boundary conditions and
Navier-slip boundary conditions at the wall. The results compare positively with
the analytical solutions [1]. The third simulation is of two and three dimensional
flows in a micro-channel under pressure boundary conditions at the inlet and
outlet, and no-slip and Navier-slip boundary conditions at the wall. These results
also concur with those in the literature [3], [40], [38] and [33]. The final simulation
was created to study the hydrodynamic entrance region of channels. The results
for the square and rectangular ducts are comparable with the results presented by
Niya et. al [41] and the results for the narrow duct concur with analytical solutions

[15], [16].

1.2.5 Outline of the thesis

In chapter 2, the derivation of the Lattice Boltzmann equation from kinetic the-
ory is given, using a projection to discretise the velocity distribution function on
Hermite polynomials, and time and space using the Trapezoidal Rule. In chap-
ter 3, lattices in two and three dimensions are defined and the Chapman-Enskog
approach is clarified to obtain Navier-Stokes equations from the Boltzmann equa-
tion.

Various boundary conditions, such as standard bounce back, modified bounce
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back, halfway bounce back and periodic, are defined in chapter 4 and used to sim-
ulate Poiseuille flow. The moment-based boundary technique is also illustrated,
and then applied to Poiseuille flow in two and three dimensions. Chapters 5 and
6 show pulsatile flow simulated using moment-based boundary conditions which
implement no-slip and Navier-slip boundary conditions. The results are compared
with the analytical solutions.

A new model for moment-based boundary conditions with Navier-slip bound-
ary conditions in three dimensions is presented in Chapter 7. This applies a
three dimensional laminar flow in a square duct which is driven by body force.
The results are compared with the analytical solution. Chapter 8 then includes
two further applications for the moment-based boundary condition with Navier-
slip boundary conditions in two and three dimensions using pressure boundary
condition at the inlet and outlet. The first focuses on the effects of rarefaction and
compressibility on laminar flow between two parallel plates, and the second on
a three-dimensional micro-duct. The final chapter 9 contains another model for
moment-based boundary conditions with Navier-slip boundary conditions in three
dimensions. This is proposed in order to study a fully developed laminar flow in

the entrance region of channels.
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Chapter 2

Lattice Boltzmann Equation

Discretisation of the BGK Equation

2.1.1 Discrete Velocity BGK Equation - Projection BGK Equation on Her-
mite Basis

Grad, in 1949 [18], proposed an approach to approximate the BE. This approach
expanded a single particle distribution function on the basis of Hermite orthogo-
nal polynomials. Grad chose the Hermite polynomials because their expansion
coefficients are the velocity moments of the distribution function [18]. The veloc-
ity moments of the distribution function are not directly changed by truncating the
higher order terms in the Hermite expansion [18]. Grad’s 13-moment system in-
cludes five thermodynamic variables: mass density, fluid velocity, internal energy
and their fluxes. The higher order moments, which are obtained by Chapman-
Enskog expansions [60], are difficult to solve. In this section, we will focus on
the idea of the projection of the distribution function on Hermite polynomials to
discretise the BGK equation and force terms [60], [53], [45].

The definition of the projection for the velocity distribution function on Hermite

polynomials is

f(x.c.t)=w(c) ) —Hgy(C)ay (X.1), (2.1.1)

where o (c) is a weight function which is defined as o (c) = exp( )
(27

with ¢> = ¢-¢. The H is the Hermite polynomials of degree n, deflned as H}
(="
w(c)

where D is the dimension. The n'"-rank symmetric tensor of the n' degree poly-

o(c),the a¢isdefinedas a = (a4, m,...,0,) and o; = 1,2,...,D, i= 1,2, ..., n,

11
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nomial can be written as

HE = (a:(lc)) v o(c). (2.1.2)

The Hermite polynomials form an orthogonal set. They have an orthogonal ba-
sis on the Hilbert space associated with the inner product (f,g) = [ ofgdc. The

orthogonality relation is
/ o (€) HY Hy = 8,805, (2.1.3)

where SZB is one if @ = (ay, o, ...,0,) is @ permutation of B = (B, B2, ..., B») and

vanishes otherwise. The first five Hermite polynomials are

Holc (¢) =ca,
Héﬁ (€) = cacg — Oqp>
Hgm(c) = CaCpCy — (S(Xﬁcy—i— Saycp + 5ﬁyca) ,
chﬁyé (€) = cacgeycs — (Saﬁcyc(s + Saycpcs + Opycacs + Oqs5cpcy + dgscacy + 55yCﬁCa)

+ (506[3 5}/3 + 50”/6[35 + Ous 6&,) , (2.1.4)
where the a}, are expansion coefficients
al = /f(x,c,z)H{,; (c)dc. (2.1.5)

We notice from formula (2.1.5) that the expansion coefficients represent linear
combinations of velocity moments of the distribution function.

After substituting the first five Hermite polynomials in (2.1.5), the first five coeffi-

12
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cients are
0
g =P,
1 _
aOC - puoc,

a%xﬁ = Paﬁ +p (uauﬁ — 5(1[3) s
gy = Qafy+Uadfy +updgy +uyagg + (1 — D) puguguy,
Gopys = Rapys + (Papdys + PayOps + Pas Oy + PoySus + Ppsdya + Prsdup) +

(505[3 57,5 + 5ay3ﬁ5 + 50565/3}/) , (2.1.6)
where Qqpy = [cacgcyf (X,C,t)dC, Rygys = [ cacpeycsf(X,C,t)dC and Pys = pc.

The truncation of the projection of the velocity distribution function on the Her-
mite polynomials up to the N order is
A

fixen~=w(c)) ;H,’; (c)alk (X.1). (2.1.7)
n=0"""

The velocity moments of fV are the same as the velocity moments which are
derived from f(x,c,?).

This leads to the creation of a dynamic system of a finite set of macroscopic
equations which match the macroscopic equations in Grad’s 13-moment system.
Also, the truncation of Eq (2.1.7) is complete, unique and determined by its values
at a set of discrete abscissae. This is valid because the integration of the right

hand of the Hermite coefficient, Eq (2.1.5), can be written as

a;;:/f(x,c,z)H;;(c)dc:/fN<x,c,r)Hg,(c)dc:/m(c)r(x,c,t), (2.1.8)

where r(x,c¢,t) is a polynomial of degree <2N.
The Gauss-Hermite quadrature is defined as "for a given a function f (c) seek

to obtain the best estimate of the integral [” w (c) f (c)dc by choosing the optimal

13
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set of abscissae ¢;,i = 1,...,n such that

/ba)(c)f(c)dczia)if(ci), (2.1.9)
a i=1

where w;,i = 1,2,...,n is a set of constant weights " [60] (p.434).
So, by using Gauss-Hermite quadrature on Hermite coefficient in Eq (2.1.8), we

obtain

(x,c;,t)Hy (Ci), (2.1.10)

d—1
_/ r(X.ci.t) = ) @i (X,Ci.t)
i=0

where r(X,c;,t) = ﬁﬁ\’ (x,c;,t) HE (C;).

The set of discrete functions { /¥ ( x,c;,t) : i = 1,..,d } fully determines /¥ (x,¢,7)
and its first moments. We rescale the spatial variable and temporal variable by
o, and o, respectively. Also, we rescale all velocities by the factor ¢ = g—j which is
called the lattice velocity and which depends on the sound speed ¢;. This has a

slight effect on Hermite polynomial and Hermite coefficient

Hi, (€) = cia
Hj,g (€) = ciacig — 5 8up,
1306[37( ) = ciacipCiy— ¢ (Supcy+ Saycip + 8pycia)
Hlocﬁy6 (€) = ciacipCiycis — c; (SaﬁciniS + SaycigCis + OyCiaCis
+8usCipCiv+ 8psciaciy+ 85yCipCia) +¢5 (8upSys + SayOps + OusSpy)
(2.1.11)

and the orthogonality basis of Hermite polynomial will be

Z 0)1 051 0,.. amH}él,ﬁg,..ﬁn = 6”””6‘?’” (6a1B1 "'5a/71ﬁn +perm) ’ (21 1 2)

where perm means all the o; permutations in the first index and f; permutations

14
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in the second index of 505.;;» [42]. For non-vanishing products we obtain
Za),HO H0 =
1 2
Za),H His = ¢; 80,
Zletz(xBthﬁ (60‘76[35 + 60556/37> ’

sz HiypyHiser = ¢ (8as (8pedy + 8p¢ Sye) + Sae (8558, + 8¢ Oys)

+8a§ (5B85’yg+6ﬁ88f}/6)). (2.1.13)

We can find the £V (c;) by projecting the BGK on the Hermite basis and evaluating

them at c;. [13]. The left hand side of projection is

/a,f(x,c,t)+c-va(x,c,z)+g-va(x,c,t)Hg (c)dc

=0, ([ g e)ae) + [x-(etg) fae+ [ (ve- (@) ) Hyde. (@114

Using either the expression CaoHyy 4o an H;f}xz an T ( alo2... an) orcH" =
H" +7¢ (H") with Eq (2.1.5), we can then use the expression /¢ (H") = iH"~'I

with Eq (2.1.5) so that the projection on the left side will be

/@f(x,c,t) +c¢-Uxf(X,C,1)+g-Vef (X,C,1)Hy (C)dC

=0, (aly) +Vx- (ag™) +7ivx. (ag 1) —Ag- (ay 1), (2.1.15)
and on the right hand side of BGK on the Hermite basis is
1 1
[ (7 1) Hade =~ (dy ). 21.16)
where

a = / FOH!dc. (2.1.17)
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So, the projection of BGK on the Hermite basis is

1
0 (dy) +x- (ag™") +iiyx- (ay '1) —ig- (ag 1) = 3 (ag —ay), (2.1.18)

and the projection of f° on the Hermite basis which is truncated to N order is
fP=0(c) Y —Hy(c)agy (X.1). (2.1.19)

It is clear we obtain the Eq (2.1.19) when we use Eq (2.1.17) and follow the
same steps from Eq (2.1.8) to Eq (2.1.10). Now we can apply the Gauss-Hermite

quadrature to (1.2.1), so the conservation law will be

d—1

w;
= f(x,ci.1),
p ,;)w(ci) (X,Ci.1)
d—1
;
u= f(X,ci,t)c;,
p ,-Zom(ci) (X,Ci,1)
d=1
P+puu= " f(X,C;,t)CiC;. (2.1.20
,-;’)w(ci) ( ) )

To simplify our derivation we define the function

; .
= X,C;,t),i=0,1,...,d —1, 2.1.21
fl w(cl)f( 1 ) l ( )

so the conservation law will be

d—1
p=1Y fi
i=0
d—1
pu = Z fici,
i=0
d—1
P+puu=) fcic;. (2.1.22)

i=0

From the definition of the projection for f; Eq (2.1.7) the last equation (2.1.21) will
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be

N

1
fi= oY, 5 Hi (€)d (x.1) (2.1.23)

n=0"s
where aj, = ¥ H}, f;. Also, the truncation of f° of N order is

N
0— w(c Z ——Hig (€) agg (X.1), (2.1.24)

n—OC n:

where af, = ¥ HE f° and the expansion of the Hermite coefficient a,, will be

ag = p,
a(l)a = PUiq,
aéaﬁ = puqug +c2p(6—1) 0o
oy = PUtaigity +c3p (0 — 1) (uySpe + up Sy + tapy)
Giapys = Puapliyts +¢sp (0 = 1)* (35 0pa + 3ppSuy + 5o Opy) +

;P (0 — 1) (Susityus + Syatigus + Sgsuguy + Spygis + Spstuaity + Sysqig)

(2.1.25)
SO

0 to1
f =€) Y, i Hie (€) g (X.1)

n=0
=op |1+ ’u+i[(ci-U)z—c2u2+c2(e—1)(c,~2—c2D)]
% 26‘? § s §
c-u 2 2202 22 > 2 1 PR )
3 (eru? —3u2 433 (0 - 1) (¢, —cS(D+2))]+m[(ci.u) ~6cu(c; up]

+3ciut +6c2 (0 —1) ((¢;-u?) (¢2 — 2 (D+4)) +ctu* (2 (D+2) —¢?))

+3cH0—1)% (e —22(D+2) e +c*D(D+ 2))}) . (2.1.26)

With isothermal restrictions 6 = 1, so all following terms will disappear. By using

this property and neglecting the terms of third and fourth order, 0 will be

4 2
cs 2¢; 2cs

N w2
£ =wp (1+°’2u+(°’ u —”—), (2.1.27)
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2.1. DISCRETISATION OF THE BGK EQUATION

where the u> = u-u. This equation is used only when the Mach number is small,

e Y <1
By multiplying Eq (1.2.4) by w‘("é) and evaluating it at c;, the BGK equation will
be
1
afi+eifi=——(fi-1). (2.1.28)

T

where {c;} is a finite set of discrete particle velocities or lattice velocities corre-
sponding to the finite set of distribution functions {f;}. This equation is called
the Lattice Boltzmann equation (LBE) or the discrete velocity Boltzmann equation
with BGK collision operator.

The body force is represented in the BE, Eq (1.2.4), as g vcf (X.C,t) with

respect to distribution function f. g is called the force acceleration [60]. So

1
hf (X, €,1)+€-xf (X,C,t) +g-Vef (X,C,1) = - (f=r%. (2.1.29)

We cannot set the body force in the lattice Boltzmann equation LBE directly,
due to the discretization of the particle velocity. There are various ways to set the
body force in LBE, for example the approach of Shan, Yuan and Chen [60], which
is based on the projection of the Hermite expansion. It is difficult to project the
force term directly on the Hermite basis, because there is a gradient with respect
to velocity in the forcing term. So, the projection is done by using Egs (2.1.1) and

(2.1.2).

= 1 = 1
Vol (%,6.1) = 7e0(0) ¥ - Ha (€) ay (x.1) = ¥ iy Ve (@(c) Hy)
n=0""" n=0"""
— - _1nan n+1(O(C)_—(D(C)il an+1__w(c)ilan71Hn
_n:() ‘ aVc - n:On' a'a - ~ n' (1 a:

(2.1.30)

By defining the force term as F (¢) = —g- /cf (x,€,1), the projection of the force
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2.1. DISCRETISATION OF THE BGK EQUATION

term can be written as
(o] 1 _
F(c)=o(c) ;)n—!gaz THE. (2.1.31)

By evaluating the force term at ¢; and multiplying it by i:

o (c;)
j; ; =1 1

F(c;) = i —qal 'H(c;). 2.1.32

C()(Ci) (C) (I)(Ci)a)(C)r;)n!gala a(c> ( 3 )

For simplicity we define the force term as F; = %F (ci), so the force term will
be

[ 1 3 .
Fi=0;) —gdj 'HE,. (2.1.33)
n=0""

We can expand the force term with equilibrium distribution functions, then trun-

cate it at the third term. This is because a), = a5, a}, = al, and a}, = a%. So

3

1
—m. n—1yn
Fi = o, 2 3. 9%q Hia:
n:On'CS

F, = wp (clc—zg +é ((ci-u)(cig)—c5(g-u))

N

+$<(<°f'“><ci-g>2+c?ci2<9— 1) -c((ci-9)(2(g-w)

+ (W +c2(0-1)D))+22(0—1)(ci-9))). (2.1.34)

In the isothermal system 6 = 1, so the third force term vanishes. Then, the third

order of velocity is neglected and the last properties are used

C;- C;-u)(C;- -u
F,-:w,p( 9, (o) g)—(gz)). (2.1.35)
CS CS cs
So, we can write the Lattice Boltzmann equation with force term as
1 0
8,ﬁ+c,~-vﬁ:—g(ﬁ—ﬁ)+Fi. (2.1.36)

In the Lattice Boltzmann equation the macroscopic thermodynamic variables and
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2.1. DISCRETISATION OF THE BGK EQUATION

their fluxes are calculated by moment summation, Eq (2.1.22). The truncation of
second order is important for moments (density, velocity, temperature, pressure)
and their fluxes, while the truncation of the third order is important for heat fluxes,
i.e the third moment.

There are various approaches to discretise the BGK model, such as that of
Shan and He, who discretise the BGK equation for velocity using an approach
which is related to Grad’s system of 13 moments [28]. Other approaches have
been used to approximate the Boltzmann equation, though, such as that of Lou

and He in 1997 [26].

2.1.2 Time and space discretisation: the trapezoidal rule

After discretisation of the Boltzmann equation with respect to velocity we get

1
@ﬁ+crvﬁ=—;@—ﬂ5+ﬂ

where F; is the forcing term. In Lagrangian formulation, this equation is written as
1
Difi=——(fi=f})+F: (2.1.37)

The second order approximation has been approximated by using the integration
along the characteristic 6, for the left hand side of Eq (2.1.37) and by using the
trapezoidal rule for the right hand side in Eq (2.1.37)

5

o 1 1
e+ 8) — i) = 2 | <1 (= 0) + A s+ 3 |1 (6 19 +E] L+ 0(@),

(2.1.38)

which is an implicit equation for f;. To write this equation as an explicit formula

[28] we define

_ 5,

O
fi—fz+a

(fi=f7) =S F (2.1.39)
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2.1. DISCRETISATION OF THE BGK EQUATION

By substituting Eq (2.1.39) into Eq (2.1.38) then doing some algebra operations
the Eq (2.1.38) is written as

Fi(X+Ci8,t+8) — f; (X.1) ~ — %(ﬁ(x,t)—ﬁo(x,t))—&ﬂ i +0(8)). (2.1.40)

From Eq (2.1.39) f; is written as

2

o7
0 " _F. 2.1.41

21+ 6,

fi(x) = (x.) +

2T —
2T+ 6 /i
By substituting Eq (2.1.41) into Eq (2.1.40), the latter is written as

6

= fi(X+Ci8,1+8)— f;(X,1) =~ — 5 [(fi (0) = £ (x.1)) —F3] ,
T+~
2
_ _ 1.
= f;(X+Ci&,t+ &) — f;(X,t) = —= [(F; (x,0) — £ (%,1)) — TF}] , (2.1.42)
where 7 = T+§'56t, =718 —0.58 and the f depends on u in respect of the
t

distribution function f;. This equation is called the second order approximation of
LBE.

The right hand term of LBE is found using the collision step which represents
the exchange of momentum with neighbouring particles where the exchange must
be faster than the velocity of the fluid. The left hand term is the streaming step
that means the particles move to the neighbouring nodes from time step ¢ to the
next time step ¢+ &6¢. In other words, the collision step means f; is updated at
current location x and the streaming step means the updated f; propagates to

local neighbours.
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2.1. DISCRETISATION OF THE BGK EQUATION

Before Streaming After Streaming
T sz /s
ny , ny
Tow 472415
ny-1 1 ‘> ny-1 / -,
7%, s
ny-2 ny-2,
7 iz / JL/ /g
6 45> /s 7 ¢
— >
3 T 3
f6; [f'z s
2 f} fl 2 .g j’l
/5 /4 f8
1 > 1
7 1 \‘fg
0 0
0 1 2 3 4.+ mx-2 mx-1 mx 0o 1 2 3 4.+- mx-2 mx-1 mx
t+0
! t

Figure 2.1: The streaming step in two dimensions.

We can derive the macroscopic quantities with body force term in this case as

0, 0,
p=Yrli=Y i+t (i-f)—5F|=p,
—_— z 6t 0 6[ . 6[
pu=Ycfi=Ycifit-Y.c(fi-f)-5)cF=pu--F
and
ﬁ:Zcici?i,
8 8., &
2T — 27 0 0T
= F F). 2.1.44
== s M g Faryg (FUTUR) (2.1.44)
The formula for Q is
QZZC'C'C'?-ZQ—i—iQ—iQO—ZC'C'C-F (2.1.45)
- Al A VA 2T 2T - [Ad Al Sl

where Y, F; =0, Y,¢;F; =F, ¥,c;c;F; = Fu+uF and F = pg is body force.

The conserved macroscopic quantitiesare p =Y, fi =Y, /), pu=Y,— Cifi =¥ Cif,
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2.2. LATTICE BOLTZMANN UNITS

=Y, ,ccfi, I’=Y,_,cc;f’and @° =Y, , ccic;if?.

Lattice Boltzmann units

The scaling for Lattice Boltzmann is implemented in two steps [37]. The first
of these involves converting the physical system to the dimensionless system,
which does not depend on physical scales or simulation parameters. The second
involves converting the dimensionless system to Lattice Boltzmann or a discrete
simulation. The subscripts p, d and [b indicate the physical, dimensionless sys-
tem and Lattice Boltzmann units, respectively. The conversion from the physical
system to the dimensionless system is made by choosing two characteristics,
namely length scale [y and time scale 7). The length scale [, describes the length
or size of something in the system, such as the obstacle size. The time scale 1,
is the time which is required in the system. The characteristic velocity is ug = i—(o).
The space discrete 9§, and time discrete 6, are chosen to make the conversion
from the dimensionless system to Lattice Boltzmann.

In the physical system, the momentum equation is

au 1
=L+ (Up V) Up = ——— 7 Pp+Vp VU, (2.2.1)
oty po,p

and the flow is considered incompressible when 7 -u, = 0. The physical time and
space in the system are ¢, and x, and the dimensionless time and space in the

system are
g = i, Xg = Rty (222)

Other physical quantities on the dimensionless system will be

lo, 1 1 Ig,
up, = —"Luy, O, = —0hy Vp=7—Nd> Pp = P0.p z—ppd- (2.2.3)
fo.p fo.p lo.p 0,

By substituting Eq (2.2.2) and Eq (2.2.3) into momentum equation Eq (2.2.1), the
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2.2. LATTICE BOLTZMANN UNITS

dimensionless momentum equation is

T (ug- =— — 2 2.2.4
oL, + (Ug - Va) Uy Vapa+ poVa Y, ( )

2. . .
and v/ -u; = 0 where Re = % is the dimensionless Reynolds number and the
0

Kinematic viscosity in the dimensionless system is v; = Re' Now the first step
e
of conversion is complete and the second step is implemented as follows. The

. , , 1 , C L
space discrete is defined as 6, = —, where n, is the number of cells which is

Ny

used to discretise the length, while time discrete is defined as 6, = , Where the

Niter

nirer 1S the number of iteration steps within the reference time. The dimensionless

velocity and Kinematic viscosity which are based on the lattice Boltzmann method

are

Oy 0,
Uug = gulb, Vg = %Vm, (2.2.5)
t (4

so, the LB velocity and Kinematic viscosity are

0 o 1
Up = gtud, Vip = 5_[2R_e (2.2.6)

X

2.2.1 The convergence and accuracy of the Lattice Boltzmann method

The convergence and accuracy of the Lattice Boltzmann method is examined
by two types of scaling, namely acoustic and diffusive [70]. In acoustic scaling
O ~ Oy, where ¢ = 5—’; is the lattice speed velocity. The Reynolds number and the

characteristic velocity U are fixed in this kind of scaling. Thus, the Mach number

Ma = — < 1 is fixed in acoustic scaling, and the Reynolds number is proportional

Cs
to the Mach number and Knudsen number i.e. (Re = A%). The definition of the

n

UL . . L .
Reynolds number Re = -~ allows us to specify the Kinematic viscosity v and
gives the relaxation time 7 = 3v where L is the characteristic length of flow. In
diffusive scaling, & ~ &2 and the relaxation time 7 is fixed, which leads to v also

being fixed. In order to fix the Reynolds number Re = % in this kind of scaling
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2.2. LATTICE BOLTZMANN UNITS

we have to vary the characteristic velocity U when we double the space discrete.
Thus, the Mach number in this scaling is reduced by a resolution for the grid
size and tends to zero, and the errors in the Mach number are reduced. Thus,
the incompressible Navier-Stokes equations are directly obtained using diffusive

scaling.
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Chapter 3

Lattice Boltzmann model

D,0, model

A lattice is defined mathematically as a collection of nodes distributed regularly
on a grid, where velocity connects the nodes together. In the LBE, the lattice
is defined as D,Q,, where d is the number of dimensions and g is the number of
links. D;Q, contains a zero velocity which means a rest situation for particles [72].
Some lattices such as D;Q, do not have a zero in rest position. In the following
section, we will explain how we can apply the Chapman-Enskog approach to LBE
to obtain the Navier-Stokes equations in two-dimensional lattices such as D, Q9

and three-dimensional ones such as D30Qo.

3.1.1 D,y lattice
The D,Qy lattice is a square symmetrical lattice that contains nodes, each of
which has nine lattice velocities and nine distribution functions corresponding to

it:
(0,0) i=0,

T

c; (cos [(i - 1)%] Jsin [ (i - 1)2})0 i=1,2,3,4,

(cos [(i—S)%%—g] ,8in [(i—S)g—F%])\/zC i=5,6,7,8,

\

where ¢ = %, o, is the unit space step and &, is the unit time step.
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3.1. DpQy MODEL

/.

/ ) f5
/3 /i
/. v /

7 7, 8

Figure 3.1: D,Qy Lattice [25].

The D,Q9 has nine weight values, grouped as: ,, which corresponds to sta-
tionary velocity; @, to horizontal and vertical velocities i = 1,2,3,4; and o, to
diagonal velocities i = 5,6,7,8.

From the orthogonal basis of Hermite polynomials, see section (2.1) of chapter

(2), we can find the weight functions as follows

Za),-cia =1,
Za)ic,-ac,-ﬁ = ¢}y,
Z WiciaCipciycis = ¢5 (8aydps + SayBps) »
Z WiciaCipCiyCisCinCic = ¢ (Sus (8peSyr + O Sye) (3.1.1)

1

+0qe (5[355% + 6[3§5Y5) + 50“: (6B56yg + 6ﬁ£6y5)> , (8.1.2)

We can use the Wolf-method [74] to find weight functions. In Wolf-method, the

isotropic tensor is defined as

Tal a...0, - Z (D,'C,‘al Ci(xz...cl'an. (31 .3)
i=1

The isotropic tensor depends on the symmetry and the orthogonality between the

velocities and weights set in the lattice tensor. In D,Qy, the lattice tensor of rank
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3.1. DpQy MODEL

Zero is

The lattice tensors of ranks one, three and five, respectively, are

9 9 9

Z WiCiog = ) _ WiCiqCigCiy = Z WiCiaCipCiyCiscip = 0.

i—0 i=1 i=0
The lattice tensor of rank two is

9
1
Z a)iciocciﬁ = C?(Saﬁ = C? = 3606[3’
i=0

and of rank four is

9

Z WiCiaCipCiyCis = Aaﬁy&
i=0

where Aggys = (€2)° (84565 + 8ay8p5 + 8450yp)

1. if
K 2
o= ,B =YY= 0 — Z a),'c,-ac,-ﬁciycig =3 (C?) ,
i=0
2. if
9 )2
a=B#y=06= Z WiCiaCipCiyCis = (Cs) )
i=0
where ¢, = % and 6, is the Kronecker delta function:
1 a=28,
Oop =
0 else.
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3.1. DpQy MODEL

These equations lead to

0, +40wp +40. =1,
2apc* + 4w =3(2)°,

N

4ot = (32)°, (3.1.10)

. . . . 4 1
and by solving this system of equations we obtain @, = 9 W, = 9 and o, = 6
The D,Qy lattice satisfies the Navier-Stokes equations, which will be proven in the

next section.

3.1.2 D309 lattice

The D3;Q9 lattice is a cubic symmetrical lattice which contains nodes, each of
which has 19 lattice velocities ¢; and 19 distribution functions {f;} corresponding
to it. The D3Q;9 consists of one distribution function at the stationary centre, 6 at

the faces and twelve at the edges. The 19 velocities ¢; are

co = (0,0,0)
Ci= €12,€34,C56 = (£,1,0),(0,£1,0),(0,0,£1)

€7,89,10-C11,12,13,14:C15,16,17,18 = (£1,%£1,0),(£1,0,£1),(0,£1,£1).

There are 19 weight functions corresponding to these velocities, which are de-

fined as

2 i=0

0=9 15 i=12345,6
.
36 1= 7,8,...,18.

where w, corresponds to stationary velocity, w, for i =1,2,3,4,5,6 to horizontal
and vertical velocities and w, for i = 7,8, ..., 18 to diagonal velocities. We can find
these weight functions from the orthogonality basis of Hermite polynomials, see
section (2.1) of chapter (2), by using the Wolf-method [74], to define the isotropic

tensor in three dimensions. Thus, the weights function can be found by solving
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3.2. THE CHAPMAN-ENSKOG TO DERIVE THE NAVIER-STOKES EQUATIONS

the following system

y, +6(Db + 12(05 - 13
20,* + 800t =3 (2)

4a.c* = ()7, (3.1.11)

N

1 1
—and o, = —.

. . 2
from which we obtain o, = 5,(0;, 18 36

Figure 3.2: D309 lattice.

The D;Q)9 lattice also satisfies the Navier-Stokes equations, as we will prove

in the next section.

The Chapman-Enskog to derive the Navier-Stokes equations

The Chapman-Enskog procedure is dependent on expanding the non-conserved
moments and the time derivative as a combination or series in the collision term
T, because the solution of the discrete Boltzmann equation, Eq (2.1.28), changes
slowly over time scales much longer than the collision time z. The procedure is
done by taking the summation over i with different powers of lattice velocity for Eq

(2.1.28), then substituting the moment velocity in these equations which contain
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the combinations or series, then expanding the d,,IT and Q and substituting these
expansions into these equations which contain the combinations or series, and
finally gathering all terms of the same powers of 7. The approximation of the zero
order yields the flow at equilibrium state, whereas the first order approximation
leads to the Navier-Stokes equations. We can explain this approach to find the
Navier-Stokes equations mathematically, applying the Chapman-Enskog expan-
sion approach to the BGK-Boltzmann equation (3.2.1) in D,Q9 and D3Q19, using

the following steps: The discrete version of the BGK-Boltzmann equation is
Afitei fi=— (i ). 32.1)
When we take Eq (3.2.1) and sum over i (velocity), then
WIS TS ]

where the conserved macroscopic quantities are

p=Li-EA. pu-Losi-Fer

ap+V-pu=0. (3.2.2)
Then we take Eq (3.2.1) and multiply it by ¢;, and sum over i, then

3zZCifi+V'ZCiCifi = —% (Zcifi _Zcifio> :

The macroscopic quantities in this last equation are I = ¥ ;¢;¢;f;,Q = Y, €¢;C;C; fi,
SO

d(pu)+V - = —%(pu —p’u’) =0,

J;/(pu)+V-II=0. (3.2.3)
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Then we take Eq (3.2.1) and multiply it by ¢;c;, then

1
Y cicifi+V-) cicicif; = 7 (Y cicifi— Y cicif?).
i i i i

Lm-m). (3.2.4)

Then we take Eq (3.2.1) and multiply it by ¢;c;c;, then

1
iiiiv' LG Ji = —— 1ViVijJi — iii'Oa
Xi:cccf+ Xi:ccccf T(zi:cccf zi:cccfl)
1
:>8tQ+V-R:—E(Q—QO). (3.2.5)
We will now expand d;,I1, Q and R using the Chapman-Enskog as follows:
O=I"+1'+0(*), @=Q°+7Q'+0(7?), R=R’+1R'+0(7?),

0 = 0y + 79, + 0(7?), (3.2.6)
where I’ = ¥, ¢ic; 0, Q% =Y, cicicif’, R® =Y, cicicicif.

The expansion in Eq (3.2.6) are truncated to the first order of 7 and substituted
into Egs (3.2.2), (3.2.3), (3.2.4) and Eq (3.2.5), so, the above equations will be-
come

P+ 719 p+V-(pu)=0,
Opu+ V- + 7(d, pu+V-I') =0,
0 0 1 0 I\, 1
9,011 +VQ —I—’L’&,OH —|—’L’9tln +(VQ )T——H ,

9,Q°+V-R*+179,Q' +19,Q° +7%9,Q' + (V-R)) 1= —Q'.
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3.2. THE CHAPMAN-ENSKOG TO DERIVE THE NAVIER-STOKES EQUATIONS

By gathering all the terms of order 7°, ¢! and 72, we will obtain the following

equations:

d,p =—V-pu,
dpu = —V- I,
2,1’ +Vv-Q° = 11,
o,p =0,
o pu=—V-II',
9,1 + 0, I+ (V-Q'") =0,
2,Q°+V R’ =-Q',
2,Q'+V-R'+9,Q" =0,

a,l Q1 - 0

(3.2.7)
(3.2.8)
(3.2.9)
(3.2.10)
(3.2.11)
(3.2.12)
(3.2.13)
(3.2.14)

(3.2.15)

Now we will find the continuity equation. We know that d,, p = 0, therefore J; = J,,.

Now we substitute these equations into
P +7dp+V-pu=0,

= Jdp+V-pu=0.

We need to calculate 9, IT° and V-Q° to obtain IT'. We know that
chﬁ - ZCiaCiﬁﬁQ,
l

where
2 .
0 Ciallg u CioCipUallp
fi =poil+ Z 22T @

s s

I,

and u = |u|. In the D,Qy and D;Q lattices ¢ = % where c is lattice speed and

c=1, o and B are vectors in two dimensions for D,Qy and in three dimensions
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for D3Q19. The equilibrium distribution function £° will therefore be

3 9
in = pw; |14 3ciqite — Euaua + ECiaCiﬁuauﬁ .

We then distribute o; on summation terms, using n'" rank generalized lattice ten-

sor results from Wolf [74], so that

Mop = Y ciacipl;
i

= %6(1‘3 + g(uauﬁ +uqug).

Thus,

nd, = gaaﬁ + puug, T = PI + pu,

where P = % and I is the identity matrix. To calculate V- Q" we will follow this

process.

0 0
Qupy = Y CiaCipCif; s
i

3
Q?xl}y =p Zwiciaciﬁciy +3 Zwiciaciﬁ CiyCisUs — ) Zwiciaciﬁciy”5”5
l l l
9
+§Zwiciaciﬁciyci60i6u6u6 ,
i
where the lattice tensor of zero rank is
Y o =1. (3.2.16)
i

The lattice tensor of ranks one, three and five, respectively, are

Z WiCigq, = Z wiciaciﬁciy = Z a),-ciac,-/gciycigcie =0. (3.2.1 7)
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The lattice tensor of rank two is
2 2 1
Zwiciaciﬁ = C§ 606[3 =C5 = §5aﬁ’ (3218)
and of rank four is

Z (Ol'C[aCiﬁC,'yCig = Aaﬁyﬁ’ (321 9)

where Aggys = (¢2)° (8,565 + 8ay8ps + 805 0yp)

1. if
a=p=1=5=Y ociacpcncis =3 ()" (3.2.20)
2. if
a=p#y=>8=Y wciacpcncs = ()’ (3.2.21)
where ¢; = % in two and three dimensions and 6,4 is the Kronecker delta func-
tion
1 a=4,
Opp =
0 else.

Now we use the n" rank generalized lattice tensor results, Egs (3.2.16), (3.2.17),

(3.2.18) and (8.2.19), then

Qapy = P%Aamaua, (3.2.22)

_ %p(uysaﬁ Sy + ttaByg). (3.2.23)

— 200, = %(aypuyaaﬁ Oy Sy + DyPicByg). (3.2.24)
— V- Qo =[(V-pu)l +(vpu)+(vou)']. (3.2.25)
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To find 9,,II° we use the following process. We know that
o 1
atOH == §8,0p1+a,0puu.
First, we must find d,,puu. To find it we will apply the product rule which is
dipuu = (dpu)u+ud(pu) — (d;p)uu,

then substitute Eq (3.2.7) and Eq (3.2.8) into d,,puu after the application of the

product rule, so d,,puu = (—V-II")u+u(-V-I°) + (V- pu)uu.

We will neglect the third term in u because M, < 1 where M, = u < 1. We will
&

use the definition of I1°, so
o |1
V.11 :§(V~p1)+V-puu,
then

1 1
dppuU = —=(V-phHu— (- puuju—zu(V-pl) —u(v-puu)

1 1
= ——(V-pHu—-u(V-pI
3 (V-phu—zu(V-pi)
because we neglected the term of third order. Then

3,0 — —%(V-pu)l—%(V-pl)u—%u(v-pl) (3.2.26)

= —%(V-pu)l—%(Vp)u—%u(Vp). (3.2.27)
From Eq (3.2.9) we know that

n'=—9,m°-v.qQ’, (3.2.28)
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SO
m— %(v pu)I—l—;(V-pI)u—l—%u(V-pI)—%[(V-pu)l—i—(Vpu)—l—(Vpu)T]
[ (Oap)up + ua(Ipp) — du(pug) — dg(Puq)] . (3.2.29)

We know that

da(pug) = p(daup) + (dap)ug

dp(Pua) = p(dpua) +ua(dsp).

When we substitute these equations into (3.2.29), so

1

3 [P(aa”[}) "‘P(aﬁua)} 5

1
' = —gp[(Vu) + (Vu)T].
Further substitution is then done, of IT°, 9,p =0 and I' into
Opu+V - +7(d, pu+V-I') =0,

to find that

P

d(pu)+V- <§I+puu) —~V. ? [(Vu) + (Vu)T] =0,

di(pu)+V- <§I+puu> —V-u[(Vu)+(Vu)'] =0,

where (1 = ) is the dynamic viscosity and (v = %) is kinematic viscosity. This
equation is the momentum equation.

With small Mach numbers the hydrodynamic equations will lead to the incom-
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pressible Navier-Stokes equations, indicated by the following:

D;p=3dp+V-pu=0,

d

2 4u-V=0,

8t+u
V-u=0,

3 (U)+u-Vu = —Il)va(vzu). (3.2.30)

where D, p is continuity equation and Eq (3.2.30) is momentum equation.

To find Q! we have to calculate this equation, where: —9,,Q° — V-R" = Q!

1
Oy = §(p”75aﬁ + pugday+ puadyp), (3.2.31)

1
atOQ(()Xﬁy = §(at0puy5aﬁ + azopuﬁ 5(1')/"_ atopua6/yﬁ), (3232)

and also the following, from equation (3.2.8), where we see that

dppug = —Vs -n‘l’m, (3.2.34)

SO,

1
I Qapy = 3(=Vs TMy58ap + — Vs Mpsday+ Vs Ty 50yp),

1 p p p
— § [—35 (55},5 +puyu5) 505[3 —85 <§6[35 +puﬁu5) 50”/— 35 (§5a6 —1—puau5) 5)/ ] ,
1
(3.2.36)

Now we want to find V- R?, starting with Rgﬁyé = Y ciacipCiycisf?, which is done
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by
3
=P | }_WiCiaCigCiyCis +3 ) WiCiaCigCiyCisCiglho — 5 )_WiCiaCipCiyCisUolle
. B . B 2L P
1 1 l

9
+§ZWiCiaCiﬁCini‘o‘CieCisueus ,
i

3 9
=p lzwiciaciﬁcwciﬁ - Ezwiciaciﬁciyciaueue + 5ZWiciaciﬁci}/ciSCiBCisueus ,
j i i

1

1 1
=p {5 8050y + SayOps + S5 Oyp] — 6 [Bap Oy5 + SayOps + BusSyp | uoue

1
+¢ [9as (80 Sye +pcSy0) + a0 (3p5 Oye + Speys) + Soce (3p5y0 + o dys )| uaute |

(3.2.37)

where

Zwiciaciﬁ ciyCisCioCic = 2 [8us (8o Oye + OpeSyo)

1

+0u6 (5ﬁ55yg + 5[3857,5) + Oqe (5[355y9 + 5[3967,5)} , (3.2.38)

and

1 1
Vs 'Rgcﬁﬁ =Vs-p {5 [‘Saﬁ 87,5 + 5ay5B6 + 50556#3} —Vs- 3 [505[3 57,5 + 80”/535 + 6(15575} Uglg

1
+V5 . g [8065 (5[39678 + 5[385)/6) + 5056 (5[3687/3 + 6[3857,5) + 5ag (6ﬁ55y9 + 5[3657/6)] u9u8:| ,

= [g [5(1[331/-!- 505)/(93 +aa5ﬂ;} — % [5aﬁ8y+ Sayaﬁ + aaa}/ﬁ] Uglly

1

(3.2.39)
Then Egs (3.2.36) and (3.2.39) are substituted into —d,,Q° — V-R" = Q!

1
Q(lx/}y = 5 [pui’socﬁ + PM[; 5a7/+ pua6ﬁy} 85145 + g [505[3 (9,,—1— 80‘78[3 + aa5yﬁ} Ugllg

(3.2.40)
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In D309 the ug = (uy,uy,u;), therefore

1
Qupy = 3 [Puy8ap + pitp Suy + Puuadpy) (duiw+ ity + )
5 [Bapdy+ Sy + duyp] (12 + 12 +42)

40



4.1

Chapter 4

Boundary conditions

Boundary conditions have an important role in mathematics as they are used to
determine the mathematical solutions for many physical problems. In physics, the
fluid boundary represents the interaction between fluid molecules and solid wall
molecules, so boundary conditions can be defined as special collisions between
solid and fluid molecules. Mathematically, boundary conditions are a set of condi-
tions based on a set of differential equations to describe the solution of equations
at a wall or domain.

The principle of stating the boundary conditions in the LBM is to determine a
set of distribution functions which are used to calculate macroscopic quantities
on the boundary nodes. The boundary conditions must be simple and sufficient
enough to satisfy a high level of accuracy and stability.

There are many types of boundary conditions. Here we will briefly describe some

of them which are used in our simulations, such as periodic and bounce back.

Periodic boundary condition

The easiest approach to express the boundary condition is using a grid mesh.
This contains nodes (i, j) where i =0,1,...,m, and j =0,1,...,n, and four direc-
tions N,S,W,E which are called North, South, West and East, respectively. These

directions represent the sites of the buffers, as can be seen in Figure (4.1) [56].

N ={(i,ny) :i=0,....,my},
§S=1{(i,0):i=0,...,my},
W={(0,)):j=0,..n},

E={(mx,j):j=0,..n}. (4.1.1)
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Figure 4.1: Buffer sites for a 8 x 6 domain [56].

Periodic boundary conditions mean the molecules leave the boundary and
return back to the fluid on the opposite side in the same direction and at the
same velocity. For example, when the molecules move from the East buffer E
with direction ¢, (horizontal direction), the distribution function f (m,, j) at time ¢

streams or transfers to f; (0, j) at the next time step ¢ + &;:

fin,W (W) - fom‘,E (E) )

Jinke (E) = fouw (W), (4.1.2)

{in,W} ={out,E},  [i(0,)) = fi(ms,j), k=1,5,8

{out, W} ={in,E}, fi(my,j)=f(0,)), k=3,6,7. (4.1.3)

The subscripts in and out represent the inward and outward population, respec-

tively, as seen in Figure (4.2). For the corner buffer sites we take this treatment

fin (NW) :fom (SE),
fin (SW) :fout (NE),
fin (NE) :fout (SW),

fin (SE) = four (NW), (4.1.4)

which is applied to D,Q9 as shown below.
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4.2. NO-SLIP BOUNDARY CONDITION

Figure 4.2: Periodic boundary condition for D, Qg [20].

In general, this condition preserves the mass.

4.2 No-slip boundary condition
The no-slip boundary conditions assume that fluid moves with the same velocity
as the wall. In bounce back boundary condition, one of the ways of implementing
the no-slip boundary condition, the stationary wall standing on the lattice axis
reflects the direction of molecules and their velocities to their original location after
their collision with the wall. The LGA and LBM have a property which enables the
complete bounce back scheme to be performed very easily in a parallel method.
However, it is difficult to distinguish the direction of the distribution function after

it hits the wall [64].

4.2.1 Bounce back boundary condition
There are several schemes of bounce back boundary conditions such as stan-
dard bounce back scheme, modified bounce back scheme, half-way bounce back

scheme and on-grid bounce back scheme [64].

4.2.2 Standard Bounce Back Scheme
This scheme is also called bounce back without collision, because the collision
process does not happen at the boundary nodes (stationary wall) [64]. For D2Q9

the unknown distribution function £, fs and fs are marked in this scheme as

(i) = fa(i.j+1),
fs@j)=fr(i+1,j+1),

Jo(i.j) = fa(i—1.j+1). (4.2.1)
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Figure 4.3: Standard bounce back scheme at the bottom of D,Qq [64].

The standard bounce back scheme has first order accuracy.

4.2.3 Modified Bounce Back Scheme or On-Grid Bounce Back Scheme
This scheme is distinguished by imposing a collision process and force on the
boundary nodes [64]. For D2Q9 the unknown collision distribution function f,, f5

and f, are marked in this scheme as

L2 (i,7) = fa (i, ),
f5(ij) = f2 (i, j),
fo (i) = f3 (i, ). (4.2.2)

5
i
i " —1 wall
/7 Iy s

Figure 4.4: Modified bounce back scheme at the bottom of D,Qy [64].

The Modified bounce back scheme is of second order accuracy.

4.2.4 Half-way bounce back scheme
The half-way bounce back scheme is a kind of standard bounce back scheme.
Its formulation is the same as the standard bounce back formulation except that

the stationary wall is located in the centre of the link between the wall grid point
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4.3. SPECULAR BOUNDARY CONDITION

and fluid grid point, which means in terms of physics that the molecules and
their velocities arrive at the stationary wall at time step %, then reflect along with
their velocities to their original position at time step % [64]. For this reason, the
accuracy of the half-way bounce back scheme is of second order.

In the example of D,Qy the unknown collision distribution functions f,, fs and

fe are formulated as

L)) = fa(i,j+1),
fsG))=fG+17+1),

Joli.j)=fa(i=1,j+1). (4.2.3)

@ solid node
O fluid node

Figure 4.5: Half-way bounce back scheme at the bottom of D,Qy [64].

4.3 Specular boundary condition
The specular boundary condition is used to calculate the slip velocity at the wall.
After the collision, the unknown distribution functions are reflected in the same
way as light is reflected by a mirror [55]. For D2Q9, the unknown distribution

functions f,, fs and f, are marked as

L2 (i.7) = fa (i, ),
f5(.7) = f3 (i),
fo (i) = f1 (i, ). (4.3.1)
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4.5

4.4. THE COMBINATION OF BOUNCE BACK AND SPECULAR BOUNDARY
CONDITIONS

This boundary condition has been used by Lim [40] to examine the pressure and

shear driven 2-dimensional micro-channel flow.

The combination of bounce back and specular boundary con-
ditions

In real gas flow in micro-channels, the no-slip bounce-backs and free-slip spec-
ular reflections (zero shear stress) is not always able to describe or explain the
momentum exchange and friction between the wall and fluid. Hence, the combi-
nation of them is often considered a better method to simulate gas flow in micro-
channels. This combination of no-slip bounce back and specular boundary con-

ditions has been presented by Tang et. al. [66] and formulated as

fi=rfPP+(1=r) %, (4.4.1)

where r is the reflection coefficient and (1 —r) is the specular reflection. Succi
[65] also presented the combination of bounce back and specular boundary con-
dition but with the addition of a slip coefficient (1 —r) to a very similar formula to
that proposed by Tang et. al [68]. An example of this, using modified bounce
back combined with specular reflection boundary condition, to find the unknown

distribution functions f,, fs and f, at the South wall of D,Qy, is formulated as

f2(i,j) =rfa(i,j),
f5(@7) =rfr(i,j)+ (1 =7)fs (i, ),
fo (i, ) =rfs (i,j) (1 —=7)f7 (i, ). (4.4.2)

Slip boundary condition.

The Knudsen number divides flow into four regimes: continuum flow (k, < 0.001);
slip flow (0.001 < k, < 0.1); transition flow (0.1 < k, < 10) and free molecular flow
(k, > 10). In the slip flow regime the flow is affected by rarefaction, and the Navier-
Stokes equations are valid as long as tangential slip velocity is applied along the

flow domain walls. The effect of rarefaction is to reduce the density and pressure.
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4.6. MOMENT-BASED BOUNDARY CONDITION

In 1823, Navier suggested a slip boundary condition which supposed that
tangential fluid velocity is proportional to the rate of shear stress at the surface
[48]. Later in 1823, James Clerk Maxwell applied Navier-slip boundary conditions
to the rarefied gas flows over surfaces [43]. He used the Taylor expansion to

expand the slip velocity at the surface. We write this expression as

(4.5.1)

@+l_28_2u+ ’
on 2 9on2 )™

us = u(y) — u,, = 6y, </'L
where u; is the slip velocity, u(y) is the tangential velocity, u,, is the velocity at the

. N 2—o0, . .
wall, n = 0 is the normal direction to the wall, 6, = “ is a streamwise mo-

u

mentum accommodation coefficient, and o, is always equal to one in engineering
practical or engineering applications. The A = L,,r, is the mean free path, which
can be replaced in liquid slip by the slip length I, or molecular interaction length,
as the mathematical meaning is the same [41]. Mean free path cannot be satis-
factorily defined, because the Boltzmann collision operator is dependent on the
velocity of the particles [58]. The first order slip velocity is obtained by truncation
of the Taylor expansion to the first term, so, the form for slip velocity of the first

order [43] is
u

Moment-based boundary condition

The lattice Boltzmann equation includes a finite group of distribution functions.
These distribution functions can be related to Lattice Boltzmann moments by a
linear, invertible transformation. The moment-based boundary condition is distin-
guished by assuming the boundary conditions on the moments at the boundary,
then expressing these as conditions for the unknown variables. The moment-
basis boundary condition could be considered to build directly on the method
presented by Noble et. al [50], who used the hexagonal FHP ( D,Q) lattice
model and assumed constraint on the velocity to find the two incoming distribu-

tion functions. Lattices such as D,Q9 and D3;Q;9, however, have more than two
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4.6. MOMENT-BASED BOUNDARY CONDITION

incoming distribution functions and the approach will therefore be more compli-
cated. For this reason, the Noble approach has been generalised by Bennett [6],
who uses the linear relationship between the distribution functions and moments,
imposes conditions on independent moments and then converts these conditions
into the unknown (incoming) distribution functions.

The moment-based boundary condition has been applied to several forms
of flow in both 2 and 3 dimensions. Examples of two-dimensional applications
include: diffusive slip [6], rarefied flow with Navier-Maxwell slip velocity [58], mul-
tiphase flow with partially-wetted walls [23] and stress boundary conditions (Bur-
nett order stress) [57]. Their results show that the accuracy of the moment-based
boundary conditions to implement velocity and pressure boundary condition is of
second order, which coincides with the LBM in this case.

The moment-based boundary conditions in two dimensions have been ex-
tended to three dimensions, for example by Kao et. al [34]. In this study, Krastins’
extension of the moment boundary condition to three dimensions is detailed, in
which first order Lattice Boltzmann equation with no-slip and pressure boundary
conditions is used to simulate flows such as the convection in dendritic solidifica-
tion. He also estimates the momentum flux tensor Q to its equilibrium Q°, which
is used to recover the Navier-Stokes equations up to the second order.

There are many advantages for moment-based conditions. One of the advan-
tages is that it eliminates the viscosity-dependent error associated with bounce-
back, and another is that it allows a diversity of hydrodynamic constituents to be
put at grid points. A further advantage is the ease of parallelising moment-based
conditions to implement period boundary and pressure boundary conditions, be-
cause the distribution functions being used come from the boundary nodes or
cells. One disadvantage of this approach, however, is that the extension required
to work on a curved geometry is difficult.

There are other advantages of the moment-based condition, such as its con-
venience for continuum flows because boundary conditions located directly for

macroscopic quantities (moments) is reasonable, compared with describing ki-
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netic theory’s virtual interactions between particles and wall. Whereas kinetic
boundary conditions can in some instances be used to address the Lattice Boltz-
mann method, kinetic boundary conditions are not suitable for the D,Q9 system
[6]. This is because we truncate the infinite moment system to a nine-moment
system, and this truncation leads to loss of connection to the continuity of the
Boltzmann equation. The moment-based boundary condition, however, is rea-
sonable in this case, as the Navier-Stokes equations (equations used for the
macroscopic level) are solved by the LBM such that the macroscopic quantities
(moments) must satisfy the set boundary condition.

In this thesis, the extension to three dimensional moment-based boundary
condition is of second order accuracy according to LBM, Eq (2.1.42), and the
exact value for Q is found by deriving Q°, Eq (3.2.23), and Q', Eq (3.2.41), where
Q =Q%+1Q!. Also, the moment-based boundary condition is used to implement:
a solid boundary, such as no-slip or Navier-slip in either 2 or 3 dimensions; an
open boundary, such as pressure in 2 or 3 dimensions or inflow in 3; or one with

corners.

4.6.1 Moment Grouping

If we have n independent lattice velocities, it follows that we must have a set num-
ber of moments n. For example, for D,Q9 we have nine independent moments.
Six of them are hydrodynamic moments p, puy, puy, I, II,, and I1,,, and three

of them are pseudo-kinetic Qyy, Oxy and Ry,,,. The moments can be defined as
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4.6. MOMENT-BASED BOUNDARY CONDITION

m = Mf where, for D,Q9, M is square matrix of 9 x 9:

P 111 1 I 1 1 1 1 fo
pux 010 -1 01 -1 -1 1 fi
puy 001 0 -1 1 1 -1 ~1|]|p
Iy 010 1 0 1 1 1 1 3
Oy |={oo0o1 0 1 1 1 1 1/[]|sn (4.6.1)
Iy 000 0 O 1 -1 1 -1 /s
Ouey 000 0 0 1 1 -1 —1]]|f
Oxyy 000 0 O 1 -1 -1 1 Vi
Ryyy o000 o1 1 1 1/)\s
ie.
P Lifi
Pt Yicicfi
py Yiciyfi
R YiCixCixfi
Iy | =1 Xicyenfi (4.6.2)
ILy LiCixCiyfi
Oxxy Y CixCixCiy fi
Onyy Y CixCiyCiy fi
Ry L CixCixCiyCiy fi

The equilibrium moments may be ordered as m¢? = M.
For D309 there are 19 independent moments, nine of which are hydrodynamic:
P, puy, puy, I, II,y, I, and I1,,, II,, and II,;; and nine of which are pseudo-

kinetic: Qvxys Oxyys Oxizs Oxzzs Oyyzs Oyzz @NA Ryyy, Rizz @and Ry

The moments grouping for D3Q;9 can be expressed as
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ie.

p Yifi
Puy Yicixfi
puy Yiciyfi
pu; YicCifi
I YicixCixfi
Hyy Yic iniyfi
I, Y.icCizCizfi
ny YicixC iyfi
I, YiCixCizfi
I, | = YiciyCirfi (4.6.3)
Qxxy Y.icixC ixciyfi
Quyy Y CixCiyCiy fi
Oxxz Y CixCixCiz fi
Oxz; Y CixCizCiz fi
Oyyz Y CiyCiyCiz fi
Oyz Y.iCiyCizCiz fi
Rxxyy Y CixCixCiniyfi
Ryxz )i CixCixCizCiz fi
Ryyzz Y, CininizCizfi

Moreover, the choosing of moments is dependent on the boundary condition
to be applied such as no-slip, Navier-slip, pressure and inflow boundary bound-
ary condition, implemented using moment-based boundary condition. The choice
of moments of a low order is preferable to a high order, as the latter do not ap-
pear in the Navier-Stokes equations and cannot be directly physically interpreted.

However, the use of high order moments such as Q is necessary at edges and
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corners.
4.6.2 Moment boundary technique

The scenario for D,Qy is as follows. Consider that we have a solid wall at both
the North and South sides of the flow. After the streaming step, the unknown
distribution functions at the North boundary are f4, f; and fg, and at the South

are f», fs and fg, as illustrated in the table below (4.1).

North wall

/ ; ]
6 s
h u"x LBy,

West wall ' East wall

@ solid node
O fluid node

south wall

Figure 4.6: The unknown distribution functions after streaming.

The principle of the moment-based boundary condition is to find the three
unknown distribution functions using three independent equations. These are

obtained using the following steps:

» From section (4.6.1), Eq (4.6.1), every moment is written as a linear combi-
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nation of distribution functions and lattice velocities. For example,

p=jfotfitLtf+fatfs+fet+fitfs,
puy = fr— fa+fs+fo—f1—Js.
=h+fit+fo—(fatfiths)

My, = fo+fs+ fo+ (fat fr+ fs). (4.6.4)

The unknown distribution functions in every linear combination are deter-

mined. For instance, at the North wall the unknown distribution functions

are f4, f7 and fg at every moment as demonstrated in Eq (4.6.4).

All the linear combinations of unknown distribution functions are arranged

in Table (4.1) and Table (4.2).

One moment from every row in the table is chosen. The moments in every
row are independent. For this example, the selected moments are: the

moment of the zero order (density p); the first order moment (momentum

pu); and the second order moment (momentum flux tensor IT).

» The constraints that correspond to the moments are imposed.

» The system which consists of the three unknown distribution functions with

three independent equations is solved.

Moments Combination of unknowns distribution | Combination of unknowns distribution
function at the North boundary function at the South boundary

P, puy, Iy, fat i+ 18 Lt fst+fe

Pux,nxy,Qxyy fs—f1 Ss—Je

Hxx’ Qxxvaxxyy f8 + f7 fS + f6

Table 4.1: Moments at the North and South boundaries.

Combination of unknowns distribution

Combination of unknowns distribution

Moments function at the East boundary function at the West boundary
P, Pux, Iy Btie+f fitfs+fs

puyvnxyanxy f67f7 fofS

Hyy,QxyyaRxxyy Je+ fa fs+1s

Table 4.2: Moments at the East and West boundaries.
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The scenario for D3Q19 is similar to that for D,Q9. For example, D309 always
has five unknown incoming distributions at the faces after LBM post-streaming,
which can be found from five linearly independent moment conditions. These
unknown incoming distributions are listed in Tables (4.3), (4.4), (4.5) and (4.6).
An example of these unknown distribution functions, in this case at the South
wall, are fs, fi1, fi4» f15 and fig and the five linearly independent moments are
pux, puy, puz, I, and I1,, which are written as linear combinations of distribution

functions as follows:

pux = fr = fa+f1—fs—fo+ fro+ fur + fi2 — f13 = fia,
puy = f3 = fa+ f1+fs = fo— fio+ fis + fie — f11 = fis
puz = f5s — fo + f11 — fiz = f13 + fra + 15 — fie — 17+ fis,
o= fi+ o+ fi+fs+fot fio+ fu + fiz+ fiz+ fia,

Iy, = f3+ fa+ f7+ fs + fo+ fio+ fis + fie + f17 + fis. (4.6.5)

We can find the unknown distribution functions by solving system (4.6.5), after

assuming the constraints corresponding to them.

Moments Combination of unknown distribution functions at the South boundary
Pty Mz, Qe Jui—fia

Pty Ty, Oyz Sis— f1s

p,puz, Il fs+fit+ fia+ fis+ fis

[y, Ryxzes Qe S+ fia

Iy, Ryyzzs Qyye JSis+fis

Table 4.3: Moments at the South boundary, in 3D.

55



4.6. MOMENT-BASED BOUNDARY CONDITION

Moments Combination of unknown distribution functions at the North boundary
Py, — Iz, Oxzz Jiz—Jf13

puy, =Ty, Oy, Ji6— fi7

—p,puz, —Il; —f6e— fiz—fi3— fie— fi7

I, Ryxzzs — O Si2+ f13

Iy, Ryyzz, —Oyyz Si6+ f17

Table 4.4: Moments at the North boundary, in 3D.

Moments Combination of unknown distribution functions at the East boundary
=P, Py, Tl —h—fs—fo—fi3— fa
puty, —Tley, Qrey fs—Jfo
puz, Iz, Oxx —f13+ fia
Iy, = Quyys Rexyy Sfs+ /o
Iz, = Oxzes Runzz Sf13+ fia
Table 4.5: Moments at the East boundary, in 3D.
Moments Combination of unknown distribution functions at the West boundary
[N 70§ B S+ i+ fio+ fu+ fiz
pity, Iy, Oy f1—=rio
puz, Iz, Qxrr JSu—ri2
Iy, Oxyys Ruxyy fi+fio
Iz, Oxzzs Rixzz Ju+si2

Table 4.6: Moments at the West boundary, in 3D.

Higher order moments such as Q and R are used for the edges and corners
because we need nine moments at the edge and 12 moments at the corner in
order to find the unknown distribution functions. The use of high order moments is
reasonable for this because we neglected the third order term when we calculated
! Eq (3.2.27) from Eq (3.2.28)

The unknown incoming distribution functions for every moment on the South
West edge are listed in Table (4.7). 9 independent moments need to be chosen
in order to find 9 unknown distribution functions, which in this example consist of:

three momentum, pu,, pu, and pu.; five momentum flux tensor, I1,,, IT,,, IT, I,
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4.6. MOMENT-BASED BOUNDARY CONDITION

and I1,,; and a third order momentum flux tensor, Qy,,. The choice of moments is
based on the symmetry and independence of moments and it is therefore possi-
ble to create or choose another group of independent and symmetric moments.
By assuming the constraints on the moments and solving the system, which con-
sists of nine moments and nine unknown distribution functions, we will find the

unknown distribution functions.

Combination of unknown distribution functions at the South West
Moments
edge
p fHi+fs+fi+hotfu+fizt fis+ fie
P, Tl fi+fi+fio+ fui+ fiz
puy f1—= o+ fis—fis
pu; fs+fin—=fi+fis+ fis
Iy f1+fio+ fis+ fis
I 5+ fittfit fis+ fis
Iy, Osxy J1— o
Lz, Qe fu—ri2
Ouyy f1+ fio
Iz, Oyzz fis—fig
Qxzz Su+fi2
Oyyzs Ryyz: fis+ /s
Ryxyy Sio+
Rz fiz+ fis

Table 4.7: Moments at the South West edge, in 3D.

Because there are twelve unknown distribution functions at the corner, we
need twelve independent moments at this location. The unknown distribution
functions for each moment are listed in Table (4.8 ) for the South West front corner.
The unknown distribution functions are found by using the same procedure used
to find them for the faces and edges. The 12 moments in this example are: three
momentum, pu,, pu, and pu;, five momentum flux tensor, Il,,, I1,,, I1., I1,; and
I1,,, and three third order moments, Q,,,, O« and Q,... Again the selection is

based upon the independence and symmetry of moments.
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4.7. POISEUILLE FLOW

Combination of unknown distribution functions at South West front
Moments

corner
p h+f+ 5+ A+ 8+ fiot fu+fiz+ fiat fis+ fie+ fis
pux fi+fi—fs—fo+ fio+ fit+ fia— fia
pity B+ i+ fs—fio+ fis+ fie — fis
pu; fs+fu—futfiatfis—fie+ fis
L fi+ i+ fs+fo+ fio+ fit + fia+ fia
Iy [+ i+ 3+ fiot fis+ fie+ fis
I 5+ fitt fiz+ fia+ fis+ fie + fis
Iy f1i—=1fs—fio
Iz, Qvzz fu—fi2—fia
Iy, fis—fie— f1s
Oxxy S+ 18— fio
Ouyy fi—1fs+ fio
Oyzz Sis+ fie — f18
Oxxz fu—fio+fia
Oyyz fis— fie + f18
Ryxyy S+ fio+ fin
Ryxzz S+ fia+ fis
Ryyz fis+ fie+ fis

Table 4.8: Moments at the South West front corner, in 3D.

4.7 Poiseuille flow

j=0

Figure 4.7: Interior flow or Poiseuille flow [29].
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The analytical solution of Poiseuille flow for the Lattice Boltzmann model under

a condition known as steady state, which means the flow is independent of time
. , d d o .
[29], is written as a—z =0, a—; =0 and p = const. The velocity is defined as u =

(ur,uy) where u, and u, are the velocity in x- and y-direction, respectively. The

vertical velocity, u,, is zero. Thus, the analytical solution is:
4 . .
uj:;UC](n—J)—l-us. (4.7.1)

where u; is the velocity in x-direction and j=1,..,.n—1, j =0 and j = n represent
252
the lower and upper boundaries, U, = ngvx G, is the centreline velocity and F =

pG, is the body force in x-direction. uy is the slip velocity, which depends on the
boundary conditions at the wall. The slip velocity for the standard bounce back

scheme is

Uy = 2 U [(25— 1) (47— 3) — 3n], (UC:HZSXZ ) (4.7.2)

3n? 8v

n

and it has an error of first order O (1> .

The velocity profile with slip velocity for Poiseuille flow with modified bounce back
scheme is
4 L let(2Tt—1)
uj= ;UCJO/I_])_I_T c

16t (21— 1) %82
=—0 . (UC— oy O AL (4.7.3)

Ug

and is of second order O (—2) while the velocity profile with slip velocity for
n

Poiseuille flow with halfway wall is

4 . ,
2Uc]<n_]>+us

uS:#)2116[(21—1)(41—3)—34, (UC:—XGX>. (4.7.4)
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4.7. POISEUILLE FLOW

The exact solution for Poiseuille flow is

C U(2j—1)(2n—2j—1) (n—1)*82
4= (n—l)2 ' ¢ C

and the velocity error from LBM is

r o Ucldt(41—5)+ 3]
3(n—1)

(4.7.6)

4.71 D,Q9 Simulations

4.7.1.1 Poiseuille flow with bounce back boundary conditions

The purpose of this simulation is to verify the analysis for Poiseuille flow with var-
ious types of boundary conditions set at the wall and periodic boundary condition
at the inlet and outlet. The flow in this simulation is in the x-direction. Figure (4.8)
illustrates the velocity profiles for Poiseuille flow «; which is scaled with U. = 0.1
and various schemes. The size of the system is n, x n, = 16 x 6. The initial con-
dition for the density p = 1. The result of the slip velocity in every scheme that
has been used in this simulation is that of a perfect parabola as demonstrated in
Figure (4.8), which shows that the velocity profiles of LBM are in excellent agree-
ment with the analytical solution of Poiseuille flow at each type of bounce back
boundary condition, as seenin Eqs (4.7.2), (4.7.3) and (4.7.4). The error between

the numerical results and the analytical ones is of order 10~1°.

14 14T
12} Lol
1 - |
s A./_\.A s I
S 08f A IS)
= / \ = 08)
0.6 *
Ir al 0.6
0.4 1
0.4}
02} ‘
02 04 06 08 02 04 06 08
J J
(a) (b)

Figure 4.8: Numerical velocities of LBM with slip velocity for (CJ, M) standard
bounce back, (A, A) modified bounce back scheme and (o,e) half-
way scheme with their the normalized velocity profile of Poiseuille
flow (—) at relaxation times of 0.75 and 2, respectively.
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4.7. POISEUILLE FLOW

Different orders of error occur in different schemes. For instance, at 7 =0.75
the error of standard bounce back scheme is 0.333 in this size system, whereas
the error of modified bounce back is 2.777 x10~2, and the exact solution for
Poiseuille flow is 44.00 x10~2. By doubling the grid point n, in every scheme,
the error can be reduced in order to show errors of first order for standard, and
second order for both modified bounce back and the exact solution of halfway

scheme for Poiseuille flow, all of which can be seen in Figure (4.9).

102 =
F modified bounce back

w 10'F ——standard bounce back |-
o i -=- halfway bounce back ||
o 100}
e i 1
> _
5 1071 E
n r 1
S 02l b
S 1072 ]
=

1073 L

1074

10! 102
Number of grid points

Figure 4.9: The absolute errors.

4.7.1.1.1 Conclusion

Overall, the LBM results using various boundary schemes correspond exactly
with the analytical solution of Poiseuille flow at each different scheme of bounce

back boundary conditions.

4.7.1.2 Poiseuille flow with moment-based boundary condition and no-slip
boundary condition, in 2D
When assessing this flow, the D,Q9 model is used and the simulation conducted
with the second order approximation of the LBE, Eq (2.1.42), with its macro-
scopic quantities, Eqs (2.1.43) and (2.1.44). Additionally, the force term (2.1.35)
is selected as x-direction and periodic boundary condition is used at the inlet
(West) and outlet (East) side (open boundary condition). No-slip boundary con-
dition is applied at the wall in order to identify the constraints of three indepen-
dent moments, because no-slip boundary condition leads to the tangential and

vertical velocity at the wall being zero u, = u, = 0, which means the tangential
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4.7. POISEUILLE FLOW

momentum will be zero (pu, = 0), normal momentum will be zero (pu, =0), and
tangential momentum flux tensor will be I, = &, because Il = ITY, + 711}, =
P+ Pty + Ty = %, where p = %. From the Chapman-Enskog approach section

(3.2), we have seen that
1 p p 2
THxx = _gf(axux) - gf(axux) = —§TP(3xux) = —Zu(axl/lx) ~ (axux). (477)

By following the same process we find that I1,, = % We convert these moments

to the moments of the second order of LBM

Py = Py — %Fx = Pliy = —%pGx, (4.7.8)
Pty = Pty — %Fy =0, (4.7.9)
I, = xx+25[Hxx ftn‘) ?(FueruxF)—%,

[Ty =+ 2@ L, — 25’ - (;tp(G y +1,Gy) = %, (4.7.10)

where the body force is F = (Fy,F,) = p (G«,0). These three moments are written
as a combination of distribution functions, as seenin Eq (4.7.11), Eq (4.7.12) and
Eq.(4.7.13). Then the constraints corresponding to them are assumed and the

three equations are solved to find these unknown distribution functions

o - o _
__pGx—fl f3+fs—fe—f1+fs (4.7.11)
0=fo—fatfs+fe—F1—Ts (4.7.12)
L =Fi+Ts+Ts+To+Tr+Ts (4.7.13)

At the North wall the unknown distribution functions f£,, f; and fg are

fa=F1+fa+f3+2(Fs+f6) — %

f1=-13 _76+ P + ngx,

_ p 51

fs= f f5 —i— - — pGx, (4.7.14)
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4.7. POISEUILLE FLOW

while at the South wall f,, fs and f, are

fo=fi+f+fa+2(f7+fs) —

w| o

- S — 0
Fs=—Fi~Fs+%5 —FpGx

P

o 5
f6——f3—f7+g+szx-

The density is calculated using the following definition
p=fotfit ot fs+fatfs+fetfr+Ts
along with Eq (4.7.12), so at the South wall it is
p=rfo+fitfi+2(fatfr+fs)

and at the North wall it is

p=rfotfi+fi+2(fat+Fs+fs)-

(4.7.15)

(4.7.16)

(4.7.17)

The chosen grid point size is n, x n, = 16 x 6, in which the simulation results in

a perfect parabola with an error of 10~!7. This means the velocity of LBM is

in excellent agreement with the analytical solution of Poiseuille flow without slip

velocity u.
1 T T T T T = LBM
e Exact solution
0.8+
=5 0.6
~
s 04f
0.2
0,

0 02 04 06 08 1
y

Figure 4.10: The velocity profile of LBM with no-slip boundary conditions, in 2D.
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4.7.1.3 Poiseuille Flow with Moment-Based Boundary Condition and Non-
slip Boundary Condition in 3D
In this flow simulation, the D309 model is used, with the second order of the LBM,
Eq (2.1.42), with its macroscopic quantities, Eq (2.1.43) and Eq (2.1.44). The
force term seen in Eq (2.1.35) is in x-direction, and periodic boundary condition
is used at the inlet (West) and outlet (East) side (open boundary condition). Also,
no-slip boundary condition is applied at the South and North walls to identify the
constraints of five independent moments. In the no-slip boundary condition the

velocity is zero at every wall. Thus, we assume

Uy =iy =u; =0, (4.7.18)
so the three moments will be
puy = puy = pu, =0,
HO - BSxx xUy — B,
XX 3 +pu u 3
md, = gayy+puyuy - %. (4.7.19)

The form for the body force in three dimensions is written as F = (pG,, p Gy, pG;) =

(pGy,0,0), the tangential momentum flux tensor is

P 2p P
Hxx = ng + Tn)lcx = g — T?axl/tx = g
and the vertical momentum flux tensor is
11, = I1° + 711! :2—12—p8u :B,
Yy Yy Yy 3 3 Yoy 3
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o)
pﬁx:p”x_%pG :_%pGx’
_ I
puy:puy—zlpGyzo,
fo)
Pﬁz:puz_éPGz:Oa
T P b
Il = xx‘i‘EHxx EHXX E(pGxux+uxpGx)—§»
— o) ) o)
I, = I, + 5Ly — 2L, = 2 (Gt + u,pGy) = %, (4.7.20)
and
e O
p”x:fl_f2+f7_f8_f9+f10+f11+f12_f13_f14:_EPGX’
Py = f3— fa+f7+fs—Fo—Fro+fis+fie—F17—Fis=0,
pu.=fs—fo+ 11— Fio—Ffiz+fiatfis—fie—fir+fis=0,
Moo= Fy 4+ Fat Foy 4 T+ Fot Fro Fua + i Fis + Fra = 5
ﬁyy:73+74+77+78+79+710+715+716+717+718:% (4.7.21)

By solving system (4.7.21) we can find the unknown distribution functions at the
South and North walls, as follows. The unknown distribution functions at the

South wall are

75’711’714’715’718’ (4722)
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SO,

fs=fi+fatF3+Ffatfe+2f1+2fs+2fo+2f10+2f 12 +2f 13+

— — 2
2f16t2f17— 3P

Fii=—Fi~Fr~Tro—Trat o~ 306G
Fro=—ToTo~Fo~Tu+ 2+ 260

Fis=—Ts=Fr=Ts—Tre+ b

Fis=—T4—To —710—717+%. (4.7.23)

The unknown distribution functions at the North wall are

76’?12’?13’?16’717’ (4724)

SO

fe=fi+ o+ 3+Ffa+fs+2f1+2fs+2fo+2f10+2f 11 +2f 14+

— — 2
2f1s+2f15— 3P

Fra=~Fi~Fr~To—Tu+o- 06,
Fra=—ToTo—To—Tu+ 2+ 26,

Fis=~Fa=Fr=Fa=Fus+ 5.

Fiz=—Ta—To —710—718+%. (4.7.25)

The definition of the density is

p=fot+t 1+l 3+ atFs+ e+ 1+ s+ fot o+

i+ fis+futfis+fistfi7+fis (4.7.26)
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From this density equation (4.7.26) and that for momentum pu, (4.7.21) we can

find the density at the South and North walls. At the South wall it is

p=rfot i+ ot fstfast2fc+fr1+Fs+Fot+fio+2fia+2f13+2f16+2f17,
(4.7.27)

and at the North

p=fotfi+ o+ fat+fa+2fs+fr+fs+fotfio+2f11+2f1a+2f15+2f 8.
(4.7.28)

The selected size of grid points is n, x n, x n, = 6 x 6 x 16, where n,, n, and n are
the grid point or size in x-, y- and z-directions, respectively. At this size the simu-
lation results in a perfect parabola with an error of 10-!7. This means the velocity
profile of LBM is in excellent agreement with the exact solution of Poiseuille flow
without slip velocity u,, as seen in Eq (4.7.1). The velocity profile is located along

the height of the channel H and in the middle of the channel at n,/2,n,/2

1F ! 1 1 1 ' = LBM
/ \ —— Exact solution
0.8
=5 0.6
~
s 04
0.2
ol £ )

0 02 04 06 08 1
Z

Figure 4.11: The velocity profile of LBM with no-slip boundary conditions, in 3D.

4.7.1.3.1 Conclusion

The velocity of LBM is in excellent agreement with the exact solution in two and

three dimensions and in both cases the error is 1077 j.e. to machine accuracy.
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Chapter 5

2D pulsatile flow with no-slip and

Navier-slip boundary conditions

—
F > > Steady flow
Em——
—a
]y—b

X Blood vessel wall

B —
Blood flow @ F @ @ Unsteady flow
.

Figure 5.1: Blood flow or pulsatile flow [73] .

Blood vessel wall

5.1 Introduction
The LBM has been developed and is used to simulate fluid flow and it has been
applied to various types of steady and unsteady fluid flow problems such as turbu-
lent flows, multiphase flow and blood flow [14]. As an example, the study of blood
flow and its properties can give a greater understanding of atherosclerosis and
the flow parameters which influence this phenomenon. The blood flow in the vas-
cular system is driven by the pulsating pressure gradient which is produced by the
heart. As a simple model of this, we simulate plane channel flow under periodic
forcing, thereby avoiding the complexity of the cylindrical coordinates appropriate
for blood flow in 2D. This pulsatile flow is essentially the standard Poiseuille flow

except that the flow is driven by the periodic forcing term.
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It is necessary to conduct experiments and numerical studies to investigate

blood flow, and various previous studies can be found on this.
Some of the numerical studies or computational methods of both unsteady and
steady flow include analytical solutions. For example, in 2D, He and Lou [25] pro-
duced second order accuracy for the error between the numerical and analytical
solutions. Cosgrove et. al. [14] generated second order accuracy with halfway
boundary conditions as well as for the forcing term. Latt [36] found that the error
increases with high grid size in some cases. All these authors are examples of
very good results which compare well with the analytical solutions.

Artoli [5] presented Womersley flow in two and three dimensions with stan-
dard bounce back boundary conditions at the wall. When he fixed the Reynolds
number, he was able to produce first order accuracy using modified bounce back
boundary conditions and a second order forcing term in 2D. In addition, he ob-
tained first order accuracy when he fixed the Reynolds number corresponding to
the range of grid sizes and periods, respectively, to keep the Womersley num-
ber a constant in 3D. This method, using a curved boundary condition, results in
a range of relaxation time. Later, Artoli et. al. [4] studied steady flow in a two
dimensional symmetric bifurcation.

In this chapter, moment-based boundary conditions are used with the Lattice
Boltzmann method (LBM) to simulate numerically 2D flow driven between two
parallel plates by a pulsating pressure gradient. This flow simulation is achieved
using a model of single relaxation time under both Navier-slip and no-slip con-
ditions, with two different approaches to the investigation of convergence. The
first, which is used for no-slip conditions, employs acoustic scaling in which the
Reynolds, Mach and Womersley numbers are fixed whilst the LBM relaxation time
is varied. The second approach uses diffusive scaling, for Navier-slip conditions,
where the Womersley and Reynolds numbers and relaxation time are fixed, and

the Mach number decreases as the grid size increases.

69



5.2

5.2. MOMENT-BASED BOUNDARY CONDITION

Moment-based boundary condition

At the planar boundaries aligned with grid points of the D,Qg, LBM post-streaming
has 3 unknown incoming distributions that can be found using 3 linearly indepen-
dent moment conditions. Physical constraints are imposed on 3 linearly inde-
pendent hydrodynamic moments in the moment-based boundary scheme, from
which the 3 unknown distribution functions at a boundary are obtained.

In order for this condition to be applied, it is assumed that there is a solid wall at
both North and South flow boundaries. When the streaming step is complete, it is
apparent that the unknown distribution functions at the North boundary are £,, f-
and f, and at the South £,, f5 and f.

Three linearly independent moments chosen from Table (5.1) are used to imple-
ment Navier-slip boundary conditions. In this case, these are: vertical velocity
momentum pu,; tangential momentum pu,; and tangential momentum flux tensor
I1,, at the wall. These are imposed as pu, = us, puy =0, I, = § + pu?, where
us is the slip velocity (NB: p = £ is the pressure). We define the tangential mo-
mentum flux tensor as IT,, = 1%, + 1., Also, 1!, ~ d,u,, which is zero under
either no-slip or slip conditions. Then, at either the North boundary or the South,

piiy = 0, piiy = pus — IpG, and T, = £ + pu? — pGu,, where F = p (G,,0) is the

body force.
Moments Combination at the North boundary Combination at the South boundary
p,puy,Ilyy Jatfit+1s h+fs+Ts
p”)csnx_wa_vy fS 7]‘7 fS 7]‘()
Iy, Q)cxyaRxxyy f 8 +f 7 f:i + f 6

Table 5.1: Moments at the North and South boundaries.

Now, the system can be solved as shown in equation (5.2.1) to find the three
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unknown distribution functions.

— — — — — — 6[
Py = f1+fs+fs— (f3+fe+17) :p”s_prx’
ity = fr+ fs+fe— (fa+F1+Ffs) =0,

Moo= 7y +Fs+Fs+ (Fs+Fo+F7) = &

+pu? _pGxus.

(5.2.1)

At the South wall, for example, the unknown distribution functions are f,, f5 and

fe

Fo=Fi+Fs+ Fat2 (Fy+7s) =& = pul = pGou,
pP_o
6 4
Foe T Tt P 06— Lo 1oz O

f6_ f3 f7+6+4pGX 2p“s+2pus szXuS9

_ _ _ 1 1 o)
fs=—fi—fs+ pGx“‘EP”S"’Ep”?_E[pGx”h

the density is calculated by using the definition of density which is
p=fotfi+tftfatfatfs+fe+f1+]3
and puy, so the density is
p=Ffo+fi+fi+2(fa+fr+Ts).
and at the North 7,, 75 and fg

Fa=Fi+FatTs+2(Fs+Fs) =& = pul +pGuu

s _ 7 _F P o 11, o
f7_ f3 f6+6+4pGx 2pu5—|—2pu5 szxus,

- p &

- 1 1 5,
fS:_fl_f5+g_ZpGx'i'Epus‘i‘EpM?—EpGxus,

(5.2.2)

(5.2.3)

(5.2.4)

where p = fo+ f1+ f3+2 (f2+ f5+ f6) is obtained using the definition of density
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along with p#,. Now, the slip velocity at the wall can be found. We know that

0, 0, 0,
H Xy — ny + zl ny zl HO EIP (Gx”y + ”sGy), Uy = Ug,
o)
Xy + 2[ ny,
— 2741
My = —— 11y, 525
Y o Xy ( )

where u, =0 and G, =0, so,

2T

xy:M—H(ﬁxy),
27 _
Iy = o1 (fs—Fe+f1—1s)- (5.2.6)

The slip velocity is proportional to the shear stress at the wall as explained in
section (4.5), sO uy; = [;dyu,q, Where n = 0 and [ is the slip length. From the
Chapman-Enskog expansion seen in section (3.2), the shear stress at the wall is

defined as
My =119, + 71, = ga + Pty + 7 P oty + D) = 7 3”8 y = — 11 sity.

Therefore, the shear stress is defined as Iy, = —udyu,q, Wheren=y=n=0and

U=vp= %p. Also,

l

Us = _ﬁsnxy, (5.2.7)
=l 2t —
=—p——""TI, 2.
pPpus = —p 02t 1 Xy (5 8)
_ls 21 _ls 2T _6lS

= ; SO,
T pRT+1) (2t+1)

—6l

= oarsn s Tt 1s). (5.2.9)

At the South wall the shear stress is positive toward the wall, hence I1,, = — o, u,a,

where n =y > 0 and the unknown distribution functions are f,, fs and f. These
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are substituted into Eq (5.2.9), to find that the slip velocity is

6l [ - - i
Mszm<—f1+f3+2f7—2f8+Pus—§PGx>,
—6l, o
_ _ 2fe—pGy ). 2.1
U p(1+2f+6ls)( f1+f3+2f7-2f3 ZPG) (5.2.10)

At the North wall the shear stress has a negative sign because the shear stress

is negative toward the wall, hence

(Hx ) = — (—u8yuwa”), (521 1)
and
__ O g 77 (5.2.12)
“s—m(fs_f6+f7_f8)' 2.

At the North wall the unknown distribution functions are f,, f; and fg, which we

substitute into Eq (5.2.9)

6, (- - 1
Mszm(fl—f3+2f5—2f6+§PGx—Pus),
6, S
_ - 2F+~pGi ). 2.1

Using u, = ugy = 0 the unknown distribution functions with no-slip boundary condi-

tion can be found.

The exact solutions for pulsatile flow
Two-dimensional pulsatile flow, also known as Womersley flow, is driven by a
pulsating pressure gradient implemented with an equivalent body force G, =

(2U.v/h?) cos(wt) in the x-direction, where U, is the centreline speed for the zero

frequency case (i.e. Poiseuille flow), % is the channel half-width, v = gg}; is Kine-

matic viscosity and Re,; is the centreline Reynolds number. Under no-slip bound-

ary conditions, the exact solution at u, =0aty=+his

e _ g [—_] (1 _ cosh ((1+j)Wo%)> eﬂ}grt] ’ (5.3.1)

U, Wo cosh ((1+ j)Wp)
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where Wy = /5, /1 is the dimensionless Womersley number in which w = 2?” is the
pulsation angular frequency, j =+/—1, ¢t is the time and P is the period.

Under Navier-slip conditions, the exact solution u, = u; = ls|%| aty==his

Uy us cosh (14 j))Woy)  j cosh ((1+ j)Wo7) 2
A (E com (T )W) " Wo (1‘ o ({17 ) ) ) < |32
u (= 1) Kysinh (15 )W) 533

Ue  Wolcosh ((1+ j)Wo) — KxWo (1 + j)sinh ((1+ j) Wo)]’

where K, = % is the dimensionless slip length. It is evident that both of these

exact solutions are independent of the Reynolds number.

Simulations

The LBM and boundary conditions discussed previously are used in this pulsatile

flow simulation, with a horizontally periodic domain. Computational grids of di-

mensions n, x n, are used, where n, =2 and n, = 16,32,64,128,256,512. The
ny

channel half width in the lattice units is # = ='. Over a single period, the norm

error || L(p) ||2 is

1 1

||Z(p> ||2 == - Z|uLBM(l,ra9’p>_uExact (l7r99’p)|2’ (541)
ng nxny 5

where [ =0,...,n.,r = 0,...,n, and ng is the number of angles in a period, which in
this case assumes ny = 8. We then run the total computation until 1 = kP, where
k is the number of periods that are necessary for the computations to achieve a

fully-periodic state.

5.4.1 Simulation under no-slip boundary conditions
5.4.1.1 First simulation: acoustic scaling

We fix the centreline velocity in lattice units at U. = 0.1 in this simulation, which

fixes the Mach number to Ma <« 1. The centreline Reynolds number Re.; = U;‘h
is also fixed, as we vary the grid size. This allows v to be specified, giving the

relaxation time 7 = 3v. Additionally, the Womersley number is fixed so that the
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nyn'Re(,l
2WGU,

period P = making the timestep 6+ = 1/P proportional to grid increment
ox = 2/ny, which therefore halves as the grid size doubles. The examination of
the convergence is done by altering the grid size n, as well as correspondingly
altering 7 and P in order to keep constant the Reynolds and Womersley numbers.
Womersley numbers close to the ones used in references [25], [5] and [14] are
chosen. These are detailed in Figure (5.2), where Figure (5.2)(a) shows that
for the chosen low frequency Wy = 0.194 the velocity is parabolic. These results
are maintained across a range of Re.; and grid sizes. In the case of the chosen
high-frequency Womersley number, Wy = 12.533, the velocity profile is flattened, a
result which is also maintained across a range of Reynolds numbers, in this case
from 0.5 to 500. Typical results for grid size 64 are shown in Figures (5.2)(a) and
(b).

However, the chosen moderate Womersley number W, shows LBM velocity which
does not concur with the analytical solution for the low Reynolds number Re.;=0.5
even as grid size increases, as can be seen in Figures (5.2)(c) and (d). Indeed,
this simulation seems to converge to a different solution from these parameters’
exact one. In this case it is noted that Kinematic viscosity v ~ % increases with
the increase of the period P ~ %, and that A = ﬁ is therefore too small for
the LBM to have sufficient reaction time to the changes in the pressure gradient,
which remains so even for larger grid sizes. However, with higher Re.; a better
agreement is seen between the numerical results and the analytical ones. An
example can be seen in Figure (5.2)(e), where the rate of relaxation is A > 0.5

and the period P = 50n,, so that the LBM does have enough time to react to the

changes in pressure.
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(d) n,=512 (e) n,=16

Figure 5.2: (a) Wy = 0.194, Re.,; = 5 (b) Wy = 12.533 with Re.; = 50 (c), (d) Wy = 3.963,
Re.; = 0.5 and (e) Wy = 3.963, Re.; = 5. Blue lines: LBM; x: exact solution.

In this simulation, the low Womersley number shows a flattening off of the
norm error for every Reynolds number, i.e. the method does not converge to the
exact solution, as can be seen in Figure (5.3)(a). This behaviour has also been
observed by Artoli [5] for Wy ~ 15 and W, = 8 in both 2D and 3D. Latt [36] noticed,
furthermore, that in some cases the error is increased with high grid size. The
method does converge for higher Reynolds numbers as the Womersley number
increases, as shown in Figure (5.3). However, each case shows a convergence
of the numerical process as the grid size increases, even though the results do
not always converge to the exact results. This is shown in Figure (5.4), in which
the error between velocities computed with grid sizes 16 - 256 are contrasted with

grid sizes obtained by n, = 512.
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Figure 5.3: Norm error between LBM and exact solutions velocities at n, =
16,32,64,128,256,512 for acoustic scaling.
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Figure 5.4: Numerical norm error between LBM velocities computed with grid sizes n,
from16 to 256 and compared with fine grid sizes n, = 512 for acoustic scaling
and Wy = 3.963.

5.4.1.2 Second simulation: diffusive scaling

Given that in some cases that the approach above results in a lack of convergence
to the analytical solutions, this second approach employs diffusive scaling. The
relaxation time t is fixed in this case, and since this determines v, the centreline

Reynolds number is fixed at Re.; = UZ(? by variation of the centreline velocity U,

proportional to grid spacing éx = 2/n,. In this case, the fixing of the Womersley

3”(”y)2
aWit

number results in period P = and therefore 8¢ ~ 8x?, making the timestep
reduce by a factor of 4 as the grid size doubles. Otherwise, this convergence
study is similar to the acoustic scaling mentioned above, i.e. Re.;, Wy and t are
fixed as grid size varies, and it is noted that the Mach number in this case is
inversely proportional to n,. This approach has been used by Artoli [5], He and
Lou [25], Latt [36] and Cosgrove et. al [14]. At the outset T = 0.6 was chosen, as

was done by Artoli [5] and He and Lou [25].
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Figure 5.5: The velocity for t =0.6. Blue lines: LBM; x: exact solution.
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Figure 5.6: (a) and (b) are the norm error vs period number, and (c) norm error vs n, for
7=0.6.

The comparisons between the exact and the numerical velocity profile solu-
tions for a range of Womersley numbers are successful, as can be seen in Figure
(5.5)(a-c). It should be noted that convergence to the final periodic state needs
to take place over a number of periods, rather than being instantaneous, and that
this number is dependent upon W, as well as the grid size, as can be seen in
Figure (5.6)(a) and (b).

However, a second-order convergence is found for a range of Wy, as can be seen
in Figure (5.6) (c), which is similar convergence behaviour to that found by He

and Lou [25], Artoli [5], Latt [36] and Cosgrove et. al [14].

5.4.2 Simulation with Navier-slip boundary conditions

Again, this simulation uses diffusive scaling - in other words with fixed relaxation
time and 8¢ ~ §x? - and a range of slip lengths are investigated for their effects on
both the velocity profile and the norm error when different Womersley numbers

are used. Figure (5.7) shows a strong agreement between the LBM predictions
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and the exact pulsatile flow solution. Slip velocity’s effect is evident here. Figure
(5.7), for example, shows that different slip velocities exist, and that with K,, = 0.388
they are generally larger in magnitude than with K,, = 0.194. The same figure also
shows that slip velocity is reduced with K, = 0.0194 and the results are nearing
no-slip.

This slip velocity behaviour occurs at every Womersley number, as can be
seen in Figure (5.7), but slip velocities with high frequency Wy = 11.201 are not
as large as slip velocities with low frequency Wy = 0.3545 or middle frequency
Wo = 3.545 as is demonstrated in the Figures (5.7).

Each Womersley number has different maximum velocity, the smallest of which
is 0.008 at Wy = 11.201, whilst the largest is approximately 1.8 at Wy = 0.355. Sec-
ond order accuracy is achieved, but not due to this largest maximum velocity.
Rather, it is because with W, = 0.355 and t = 6 accuracy of second order occurs

at all K,,. Therefore, in this case, the relaxation time has a power or effect.

2 ; i ; 1.5 ; . ; 1.5
1.5 1 q 1
1 4
05 0.5 05
o o o
3 0 3 2 o 3 0
o =} =}
0.5 05 0.5
-1 é
15 | -1 -1
2 ‘ ‘ ‘ 15 : : : 15 ‘ ‘ ‘
-1 -0.5 0 05 1 -1 -0.5 0 0.5 1 -1 -0.5 0 0.5 1
y/h y/h yh
(a) K, = 0.388 (b) K, = 0.194 (c) K,=0.0194

0.1 " " " 0.1 " " " 0.1
0.08 0.08 0.08
0.06 0.06 0.06
0.04 N 0.04 0.04

0.02 ¢ 5 0.02 0.02
0 R
-0.02 ¢ ?

0 2 0

=
-0.04 g -0.04 -0.04
-0.06 -0.06 -0.06
-0.08 -0.08 -0.08
-0.1 ‘ ‘ ‘ 0.4 ‘ ] ‘ -0.4

-0.02 -0.02
-1 0.5 0 0.5 1 -1 0.5 0 0.5 1 -1 05 0 0.5

u,/Ug
u,/Ug

1
yh yh yh
(d) K, =0.388 (e) K,=0.194 (f) K, =0.0194

79



5.4. SIMULATIONS

yh y/h

(@) K,=0.388 (h) K, = 0.194 (i) K, =0.0194
Figure 5.7: (a), (b) and (c) W = 0.3545, T = 0.6; (d), (€) and (f) Wy = 3.545, T = 0.6; (g),(h)

and (i) Wp = 11.201, 7 = 0.6, n, = 512. Blue: velocity profile of LBM; red:
velocity profile of exact solution.

Convergence to the final periodic state must also take place over a number of
periods with slip velocity, and this number not only depends upon W, and the grid
size, but also on K, and relaxation time t, as demonstrated in Figures (5.8), (5.9)
and (5.10). It is clear that the number of periods with low frequency Wy = 0.3545
is always two for the velocity profile, as seen in Figure (5.8), and more than two
with high frequency Wy = 11.201 and middle frequency W, = 3.545, as shown in
Figures (5.9) and (5.10). The number of periods for slip velocity is less than that
for velocity profile, in both cases with 7 = 6,0.6 for high frequency Wy = 11.201 and
middle frequency Wy = 3.545, while they are larger for slip velocity than for velocity
profile when both have small relaxation time 7 = 0.06 for W, = 11.201 and Wy =
3.545 as shown in Table (5.2) (see p.85-86). In addition, the number of periods for
slip velocity are less than that for velocity profile, in both cases with 7 = 6,0.6 for
high frequency Wy = 11.201 and middle frequency W, = 3.545, while the converse
is true for slip velocity and velocity profile with small relaxation time © = 0.06 as
shown in Table (5.2) (see p.85-86). Furthermore, the increase in relaxation time
leads to a decrease in the periods required to reach the convergence state for
velocity and slip velocity, as shown in Table (5.2) (see p.85-86). In general, the
reduction in K, leads to a reduction in the number of periods required to reach
the convergence state, at both high frequency W, = 11.201 and middle frequency
Wy = 3.545, as seen in Table (5.2) (see p.85-86) and Figures (5.8), (5.9) and
(5.10).
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Figure 5.8: The number of periods at T = 0.6 and W, = 0.354.
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Figure 5.9: The number of periods at 7= 0.6 and W, = 3.545.
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Figure 5.10: The number of periods at T = 0.6 and Wy = 11.201.

The value of the norm error in the velocity is increased by increasing the re-
laxation time at each Womersley number, K,, and each grid size. This is demon-
strated in in Figure (5.11). The relaxation time for slip velocity also increases
in this way, and examples at Womersley number Wy = 3.545 and Wy = 0.355 are
shown in Figure (5.12). Additionally, the value of the norm error in the velocity is
larger than that in the slip velocity, at each Womersley number, relaxation time,
K, and grid size, which is demonstrated in Figure (5.11) for velocity and in Figure
(5.12) for slip velocity. It is also evident that, at relaxation time 7 = 0.6,0.06 with
middle and low Womersley numbers, the value of the norm error in the velocity
increases when the K, increases, independent of grid size, as seen in Figure
(5.11)(b),(c),(e) and (f). However, at large relaxation times such as t = 6, a de-
crease in the K, does not affect the value of the norm error for velocity, as is clear
from Figure (5.11)(a) for Wy = 0.355 and (d) for Wy = 3.545. In addition, the value
of the norm error for slip velocity increases as the K, increases, at every grid size

and Womersley number, as seen in Figure (5.12).
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Figure 5.11: The order of norm error at different K,, with Navier-slip boundary condition.
(a), (b), (c) for Wy = 0.3545, (d), (e), (f) for Wy = 3.545 and (g), (h) for Wp =

11.201.

The convergence behaviour found in the Navier-slip simulation is demon-

strated in Figure (5.11).

It is evident that the numerical results and the error

behaviour which follows are, for the given Wy, K,, determined completely by the

value t. We therefore obtain the norm error by given 7, Wy, K,,, double the grid

size n, and divide U, by factor 2 in order to fix Re;. Thus, the Mach number is

reduced when the grid size is doubled. For example, at n, = 16 and U. = 0.1 the

. U,
Mach number will be around Ma = =< =0.172 and at ny =512 and U, = 0.003125

Cs
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the Mach number will be around Ma = 0.0054. We can conclude that this kind
of scaling is good to use for incompressible flow because the Mach number is
reduced and tend to zero. For 7 = 6, we see that convergence is of second or-
der, generally, independent of W, and K,,. However, for T = 0.6 and 0.06, it becomes
around first order in the case of non-zero K, as grid sizes increase. Also, errors
tend to be larger for high values of K,,, except when the relaxation time is large,
such as t = 6, when the error is small even with large K,. This can be seen in
Figure (5.11)(d). Since the slip velocity is produced as a simulation outcome, in-
vestigating how slip velocity error impacts overall error is interesting, and is shown
in Figure (5.12). In general, the norm error in the velocity is greater than that in
the slip velocity, at every relaxation time, Womersley number, K, and grid size.

This can be seen in Figures (5.11) and (5.12).
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Figure 5.12: The order of norm error for slip velocity at different K, with Navier-slip
boundary condition. (a), (b) for Wy = 0.3545; (c), (d) for Wy = 3.545; (e),
(f) for Wp = 11.201
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T Wo kn ny The number of periods (k) The number of periods (k) for slip velocity
16 2 2
0.388, 0.194,
32 2 2
0.0194
64 2 2
6,0.6, 0.06 0.355 128 2 2
256 2 2
512 2 2
16 10 9
32 13 16
64 15 18
0.388 128 18 20
256 20 24
512 25 30
16 8 7
32 12 8
64 14 10
6 3.545 0.194 128 15 11
256 22 13
512 24 18
16 6 6
32 8 7
64 10 8
0.0194 128 12 9
256 15 10
512 18 15
16 5
32 5
64 8
0 128 10
256 13
512 15
16 10 7
32 20 18
64 23 20
0.388 128 25 22
256 30 25
512 33 29
16 10 5
32 18 13
64 20 18
0.6 3.545 0.194 128 23 20
256 25 24
512 28 28
16 8 4
32 18 10
64 20 13
0.0194 128 25 19
256 28 23
512 25 20
16 5
32 12
64 15
0 128 20
256 22
512 25
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16 22 28
32 26 30
64 39 38
0.388 128 45 52
256 56 60
16 19 24
32 23 28
64 33 35
0.06 3.545 0.194 128 40 45
256 50 58
16 15 20
32 18 25
64 22 29
0.0194 128 30 34
256 36 40
16 12
32 15
64 19
0 128 26
256 30
16 100 90
32 110 115
0.388 64 124 120
128 137 130
256 145 140
16 100 88
32 125 110
0.6 11.201 0.194 64 132 123
128 137 129
256 142 135
16 72 70
32 86 80
0.0194 64 90 86
128 114 97
256 125 118
16 60
32 60
0 64 60
128 60
256 80
16 100 106
32 115 118
64 128 127
0.388 128 129 136
256 133 150
16 90 96
32 95 100
64 108 117
0.06 11.201 0.194 128 110 122
256 120
16 64 70
32 68 80
64 74 85
0.0194 128 100 122
256 120 140
16 50
32 55
0 64 60
128 72
256 90

Table 5.2: The relation between the Womersley numbers and the number of periods
for the norm errors in velocity and slip velocity, at different grid sizes k, and
relaxation times, in two dimensié)gs.
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5.5. CONCLUSION

Conclusion

To conclude, a numerical simulation of pulsatile flow in two dimensions has been
performed, in which no slip and Navier-slip conditions were imposed using the
lattice Boltzmann method with moment-based boundary conditions. Two ap-
proaches have been used to perform grid convergence studies. The first used
acoustic scaling in which the Reynolds, Womersley and Mach numbers were
fixed. The second used diffusive scaling, in which the lattice relaxation param-
eter was fixed in addition to the Reynolds and Womersley numbers. Computation
of the velocity profile was performed, for comparison with exact solutions. Norm
errors were also computed, and the approach was demonstrated to be of second-
order accuracy for diffusive scaling in the case of no-slip. This second order ac-
curacy, however, was not shown in the acoustic scaling method. This is because
the small relaxation rates due to small Re.; do not allow enough time for the veloc-
ity to relax to equilibrium. In the case of Navier-slip, second-order convergence
was generally noted for t = 6, though first-order appeared to be approached for
7 = 0.6,0.06 for non-zero K,. The errors in the computation of slip length were, in

general, less than the errors for velocity overall.
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6.2

Chapter 6

3D pulsatile flow with no-slip and
Navier slip boundary conditions

Introduction

This chapter details a three-dimensional simulation of the pulsatile flow between
parallel plates, driven by a pulsating pressure gradient, using the Lattice Boltz-
mann method (LBM) with moment-based boundary conditions as before. Once
again, the model used is single relaxation time, under both Navier-slip and no-slip
boundary conditions. The investigation into convergence uses a diffusive scaling,
with a basis of fixed relaxation time and Reynolds and Womersley numbers, while
the Mach number reduces as grid size increases. This simulation uses the three

dimensional lattice D30Q;9 and x-direction flow.

Moment-based boundary condition in three dimensions

The moment-based boundary condition in two dimensions that we saw previously
is now extended to three dimensions. In three dimensions, there are always 5
unknown incoming distributions at the planar boundary faces, aligned with grid
points, in D309 LBM post-streaming. In the moment-based boundary approach,
five linearly independent moment conditions can be used to find these incom-
ing distributions, by imposing physical constraints on five linearly independent
hydrodynamic moments, and using these to obtain the five unknown distribution

functions at a boundary.
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Moments Combination of unknown distribution functions at the South boundary
pug, 1Lz, Orze Jii—fia

puy,I1yz, Oy fis—fig

p,puz, Il Ss+fu+fiat fis+ fis

Iy, Ryxzzs Oz Ju+ fia

Iy, Ryyzzs Oyye Sis+ fis

Table 6.1: Moments at the South boundary, in 3D.

Moments Combination of unknown distribution functions at the North boundary
Py, —Iliz, Orzz Jiz—f13

puy, =Ty, Oy, S16 — f17

—p,puz, —Il; —fe— fiz—fi3— fie— fi7

I, Ryxzzs — O Jiz+f13

Iy, Ryyzze, —Oyyz Sie+ f17

Table 6.2: Moments at the North boundary, in 3D.

Moments Combination of unknown distribution functions at the East boundary
=P, Pty — Ty —fa—fs—fo—fiz— fia

puy, —Tly, Oxey fs—fo

puz, =Lz, Oxxz —f13+ fa

Iy, = Oy, Ry fs+fo

I, = Oxzes Rinzz f13+ fia

Table 6.3: Moments at the East boundary, in 3D.

Moments Combination of unknown distribution functions at the West boundary
P, Py, Iy Si+ i+ fio+ i+ sz

puy, Iy, Oxry f1—fio

puz, Iz, O JSu—fi2

Iy, Quyys Ry Jf1+fio

I, Ouezs Rixzz fu+fiz

Table 6.4: Moments at the West boundary, in 3D.
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6.2.1 Pulsatile flow with Navier-slip boundary conditions

In pulsatile flow simulation for three dimensions, moment-based boundary condi-
tions are utilised at the North and South walls to implement no-slip and Navier-slip
boundary conditions. The periodic boundary condition is used at the inlet (West
side) and outlet (East side) and the flow is in x-direction, is driven using body
force which is in x-direction. The slip velocity is specified as x-direction and zero

velocity is specified as y- and z-direction. So, the assumption will be

Uy = Ugy, Uy =U; =0, (6.2.1)

and the five independent moments are

Pux = PUsx,
puy = puy, =0,
pu; = pu; =0,

HO p5x+puxux— + puyly = §+pu§x,

I, = 6yy+puyuy = (6.2.2)

u.)lb w|‘o

Also, the body force in x-direction is F = (pG,,pG,,pG;) = (pGy,0,0), the tan-

gential momentum flux tensor is I, = I, + 711}, = g —T— p8xux P +pu§x and
I, = IT), + 711}, = % 2P Uy = % o)

Plix = Pllgy — %pGx,

Py = Puy — %pGy =0,

puz = pu; — éPGZ =0,

M, = M+ ft T — %Hﬁ? O (PGt 1pGy) = §+pu?x ~8pGi,

M0, = I, + ff I, — % o 5’ 5 (PGyuty +uypGy) = %, (6.2.3)
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SO

o
EpGX’

pic=f1—fr+f1—Fs—fo+fio+ i1+ 12— Fi3—fia = Putsx—
piy = f3—f4+f1+Fs—fo—fro+fis+fie—f17— 18 =0,
pu.=fs—fo+fii—Fio—Fiz+fiatfis—fie—fir+fis=0,

= fi+fo+fr+fstfotfiorfutfi+tfis+fiu= BJFPM?x— %P Gx,

3
Iy = f3+fa+fr+fs+fotFrot+fist i+ f17+fis= g (6.2.4)
The unknown distribution functions at the South wall are
75’711’714’715’718' (625)

By solving system (6.2.4) we can find the unknown distribution function at the

South wall which are

fs=fi+fatFs+Ffatfe+2f1+2fs+2fo+2f10+2f 12 +2f 13+

— — 2
2f16+2f17— gp + 6lpGxusx —Pufx,

o F T 7 P O 12,1
fu=—ri—f1—rfio f12+6 4PGx szxusx+2pusx+2pusx,
p

_ — o) o) 1 1
Jfu=—fo—fs—Sfo—fizt+ 6™ ZIPGx - Ethxusx‘i_ Epu?x— Ps
fis=—fs—f1—T1s _716+%’

fis= —74—79—710—7174-% (6.2.6)

The unknown distribution functions at the North wall are

SfesS12:f13:f16: S 17- (6.2.7)
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Again, by solving system (6.2.4), we can find the unknown distribution functions

at the North wall which are

fe=F1+ ot 3+ fatFs+2f74+2fs+2fo+2f10+2f11+2f14

- — 2
2f1st2f1s— 3P+ &P Gty — pusy,

fo=—fi—Ff1—Ffuo—Ffu+ % - %PGx - %pGxusx‘f‘ %pufx + %pusx,
fiz=—fa—Ffs—Ffo—fiat % + %pGx — %pGxusx + %pufx — %pusx,

fi6= —73—77—78—1715+%,

fiz=—Ffs—Fo—Fio—Fis+ % (6.2.8)

Using the definition of density seen in Eq (4.7.26) and pu, in system (6.2.4) we
can find the density at the South and North walls. At the South wall it is

p=fotfi+ ot fat+fat+2fs+fr1+fs+fotfiot2fia+2f13+2f16+2f 17
(6.2.9)

and at the North wall

p=rfot i+ o+ 3+tFfat2fs+fr1+ s+ o+ fio+2f11+2f14+2f15+2f 1
(6.2.10)

Now we have to find the slip velocity u,, in the case of u, = . = us and u, =

u, = 0. The equilibrium shear stress is

. = %(SXZ—I—puqu —0, (6.2.11)
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and

— 0 o) o

[, =1L, + 2t I1,, — zt HO > —p (Gyu; +u,G;) ,where  u, = uyy,

0
XZ+ 2t HXZ,
— 21+1
Hx = XZs
Z 2T Z

— - — — 27+1
(fi1—Frot+fiz—rFia) = I, (6.2.12)

2T

We know that the slip velocity is proportional to the shear stress at the wall as
explained in section (4.5), SO u; = [;0,u,,.;- From the Chapman-Enskog expansion

section (3.2),

M. = I, + 1., = gaxz ¥ g, — f%(&xuz Vo) = — o, (6.2.13)
S0,
Usx = _lsaz”x = _az”wall’ (6-2-1 4)
and
sz = _l_;uusxa
_lS
= Usy = _sz, (621 5)
u
= Uy = kb 2T g
SX — u 2"5—'—1 -XZ
Iy 2t = — — _
:>”sx:72T+1 (fu—Fo+fi3—rFa)
—6, _
Usy = m(fn frot+Fi3—fia)- (6.2.16)

At the South wall the shear stress is positive toward the wall, so ug; = —1;0,u,a11,

—1
where n > 0 and u,, = TSHXZ. Thus

6l —_ _ _
Usxy = (m (11— f12+f13—f14)>’ (6.2.17)
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while, at the North wall the shear the shear stress is negative, so u; = I;0,u,u

[
and ug, = ﬁHxZ. Hence

- 6, - -

usxz—(p(21+l)(f11—f12+f13—f14)>:m(fll—f12+fl3—fl4)
61, 5 .

" p(6l,+21+1) (EpGerfl_f2+f7—f8—f9+f10+2f12—2f13>-

(6.2.18)

The moment-based boundary condition with no-slip at the South and North walls

is obtained by setting a zero velocity at x-direction as seen in Eq (6.2.1).

6.3 The exact solutions for pulsatile flow

For three-dimensional pulsatile flow, or Womersley flow, the exact solutions are
the same as for two dimensions, where the pulsating pressure gradient is im-
plemented with an equivalent body force G, = (2U.v/h?*) cos(wt) in the x-direction
where h is the channel half-width, U, is the centreline speed for the zero frequency
case (i.e. Poiseuille flow), i is the channel half-width, v = % Kinematic viscos-
ity and Re.; the centreline Reynolds number. The exact solution under no-slip
boundary conditions at u, =0 and z = +h is

Uy o |—J cosh ((1+ j)Wo#) 2w
—_m[% (1— cosh((H—j)WOh) ) e ] (6.3.1)

where j =+/—1, Wy = /5l is the dimensionless Womersley number in which
W= 27” is the pulsation angular frequency, ¢ is the time and P is the period.

With Navier-slip conditions u, = u; = l51%| at z = +h, the exact solution is

Uy us cosh ((L+ j)Wo) cosh ((1+ /) Wo%) 2
U, X (UC cosh((l—kj)Woh) +W0 (1_ cosh((H—j)Woh) >> ¢ ]’ (6.32)
U (j—1)K,sinh ((1+ j)Wp)

Ue~ Wolcosh ((1+ /) Wo) — KWo (1+ j) sinh ((1+ ) Wo)] (6.3.3)
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with K, = % being the dimensionless slip length. It is evident that both the exact

solutions, for no-slip and for Navier-slip, are independent of the Reynolds number.

6.4 The simulation
This simulation utilises diffusive scaling, i.e. with fixed relaxation time and ¢ ~

5x>. Similarly to the case in two dimensions, we select a range of different slip

lengths.
B —
1A
N
s 0 051
2 2 2
(a) K,=0.388 (b) K, = 0.194 (c) K, = 0.0194,0

0.1 T T T 0.1F

5-1072 5-1072F

0

=}
uy/Ue

—5-1072 —5-1072F

s 0 0s 1 s 0 o5
Z Z
(€) K, = 0.194 (f) K, = 0.0194,0

1073 1073
\ ‘ ‘ ‘ ‘ N
5 5 ‘A%
< S > < s
-5 -5 d
-1 05 0.5 1 -1 —05 0 0.5 1 05 1
z z Z
(g) K, =0.388 (h) K, =0.194 (i) K, =0.0194,0

Figure 6.1: Blue: velocity profile of LBM; Red: velocity profile of exact solution at
t=0.6 and n, = 128. (a), (b) and (c) for Wy = 0.3545; (d), (e) and (f)
for Wy = 3.545; (9), (h) and (i) for Wy = 11.201.

Again, as we see in Figure (6.1), there is a strong agreement between the

predictions of the LBM and the exact solution of pulsatile flow. The effect of
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slip velocity is also the same as for two dimensions, for example in the differ-
ence in magnitude of slip velocities. These slip velocities are still reduced with
K, = 0.0194, with the results that are very close to those for no-slip in the two-
dimensional simulation. It is clear also that the slip velocities with high frequency
Wo = 11.201 are still smaller than those with low frequency Wy = 0.3545 or middle
frequency Wy = 3.545, as in the 2D simulation. Again, every Womersley number
has a different maximum velocity which is the same in both 2D and 3D simula-
tions, so the smallest is again 0.008 at Wy = 11.201 and the largest around 1.8
at Wy = 0.355. The largest maximum velocity still does not have the power to
achieve the second order accuracy of the method, which is clear with W, = 0.355

and 7 = 6, where the second order accuracy occurs at all K,,.

100 : —0‘— n; = 16 E
Q 1 -@ n, =32 |] s
S 10 e n, = 64 2
) 102 -n, =128 | ]
£ A, =256 =
20 e
2 10 2
0] _s 0]
10 =
1076 ‘ ‘ ‘ L ‘ ‘ ‘ ‘ L3
1 2 3 4 5 1 2 3 4 5
The number of periods The number of periods
(a) K,=0.388 (b) K,=0.194
—0‘—11;:1‘6 —‘—n;:l‘6
< 107! o n. =32 |f < 107! o n.=32 |
SN R — 2 e m, = 64 [|
5 107 =128 g 10 =128 [}
5 10-3 A, =256 || 5 10 - =256
£ € 1
s 107 5 10~
c
2 1073 2 1073
= =
1078 L S —
1 2 3 4 5 1 2 3 4 5
The number of periods The number of periods
(c) K, =0.0194 (d) K, =0

Figure 6.2: The number of periods at T = 0.6 and W, = 0.354.
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The norm error (L,)

The norm error (L,)
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The norm error (L,)
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The number of periods
(b) K, =0.194
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Figure 6.3: The number of periods at T = 0.6 and Wy = 3.545.

The norm error (L,)

The norm error (L,)

1071 pajaity
25 —— n;:64
10°2¢ =, =128 |
1073 PN
N —
107 N
10—5 L I I I I
0 50 100 150 200
The number of periods
(a) K,=0.388
0| ~ik]
i —— n, =64
1072k =, =128 |
:\
1073 N
aIN—
1078
10—5 L I I I I
0 50 100 150 200

The number of periods

(c) K, =0.0194

The norm error (L,)

The norm error (L,)

10" Thn
R ——n, =64 ]
1072+ —=n =128 |
\ 1
1073 N

I
10 L
10—5 I I I I ]
0 50 100 150 200
The number of periods

(b) K,=0.194

10" Thn
——n; =64 |
1072¢ —=-n, =128 |4
N ]
103N £
M 1
10~ 1
-5 ! ! ! ! ]
107050 100 150 200

The number of periods

(d) K, =0

Figure 6.4: The number of periods at T = 0.6 and Wy = 11.201.

Like in two dimensions, in the 3D simulation the convergence state with slip
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velocity depends on the number of periods, which is dependent upon Wy, the grid
size, K, and the relaxation time 7, as shown in Figures (6.2), (6.3) and (6.4). The
behaviour of the convergence state and the number of periods are the same as
in the two dimensional simulation. For example, the number of periods for the
velocity profile with low frequency W, = 0.3545 are again always equal to two, as
seen in Figure (6.2), and that there are more than two periods with Wy = 11.201
and W0 = 3.545, as shown in Figures (6.3) and (6.4). The number of periods
for slip velocity are again less than that for velocity profile when relaxation time
7=6,0.6, Wy = 11.201 and W, = 3.545, while again the number of periods for slip
velocity is larger than that for the velocity profile when © = 0.06 for Wy = 11.201 and
Wy = 3.545, as shown in Table (6.5) (see p.101-102).

Furthermore, increase in relaxation time again leads to a decrease in the num-
ber of periods required to reach convergence state for velocity and slip velocity,
as seen in Table (6.5) (see p.101-102). Once more, at relaxation time 7 = 0.06,
a decrease in K, leads to a decrease in required periods to reach convergence
state in the case of velocity profile at Wy = 11.201 and W, = 3.545, as seen in Table

(6.5) (see p.101-102) and Figures (6.2), (6.3) and (6.4).

—+  K,=0 —+  K,=0 —+  K,=0

S jo-tl e K,=0.388 || S 102 e K,=0.388 || <5 107! e K,=0.388 ||
= —— K,=0.194 = 103} —— K,=0.194 | = —— K,=0.194
g 1072 = K,=0.0194 | e = K,=0.0194 S 103 = K,=0.0194 ||
S o 1074 1 ©
e £ 10 1 £ 03| \ |
S 10 S oo J 5
(0] -5 (0] o
10 -7 — -7 1
= 10°° ' ' ' = 1(0)*3 ' . : =10 : ' ' ' '
101.5 102 102.5 101.5 102 102.5 101.2 101.4 10].6 10].8 102
Number of grid points Number of grid points Number of grid points
(@ 1=6 (b) T=0.6 (c) ©=0.06
1 —1 1
~ 10 —  K=0 =~ 10 ~  K;=0 < 10 ——  K=0
= 100k —e- K,=0.388 || = o2k —e— K,=0.388 || = 102k —e- K,=0.388 ||
- —— K,=0.194 = —— K,=0.194 - —— K,=0.194
g 10°1E - K,=0.0194 g 5 - K,=0.0194 g . - K,=0.0194
[} ol ] o 107°¢ 5 10°3¢
g 10 E 104 ] € 104 ]
g 107} * 2 2
2 107} ] 21075 ] 2 107°¢ ]
[ = [
-5 . . i -6 . . . -6 . . . .
10 101.5 102 102.5 10 101.5 102 102.5 10 101.2 10].4 101.6 ]01.8 102
Number of grid points Number of grid points Number of grid points
@) t=6 (e) T=0.6 (f) ©=0.06
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107! : ; 10° : ;
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= — K,=0.194 - —— K,=0.194
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(g) t=0.6 (h) T=0.06

Figure 6.5: The norm error in 3D. (a), (b), (c) for Wy = 0.3545 and (d), (e), (f) for
Wo = 3.545 and (g), (h) for Wy = 11.201.
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Figure 6.6: The norm error for slip velocity in 3D. (a), (b), (c) for Wy = 0.3545 and
(d), (e), (f) for Wy = 3.545 and (g), (h) for Wy = 11.201.

In three dimensions, the numerical results and resulting error behaviour for

given Wy, K, are completely determined by the t value. The examination of the
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error uses the same method as for two dimensions. Second-order convergence
is generally achieved, independent of Wy and K;,, and 7 and errors are in general
the same for large values of K,, and small relaxation time 7 = 0.06,0.6 with low or
middle frequency, as seen Figure (6.5)(b), (c), (e) and (f). The errors are also the
same for each K, and t = 0.06,0.6 with W, = 11.201 as shown in Figure (6.5)(g)
and (f).

Convergence behaviour for velocity profile in this three-dimensional Navier-
slip simulation is shown in Figure (6.5) and for slip velocity in Figure (6.6) for slip
velocity. The behaviour of the norm error in both is similar in 3D to in 2D, as
demonstrated the same Figures (6.5) for velocity profile and (6.6) for slip velocity.
For example, the value of the norm error in the velocity profile and slip velocity is
increased by increasing the relaxation time at each Womersley number, K,, and
grid size, as seen in those same Figures (6.5) and (6.6). Generally, the value of
the velocity norm error is larger than that in slip velocity at each relaxation time,
Womersley number, K, and grid size, as shown in Figure (6.5) and Figure (6.6). At
relaxation time T = 0.6 and low Womersley numbers the value of the norm error for
the velocity increases when the K, increases, independent of grid size, as shown
in Figure (6.5)(a) and (b). For the slip velocities with the same relaxation time
range, it is noted that the norm error increases regardless of the K;, and grid size,
in the case of middle and high Womersley numbers, as shown (6.6)(e) and (Q).
However, with large relaxation times such as t = 6 with Wy = 0.3545, a decrease
in the K, no longer affects the norm error for velocity, as demonstrated in Figure

(6.5)(a), whereas it does affect that in slip velocity, as seen in Figure (6.6)(a).
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T Wo Ky ny The number of periods (k) The number of periods (k) for slip velocity
16 2 2
0.388, 0.194,
32 2 2
0.0194
64 2 2
6,0.6, 0.06,0 0.355 128 2 2
256 2 2
512 2 2
16 10 9
32 16 30
64 18 49
0.388 128 20 50
256 22 69
16 29 18
32 32 26
64 34 30
6 3.545 0.194 128 42 40
256 47 44
16 25 19
32 26 21
64 27 23
0.0194 128 32 25
256 35 28
16 25
32 28
64 29
0 128 33
256 35
16 35 17
32 39 18
64 50 20
0.388 128 59 23
256 85 24
16 19 17
32 22 19
64 26 19
0.6 3.545 0.194 128 29 21
256 33 35
16 28 18
32 40 19
64 51 20
0.0194 128 62 22
256 85 23
16 15
32 18
64 20
0 128 21
256 22
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16 22 28
32 32 35
64 38 46
0.388 128 44 55
16 18 33
32 24 40
64 30 42
0.06 3.545 0.194 128 37 46
16 15 17
32 18 19
64 22 26
0.0194 128 31 37
16 13
32 16
64 22
0 128 26
16 100 60
32 126 70
64 133 80
0.388 128 146 100
16 70 62
32 9 68
64 95 75
06 11.201 0.194 128 100 80
16 55 58
32 58 60
64 60 70
0.0194 128 64 80
16 50
0 32 55
64 60
128 65
16 68 80
32 70 90
0.388 64 100 125
128 150 160
16 65 75
32 67 80
0.06 11.201 0.194 64 80 90
128 140 148
16 54 47
32 59 61
0.0194 64 77 80
128 107 115
16 44
32 57
0 64 58
128 2

Table 6.5: The relation between the Womersley numbers and the number of periods
for the norm error of velocity and slip velocity at different grid sizes, L, and
relaxation times in 3D.
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6.5. CONCLUSION

Conclusion

To conclude, the numerical simulation of pulsatile flow in three dimensions has
been performed using the lattice Boltzmann method with moment-based bound-
ary conditions to implement no slip as well as Navier-slip conditions. Studies of
the grid convergence employed a diffusive scaling method, and the velocity pro-
file was computed for comparison with analytical solutions which are, in general,
excellent. Norm errors were also computed which showed that the method is
second-order for diffusive scaling in both no-slip and slip cases. Errors in the

computation of slip length were in general less than for the velocity overall.
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Chapter 7

Fully-developed flow in a three-
dimensional square duct

Introduction

Now we move on to consider duct flow in three dimensions, starting with fully-
developed flow which is driven by the body force in y-direction. The velocity pro-
file for this flow is examined and compared with the exact solutions for two di-
mensions. In this model, no-slip and Navier-slip boundary conditions are applied
at the South, North, East and West walls using moment-based boundary con-
ditions, and at the inlet and outlet by periodic boundary conditions, in a square
cross-section duct. These are used with second-order LBM in a three dimen-
sional square duct, in order to simulate laminar flow which is incompressible in two
regimes: the slip regime, where the dimensionless length slip is 0.001 < K,, < 0.1
and the transition regime, where 0.1 < K,, < 0.2. The convergence study is then
performed using a single relaxation time and by performing resolution for the grid

sizes.

[
2,

w Flow direction

Figure 7.1: The square duct.
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7.2. THE EXACT SOLUTIONS FOR DUCT FLOW

The exact solutions for duct flow

7.2.1 The exact solution under no-slip boundary conditions
The exact solution with no-slip boundary condition [30] at the South, North, East

and West walls is

U: (1 (1-2)— 16X, (—=1)"cosh(((2n+1) mx/2)) cos (((2n+ 1) 7z/2))
a 3 (2n+1)cosh (((2n+1)7/2)) ’

(7.2.1)

where G, = (2U,vx® /16H?) in which H = n, is the height of the channel or compu-
tational grid size at z-direction, W = n, is the width of the channel or computational
grid size at x-direction and x = (2i/n,) — 1, z = (2I/n;) — 1 where i = 0,...,n, and

[=0,...,n;.

_2_1012

z X

Figure 7.2: The exact solution «, with no-slip boundary conditions.

7.2.2 The exact solution under Navier-slip boundary conditions
The general exact solution with Navier-slip boundary conditions at these four

same walls is

42 —1—4A,6,K,
A28 ’

uy = U, i Dy, cosh(A4B,z) cos(Bpx) —

n=1

(7.2.2)

where zis defined as z=(I/n;) — 0.5, 1 =0,...,n;, x = (i/n,) — 0.5, i =0,...,ny, A} =

Dy, Dy, A _ poUcDy,

2WH
—, Ay = —, Ay = —, Re = ———— in which D;, = is the hydrodynamic
H M w M T y "TWrH ydrody

. 2—
diameter, 6, = ——

, 0, = 1 is a momentum accommodation coefficient, the
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7.2. THE EXACT SOLUTIONS FOR DUCT FLOW

dimensionless slip length is K,, = ITS in which the length slip or mean free path is
h

Iy = DyK, and

4sin(%ﬁn) |
D= . . (7.23)
A3B? |A1Bu6.K, sinh(%A4ﬁn) + COSh(%I‘Mﬁn) sin(By) + Bu

1
where B, are roots for B,tan(B,) = ABE, The body force is G, = (U.vD;?). The
1Pnin

exact solution is similar to the exact solution in Khasawneh et. al [1].

0.32':
030—-
0.28;
0.26-

0.244

0.22-
s —mmmmmm—
30 25 20 15 10 5 5 15 30

z X

Figure 7.3: The exact solution u, with Navier-slip boundary conditions.

The exact solution under no-slip and Navier-slip boundary conditions is in two
dimensions due to it being based only on x- and z-direction. Note that the exact
solution under no-slip and Navier-slip boundary conditions is independent of the

Reynolds number Re.

7.2.3 Duct flow under Navier-slip boundary conditions

In this application, moment-based boundary conditions are used on the four walls
at West, East, South and North to execute Navier-slip boundary conditions. Peri-
odic boundary conditions are applied at the inlet and outlet, and the flow is driven
by body force in y-direction. On the walls, the velocity in y-direction is assumed to

be slip velocity and to be zero velocity in the x- and z-direction, so

Uy = u; = 0,uy = ugy. (7.2.4)
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7.2. THE EXACT SOLUTIONS FOR DUCT FLOW

The body force is in y-direction F = (pG., pG,,pG;) = (0,pG,,0), so,

pux = pu; =
puy =
Iy, =
H(y)y -

0 _
sz_

0,

pisy,

%6xx+puxux = g,

gé‘yy + puyuy, = % + pu?y,

§5ZZ—|—puZuZ = % (7.2.9)

In addition, from the Chapman-Enskog expansion in section (3.2) we know that

SO,

P 2p p
I = ng_'_ Tn)lcx = § - T?axux = 5,
P 2p P
Iy = H(y)y + TH;y 3 +p”?y - T?ay”y =3 +Pu?y’
P 2p P
I, = H2z+ TH;Z = 3 T?azuz = 3
0
pux = Puy — Ethx =0,
_ 0 o)
piy = piy — Ethy = Pisy — EIPGy’
_ 0
pu; = pu; — Ethz =0,
= 0 0 0
[ = Mo+ 2_;Hxx - 2_;ng - Et (pGx”x + MxpGx) = %)a
it O O 0 O p 2
Iy =TI, + Z_THyy - Z_THyy Y (PGyuy +uypGy) = 3 + pug, — 6,pGy,
_ 1) 0 0 p
I, = I+ Z_;sz - 2_;ng - Et (PGou; +upG;) = 3 (7.2.6)

To find the unknown distribution functions at the South and North faces we
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7.2. THE EXACT SOLUTIONS FOR DUCT FLOW

use five moments which are:

pux=f1—fot+fr—fs—Fot+Fro+ i1+ fio—Fi3—Sf1a=0,

o 5
puy=f3—fatfr+fs—Ffo—fiotfis+Fie—Si7—fis=Pusy— =5

2 PO

pu.=fs—fo+fii—Sfio—fis+futFis—fie—fir+f1s=0,

Mo =f1+fo+fr+fs+fot fiotfu+ftfistfia= P

)

3
Oy, = f3+fa+ fr+Fs+ o+ fro+fis+ e+ fir+fis= % +P”§y — 8pGy,
(7.2.7)
and the unknown distribution functions at the South face are
75’711’714’715’718' (7-2-8)

This system (7.2.7) is solved to find the unknown distribution functions at the

South face, which are

fs=fi+ ot Fs+fatfe+2f1+2fs+2fo+2f10+2f1n+2f 13+

— — 2
2f16+2f17— gp + 5thyusy - pu?y,

e w = w =p

f11:—f1—f7—f1o—f12+g’

I

f14:_f2_f8_f9_f13+6’

_ - _ P fe) 1 1
f15:—f3—f7—f8—f16+%—ZtPGy—EtPGy“sy"‘EP”sy"‘ip”?y’

_ — — — — p 5[ 5; 1 1 2
Jis=—fa—fo—fro—Jf17t+ i ZPGy - EPGy”sy T PUsy T S PUsys (7.2.9)

and the density is found from the known distribution functions

p=fotfi+ ot at+fat+2fstfr+fs+fotfio+2f12+2f13+2f16+2f 17
(7.2.10)

Now we have to find the slip velocity u, in the case of u, = u,,,; = us, and
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7.2. THE EXACT SOLUTIONS FOR DUCT FLOW

u, = u; = 0. The equilibrium shear stress is

5
Iy, = 5 8y + puyit: =0 (7.2.11)
and
O o 0 O . .
Iy, =11, + 2_Tnyz — 2—1_HyZ — Ep (Gyu; +uyG;)in which u, = uy,,
O
=TI, + 2—THyZ,
— 27+1
oT Top
— - - - 27+1
(fis—Fie+F17—F18) = Z—,L_Hyz- (7.2.12)

We know that the slip velocity is proportional to the shear stress at the south wall
as explained in section (4.5), so uy; = [;dyu,qy n< 0, and using the Chapman-

Enskog expansion in section (3.2),

Iy, = I_ISZ + ‘L'I—[;Z = %5% + puyu; — T%(ayuz + douy) = —Uduy, (7.2.13)
SO,
Ugy = —l0;uy = — Uy (7.2.14)
and
—H
R
—
ty = The, (7.2.15)
I, 2t —
Ugy = — ———
Yo 241 7%
g 2t

Usy = 72r+1 (715 _716"‘717_718)’

—6l

Usy = p(2e+ 1) (fis—Fi6+f17—F1s) - (7.2.16)

At the South wall the shear stress is positive, S0 u; = —I;d,uyqr, n > 0 and uy, =
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7.2. THE EXACT SOLUTIONS FOR DUCT FLOW

—I
7Hyz. Thus

—6l _ —_ _ _
Usy = (m) (Fis—fi6+ 17— F1s) - (7.2.17)

and by substituting the distribution functions f,s and f,g into Eq (7.2.17), the final

form for the slip velocity will be

61, & o F T T T AT 0T T
”sy:p(6ls+2r+1>(_Ethy_fﬁf“_h_f8+f9+f1°_2f16+2f”)'

(7.2.18)

The unknown distribution functions at the North face are found by again solving
system (7.2.7). The slip velocity requires the use of the relations u; = [;0,u,,,; and
Usy = L—sHyZ, because shear stress is negative toward the North wall.

To find the unknown distribution functions at the East and West faces we use

another five moments which are

puc=f1—fr+f1—Fs—fo+fio+fii+fi2—Fi3—f1a=0,

o 5,
pﬁy:f3_f4+f7+f8_f9_f10+f15+f16_f17_f18:p“Sy_EPGy’
pi. = fs—fo+ 11— Fio—Ffi3+fiatfis—fie—f1r+fi1s=0,

My = f3+fa+fr+fstfot+fro+fis+Fiet izt fis= %+pu§y_ 6pGy,

.= fs+fe+fu+fiotfizt+fiatfistliet+ i+ fig= g (7.2.19)
The unknown distribution functions at the West face are
fisf 10 f11:f12 (7.2.20)
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7.2. THE EXACT SOLUTIONS FOR DUCT FLOW

which are found by solving system (7.2.19)

fi=Fotf3+fatFs+fe+2fs+2fo+2f13+2f14+2f15

— — — 2
+2f16+2f 17+ f18— 3P &P Gyutsy — pusy,,

Fr=-Fs=Fs=Fis— e+ - %pGy - %pGyusy + %pusy + %pu?y,
flo=—Ffa—Fo—Fi7—Fis+ % + %PGy - %PGy”Sy - %P”sy + %P”gy,
fu=—fs—Ffia—Fis—Fis+ %
712:—76—713—716—7174‘%’ (7.2.21)

and the density is found from the known distribution functions

p=fot2fat+ s+ atTs+Fet2fs+2fo+2f13+2f1a+Fis+ i+ 17+ s
(7.2.22)

The slip velocity at the West wall is again found by using the shear stress II,,
. [ ,

and the relations Iy, = —udyu,.; and u, = —ﬁnxy, because shear stress I, in-

creases toward the West wall. From Chapman-Enskog the shear stress is defined

as
My = 19, + oIT!, = gesxy + Ptyity + fc%p (Dutty + Dyity) = ’L'_Tp%cuy = —uduy.

Thus

I

MSZ—EHW,
wo— 5 2T [
sy ‘LL 2’t+1 Xy
-l 2t - - -
usy:721+1<f7_f8+f9_f10>’
—6l; _
”sy:—p( T+l)(f7—f8+f9—f10)~ (7.2.23)

By substituting the distribution functions £, and f,, into Eq (7.2.23), the final form
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7.2. THE EXACT SOLUTIONS FOR DUCT FLOW

for the slip velocity will be

6l,
u g
Y p(6l+2T+1)

§
(EpGy'i'fS_f4+2f8_2f9+f15+f16_f17_f18>-

(7.2.24)

The unknown distribution functions at the East face are found by solving system
7.2.19. The slip velocity is found by using IT,, and the relations I1,, = ud,u,,,; and
= l—Sny, because shear stress Il,, decreases toward the East wall.
To find the unknown distribution functions at the four edges, under moment

boundary conditions, we choose nine moments which in this case are

Py = puy — %pG =0,
&

o)
puy = puy — Ethy = Pusy — EPGy,

_ 0
pu; = pu; — _thz =0,

_ & & o & o
Iy =1L+ — 27 — 1Ly — 2_er (pG Uy +uxp Gy ) 5,
0, 0, 5
HW_HWJFZZHW 2’H0 t(pG uy +uypGy) = %erufy—épr ,
_ 1) 0 5
sz—sz"i‘thzz 2t HO = (pG u; +upG;) = g’
ﬁ = I+ 25[ I, — fr H,(v)z - % (szux + uszx) 0,
5 5 5 “p (2045
HW_HW+;HW ;HO EWGMHMWGQ:T;( 2’)¢%
. —_p 2T+ 51‘ Il:l/lsy
B 2 Iy
& o 6p p(2t+6&
Qxyy Qxyy + Qxyy o7 Qxyy 5 ng = § 2 ((axuy) ”y)
_xyusy, (7225)

where the shear stress I, and I1,; is defined as

I, = Hgy + TH}Cy = §5xy + puyuy + ’E—Tp (Oxtty + Ayuy) = T_Tpaxuy, (7.2.26)

I, = HSZ—FTH}CZ = %5 Z+puxuz+7: P (Ot + d;uy) =0, (7.2.27)
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7.2. THE EXACT SOLUTIONS FOR DUCT FLOW

and equilibrium third moment Q°

oy and the third moment Q.,, are defined as

ngy gux =0, Qxyy % (8xu§ — uy8xuy) = % ((Oxuty) uy), (7.2.28)
P & P
Quyy = 02 + 70y, = 7 (Gt uy) Zc,xclyclyF =36 =0, (7.2.29)

for more detail how we calculate the Q,,, see the Appendix (A). So, the nine-

moment system for the four edges will be

puc=f1—fr+f1—Fs—Ffotfrotfii+fia—Ffi3—f1a=0,

épGy,

pity = f3—fa+f1+fs—Fo—Fro+is+Fie— f17— Fis = Pitsy — >

u.=fs—fe+fu—fio—Ffit+fuatfis—fie—Ffi7+f18=0,

o= f1 +f2+f7+f8+f9+f10+f11+f12+f13+f14—g
P
3

:ng

b

’:JI

=fa+fatfr+fs+fot+Fro+fis+ s+ fir+Fis= —6,pG,,

+
.= fs+fe+fu+fot nt+futfistfistfi+fis= g
=fu—fit+fis—fiu=0,

My = Fy— fs+ o — F10 = p(

27"‘51‘ :I:I/lsy
2 Iy °

Oy = f7—Fs— Fo+ f10 = Ty (7.2.30)

As the example below uses the South West edge, we must note that at the West

wall the shear stress II,, increases toward the wall, and thus,
VT3 2 ) o

Then, by solving the above system Eq (7.2.30) using Eq (7.2.31), the unknown
distribution functions at the either the South West or North West edges can be

found. For example, at the South West these are

TI’75’77’710’711’712’714’715’718’ (7232)

so using Egs (7.2.30) and (7.2.31), we find that the unknown distribution functions
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at the South West edge are

= ot Do 4o+ 2o+ 2y - & - LT

fs=2f1+f3+fatfetafs+4fo+4f13+2f16+2f 17— %P
+5,pGyuSy—pu?y+@ul—fy,

=T LT POty

I Al BEC ALY

fu=-fa—fs—Fs—Ffo=3f13—fie —717+§»

fo=—fe—Fis—Ffis— i+ %

fla= _72_78_79_713+%,

_ — - - 0, 0, 1 1
Fis=—Fs=2Fs = Frg+ 2 = 2pGy = 2pGytey+ 3 putey + 5P,
_p(21+1)u;%y+p(21+1)@
12 Ig 12 Iy’
_ - 0, 0, 1
fis=—fa—2f— f17+2+—tPGy tPG Usy — P”5y+§p”32‘y’

pr+1) i pr+1)uy

_ 12_Z BT (7.2.33)
The density is found from the known distribution functions
p=rFot2fr+ 3+ Ffa+2fc+2fs+2fo+4f13+2f16+2f 17 (7.2.34)

and the slip velocity at the South wall is once again found using the shear stress
I1,, and the relations Iy, = —udyu,,; and u, = —L—Snyz, because again the shear
stress II,, increases toward the South wall. The same procedure seen in the
example for the South face, Eq (7.2.17), is used to find the slip velocity for the
South West edge

6l
u =
Y p(6ly+4T+2

o, —_ —_ _ _ _
)( PGy +f5— f4+2f8—2f9+2f16—2f17>- (7.2.35)
Moving on to the South East and North East edges, we now note again that at
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the East wall the shear stress I1,, is decreased toward the East wall thus,
P (2716 uy (7.2.36)
Y3 2 I o

By solving the system of Eq (7.2.30) but now with Eq (7.2.36) we can find the
unknown distribution functions at either the South East or North East edges. For

example, the unknown distribution functions at South East edge are

fasfssfgofor F11s S 13 f14: F15: F1s- (7.2.37)

which we solve using Egs (7.2.30) and (7.2.36) to give the unknown distribution

functions at South East edge, which are

p(2T+1)ugy

fo=Ff1+2fe+4f12+2f16+2f 17— G i
S

P
3+

— - - - — — — — — — 2
fs :2f1+f3+f4+f6+4f7+4f10+4f12+2f16+2f17—§P

204 1) u?
+6,pGyugy — P“?y BLIGARDLS

6 I’
7 o_7 _PQTEDE, pRT+1uy
87 12 1 12 I’
2
- = PpQr+luy  p(2T+1)uy
fo=r10 12 ls+ 12 L

fii=-h —77—710—7124‘%,
fis=—fe—Fu—Ffis—fi7+ P

ga

-
f14=—f1—f6—f7—f10—3f12—f16—f17+g’
- Y 0 1 1
fls:—f3—2f7—f16+g—ZPGy_éPGy”Sy+§p”Sy+§p”§y

PRI uy  pr+1)uy

12 12 L7
P O

_ — — - 0, 1 1
fis= —f4—2f10—f17+g+thGy_ S PGyltsy — EPMSWLEPMEy

+p(zr+1)u_%y_p(2r+1)@

. 7.2.
12 L 12 ls (7.2.38)
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7.3. SIMULATION

The density is found from known distribution functions,
p=fot2f1+ 3+ a+2fc+2f7+2f10+4f10+2f16+2/ 17, (7.2.39)

and the slip velocity is found by following the same procedure used previously, but
. , . [
now using the shear stress I1,, with the relations IT,, = —ud,u,.; and u, = —ﬁHyZ
because the shear stress II,, increases toward the South wall, hence
—6l;

o _ _ _ _ _
Usy = (6l +4712) (‘éPGy_f3‘|‘f4—2f7+2f10—2f16+2f17)- (7.2.40)

The moment boundary conditions under no-slip boundary conditions are again
obtained by set u, = u, = u; = 0 and following the same steps for moment bound-

ary conditions under Navier-slip boundary condition.

Simulation

In this simulation, we use diffusive scaling where the centreline velocity is U, =0.1.
The choice of grid sizes in x- and z-direction are n, = n, = 16,32,64,128 and the
grid sizes in y-direction is n, = 2. The aspect ratio is Ar = 1, so the hydrodynamic
diameter is D, = H, and the flow is in y-direction. The velocity profile is examined
at the centreline of the channel i.e. at n,/2 and n,/2.

The convergence is then examined by calculating the norm error between the ve-
locity profile of the LBM and the velocity of the exact solution. A single relaxation
time method is used in this examination, for which three different relaxation times

are selected, namely: T =0.1,0.6,6. The norm error is defined as

_ 1
L) 2 = \/n_Z|uLBM (X.3,2) — UExaer (1, 3,2) |%, (7.3.1)
Z

where the grid sizes in y-direction is n, = 2.

7.3.1 The results under no-slip boundary conditions

The velocity profile u, of the LBM agrees well with the exact solution detailed in
Eq (7.2.1) for various relaxation times as shown in Figures (7.4) to (7.6). At small

relaxation times the convergence starts at the small grid size of 32 as seen in Fig-
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ures (7.4) and (7.5), whereas at large relaxation times the convergence between
the velocity profile of the LBM u, and the exact solution needs a large grid size,
as shown in Figure (7.6). Also, the velocity profile u, shows zero velocity at the
boundary, which supports our assumption of no-slip boundary conditions at the

wall, as seen in Figures (7.4), (7.5) and (7.6).

X Axis
30 25 20 15 10 5 0

0y 30 90
25 E2,854e-01 25 - Exg.glsse»m
E0.21407 " 5 Eo.21415
Axis EO.MQ72 Z Axi g Axis €0.14277
18 A% B 071358 %15 ! £0.071382
10 -5.473e-16 10 10 E-z.mae-%

5 5 5

0 0 0

30 25 20 15

X Axis

10 5 0

(b) Exact solution

03¢ 1| LBM
o Exact solution
. 0.2r B
>
~
:%
0.1r B
O ! ! ! ! !
—-04 -02 O 02 04
b4
(c)

Figure 7.4: The velocity profile u, at T = 0.1 and n, = n, = 32.
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X Axis
30 25 20715 10 5 0
30 30 30
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%5 E2.854@»01 25 25 2.855¢-01
0.21407 E
55 ; 5 50 E0,21415
il 014272 2 A £0.14277
4 S5 1
E0.071358 E0,071382
10 -5.473e-16 10 10 -2.148e-06
5 5 5
0 0 0
15 30 25 2 15 10 5 0
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. 0.2 1
>
=
=
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-04 -02 O 02 04
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()

Figure 7.5: The velocity profile u, at T = 0.6 and n, = n, = 32.
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Figure 7.6: The velocity u, at T = 6.

e Exact solution

Changes in the relaxation time do not affect the peak or value of the velocity
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profile, which is clear from Figures (7.4), (7.5) and (7.6). As the relaxation time
indicates the Reynolds number, and therefore when changing the relaxation time
we are also changing the Reynolds number, and changes in the relaxation time
do not affect the velocity profile, the results are independent of Reynolds number
as the exact solution shows.

The velocity profile u, at the n;/2 , n,/2 in x-direction and u, at the n,/2, n,/2 in
z-direction are very small and symmetrical at each relaxation time, and closely
match the assumption that the velocity in x- and z-directions is zero. As an ex-
ample, Figures (7.7) and (7.8) show a very small velocity profile with u, and u,
at 7 = 0.6, respectively. Moreover, Figures (7.7)(a) and (7.8)(a) do indicate weak

secondary flows and show similarity in z- and x-directions.
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Figure 7.7: The velocity profile u, at t = 0.6, n;/2 , n,/2 and n, =2, n, = 32.
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Figure 7.8: The velocity profile . at = 0.6, n,/2 , n,/2 and n, =2, n, = 32.

By doubling the grid sizes n, and n, and using diffusive scaling, we reduce the

norm error between the velocity profile of the LBM and the exact solution, at each
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relaxation time, as demonstrated in Figure (7.9). In general, at various relax-
ation times, the accuracy of the norm error is of second-order, which agrees with
the accuracy of moment-based boundary conditions. Furthermore, decreases in

relaxation time lead to a decrease in the value of the norm error.
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Figure 7.9: The norm error between the velocity profile of LBM and the exact
solution at different relaxation time 7 with no-slip boundary condition.

7.3.2 The results under Navier-slip boundary condition

The velocity profile of the LBM u,, closely matches the exact solution obtained from
Eq (7.2.2) under Navier-slip boundary conditions, at different relaxation times and
K,, as seen in Figures (7.10), (7.11) and (7.12). At each K, the velocity profile u,
of the LBM with a small relaxation time 7 =0.1,0.6 needs a grid size of around n, =
n, = 32 to be in agreement with the exact solution, while with a large relaxation
time 7 =6 a grid size around n, = 128 is required as seen in Figures (7.10), (7.11)
and (7.12). Thus, the velocity profile u, of the LBM with a small relaxation time
7 = 0.1,0.6 converges to the the exact solution faster than it does with a large

relaxation time 7 = 6.
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Figure 7.10: The velocity profile u, at T = 0.1 and n, = n,=32.

The influence of the dimensionless length slip K, is clear in Figure (7.10)

where the decrease in K, leads to a decrease in the slip velocity at the wall and
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the peak or maximum velocity profile, which happens at each relaxation time and

K,, as shown in Figures (7.11) and (7.12).
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Figure 7.11: The velocity profile u, at 7= 0.6 and n, = n, = 32.

Variation of the relaxation time does not change the value of velocity profile at

each K, i.e. the value of velocity profile is the same at different relaxation time
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7 =0.1,0.6,6. This confirms that the results or velocity profiles are independent
of the Reynolds number, because the relaxation time is related to the Reynolds
number Re and a change in relaxation time therefore leads to a change in the

Reynolds number Re. This is noticeable in Figures (7.10), (7.11) and (7.12).
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Figure 7.12: The velocity profile u, at T =6 and K, = 0.01.

The velocity u, and u, are very small and symmetrical at each relaxation time
and K,,. They closely match the assumption that the velocity in x- and z-direction
is zero. For instance, u, at the n;/2 , n,/2 in the x-direction and u, at the n,/2 ,
ny/2 in the z-direction are both very small at each relaxation time and K, such
as at t=0.6 and K,, = 0.1, as seen in Figures (7.13) and (7.14). The velocity
u, and u, under Navier-slip boundary conditions are smaller than the velocity u,
and u, under no-slip boundary conditions, as shown in Figures (7.13) and (7.14),
and Figures (7.7) and (7.8), respectively. Again, Figures (7.13) (a) and (7.14) (a)
indicate weak secondary flows and show similarity in x- and z- directions. The K,
only has a slight effect on u, and u,, shown by the closeness of values of u, and
u; at K, = 0.1 are those at K, =0.01, as seen in Figures (7.13)(b) and (7.14)(b) for
K, = 0.1 and Figures (7.15)(b) and (7.16)(b) for K, = 0.01.
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Figure 7.16: The velocity u, at 1 = 0.6, K,, =0.01 , n,/2 , ny,/2 and n, = 2,n, = 32.

Using a single relaxation time with diffusive scaling gives a second order ac-

curacy for the norm error at different T and K, and agrees well with the accuracy

of moment boundary conditions with the second order of LBM, as seen in Figure

(7.17). The value of the norm error is affected by two factors, T and K,,. A change

in K, leads to a change in the value of the norm error at each 7, as seen in Figure

(7.17). A decrease in 7 produces a decrease in the norm error at each K, as

seen in Figure (7.17)(a) and (b). Note also that the norm errors are the same with

small T = 0.1 and small grid sizes, as shown in Figure (7.17) (c).
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In conclusion, the numerical simulation of duct flow in three dimensions has been

presented using the lattice Boltzmann method with moment-based boundary con-

ditions, which were used to implement two conditions at the wall: no-slip and

Navier-slip. Grid convergence studies were performed using diffusive scaling.
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Here, the Reynolds and the lattice relaxation parameters were all kept constant.
The velocity profile was evaluated and compared with the analytical solutions.
Also, norm errors were calculated and the method was shown to be of second
order for diffusive scaling for both no-slip and Navier-slip conditions. This model
or simulation concludes that the velocity profile of LBM and the exact solution
are independent of the Reynolds number Re under both no-slip and Navier-slip
boundary conditions. This simulation represents the first stage of the validation

of a three dimensional model of duct flow.
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8.1

Chapter 8

Pressure-driven 2D and 3D flows

in micro-channels.

Literature review for Lattice Boltzmann method and micro-channels.

Micro-channels or micro devices are channels where the fluid flow channels have
internal dimensions in the range of 1mm and 1um. The fluid flow in macro de-
vices is diverse from micro devices, because in macro devices the Navier-Stokes
equations are founded on a continuum flow model and derived for small Knudsen
numbers k, which are defined as the ratio of the molecular mean free path to
characteristic length. This means the Navier-Stokes equations are founded with
generally no-slip boundary conditions. Whilst, in micro devices the phenomenon
of rarefaction is important and indicated by the Knudsen number. As the k, in-
creases, this phenomenon becomes more apparent, resulting in a situation when
flow rate and other parameters cannot be predicted using the continuum flow
model [33].

Also, diverse flow phenomena has been noticed on micro scales, including
compressibility and slip flow. The compressibility effect is clear and particularly
apparent with high pressure. The compression occurs when the particles press
or squeeze together and the rarefaction happens when the particles expand and
have extra space. Thus, the rarefaction is the opposite, leading to a reduction in
density and pressure.

The presence of slip velocity at the wall or the boundary causes a high flow
rate in micro devices and this flow rate is higher than flow rate with no-slip bound-

ary condition. Previously, slip velocity was described by Maxwell [43] who defined
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it as proportional to the rate of shear stress at the wall. The transition from con-
tinuum regime to slip or transition regime happens by increasing the Knudsen
number. Hence, the Knudsen number divided the fluid regime into four regimes
(continuum, slip, transition and free molecular regime). The slip regime is located
in the regime which Knudsen number is between 0.001 < k,, < 0.1.

The Micro-Electro-Mechanical System (MEMS) is one which uses equipment
that has a length of between 1mm and 1um. MEMSs have many applications in
different areas [32], [17], [35], [61].

Among the various available methods, the LBM is considered attractive to
study micro-flows because of its kinetic origin, its simple structure and its low-
cost computation. In addition, the lattice Boltzmann method is easily performed
on a parallel computer. There are many authors who have studied fluid or gas flow
in micro-channels, as well as the effects of rarefaction and compressibility on the
velocity, pressure, temperature and friction factor, using many types of boundary
condition at various Knudsen numbers and aspect ratios. Some of these authors
have used the lattice Boltzmann method, and some of them other methods. Some
examples of these studies are discussed below.

The LBM to simulate rarefied gas flow in micro-channels between two parallel
plates has been studied by Nie [49] et. al using halfway bounce back bound-
ary condition. When they compared their simulation results with the experiments
they found that the nonlinear pressure and the slip velocity have quadratic depen-
dent on the Knudsen number. Also, they applied LBM to simulate micro-cavity
flow. They used the non-dimensional relationship between the relaxation time
and Knudsen number, &, = aT;—fl'S, where H is the height of the channel and is
equal to 10 and « is a constant which is chosen as a best constant or value to
compare the numerical results with the experiment data. p is the density of fluid
and 0.5 comes from the Boltzmann equation discretisation by using finite differ-
ence scheme. Arkilic [3] et. al executed studies for gaseous flow in a 2D long
micro-channel with a little rarefaction through the micro-channel and presented

an analytical solution of the Navier-Stokes equations with first-order slip bound-
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ary condition, pressure and velocity profiles at low Knudsen numbers. Their stud-
ies show the compressibility and non continuum effects in long micro-channels.
Also, they compared their analytical solutions with the experimental data and the
agreement was good.

Lim [40] performed a study for 2D isothermal micro-channel flow driven by
pressure using specular bounce back boundary condition and the extrapolation
boundary condition at the wall. The extrapolation boundary condition is based on
the assumption that the unknown distribution functions at the wall are estimated
to their equilibrium distribution functions i.e. f; = f°. To calculate f° they used
second order polynomial extrapolation to calculate or find the density and the
velocity. Also, they used equilibrium boundary condition to calculate or estimate
the unknown distribution functions at the inlet and outlet by fixing the density and
extrapolating the velocity i.e. f; = f°. Their results for the pressure distribution
and slip velocity profiles agree better with the experimental data than with Arkilic’s
results for analytical solutions.

Lee and Lin [38] simulated the rarefaction and compressibility effects of gas
flow in two dimensional micro-channels using second order LBM and derived the
relationship between the Knudsen number and relaxation time. They used equi-
librium boundary condition which is similar to diffusive boundary condition which
was presented by Ansumali and Karlin [2]. Lee and Lin assume the distribution
functions to their equilibrium values at boundary f; = f? for all i. They evaluated
the equilibrium distribution functions using a bounce-back boundary condition, the
velocity of the wall and density at the grid point which is obtained by giving zero
mass flux over the boundary. These boundary conditions leads to set the tan-
gential and normal velocities to zero.And they obtained slip velocity from half-way
bounce back boundary condition, their slip length equal to 8,/2. This means they
do not have explicit constraint or form for slip velocity at the wall. Also, they used
the Knudsen number based upon the pressure, which is called local Knudsen
number, and the well-known relationship between Knudsen number and relax-

ation time in micro-flow. Their pressure deviation and slip velocity showed good
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agreement with Arkilic et. al [3].

Jeong et. al [33] used the second order LBM model to study the rarefaction
and the compressibility for slip flow in a three dimensional rectangular micro-
channel. They used local Knudsen number and the relationship between the
Knudsen number and relaxation time. Additionally, they used the equilibrium
boundary condition and applied the same method or procedure which was pre-
sented by Lee and Lin [38] to obtain equilibrium distribution functions without any
particular treatment for slip velocity at the wall. They studied the effect of slip
velocity, aspect ratio and Knudsen number on pressure deviation. The aspect ra-
tio was between one and seven and three values of Knudsen number were used
(0.025, 0.05 and 0.1). Their limited case agreed well with analytical solutions for
flow between two parallel plates.

Some authors used a combination of bounce back and specular-reflection
conditions, a combination based on the reflection coefficient r to determine the
slip velocity at the wall rather than determine specific form for slip velocity. For
instance, Succi [65] studied the effects of slip motion on a solid wall using a com-
bination of bounce back and specular-reflection conditions and clarified that slip
velocity is affected by the bounce back coefficient Knudsen number. A reflection
coefficient range of was used 0 < r < 0.01 and it was reported that the slip mo-
tion takes place at reflection coefficient of r < 0.01 . Sbragaglia and Succi [59]
applied gas flow in micro channels and studied the rarefaction and compressibil-
ity effects using bounce back scheme with » = 0.95, centre channel velocity 0.01
and 0 < K,, < 0.8 range. They accomplished a simulation in three dimensions with
DsQ)9 lattice and their analytical results matched perfectly with experimental data
in range 0.1 < r < 1. They produced a form of kinetic boundary conditions based
on accommodation coefficient, reflection and slip.

Tang et. al. [68] related the relaxation time with Knudsen number. Also, they
used kinetic boundary conditions, specifically modified bounce back, to get no-
slip boundary condition, as well as a combination of kinetic boundary conditions,

specifically bounce back, and the specular reflection boundary condition to get
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slip velocity which was also used in their 2004 study [67] in which they found that
the best value of a reflection coefficient r to get excellent agreement with Arkilic’s
solutions for velocity, pressure and slip is 0.7. They simulated Poiseuille, Couette
and cavity flow in two dimensional micro-channels between two parallel plates.
In the Poiseuille simulation the velocity at the inlet was 0.001, the aspect ratio
between the height and width was 10 and the friction constant was from the first
and second orders. In general, their numerical results are in good agreement with
the analytical solutions.

Gou et. al [21] studied the physical symmetry, special accuracy and relaxation
time on LBGK model for micro-gas channels in slip and transition regime, using
Maxwell’s diffuse boundary condition. They discussed and reported that the wall
effects should be considered when looking at relaxation time in the LBE model
for gas flow in micro-channels. Guo and Zheng et. al [22] proposed a multiple
relaxation time (MRT) lattice Boltzmann model to simulate the Poiseuille and Cou-
ette in two dimensional micro-channels using a combination of bounce back and
specular-reflection conditions at the the wall and periodic boundary condition at
the inlet and outlet. They found out the relaxation time has to relate to the bound-
ary condition to get the generalise solution for the Navier-Stokes equations. This
relation is similar to the known relation which is between the relaxation time with
Knudsen number.

Verhaeghe [71] et. al displayed a simulation using MRT lattice Boltzmann
model for micro channels where the gas flow is in slip and transition regime.
They used first order slip boundary conditions at the walls and pressure boundary
condition at the inlet and outlet to simulate a Poiseuille flow. They used a linear
combination of bounce-back and diffusive boundary conditions, which is based
on the diffusive scattering term B € [0,1] in order to determine the slip velocity.
In addition, they needed to know the wall velocity in the analytical solution of the
lattice Boltzmann model to adjust the diffusive scattering term . Their results are
in close agreement with the information-preservation direction simulation Monte

Carlo (IP-DSMC) and direction simulation Monte Carlo (DSMC) and Navier-slip
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velocity in slip regime. However, these results are in disagreement with IP-DSMC
and DSMC in the transition regime although they do still in agreement with Navier-
slip velocity in the transition regime. As a result, this combination of boundary
conditions does not set an exact value for slip velocity.

Reis and Deller [58] simulate two dimensional rarefied flow between two paral-
lel plate in slip and transition regimes. They used second order lattice Boltzmann
Method with moment based boundary conditions to implement Navier-slip bound-
ary condition at the wall in order to determine the exact value of first order slip
velocity with fixed slip length. Also, they used pressure boundary conditions at
the inlet and outlet. They examined the velocity profile and pressure deviation at
aspect ratio = 0.01 and various Knudsen number (0.388,0.194,0.0194), and pres-
sure ratio (2,1.4,1.01). Their results is in excellent agreement with the analytical
solution and the error was approximately of second order at Knudsen number
0.194, and pressure ratio 2.

Other authors have analysed the fully developed velocity profiles and friction
factor of the hydrodynamic entrance region of micro-channels in the slip regime.
Some of these used non Lattice Boltzmann Method and are detailed as follows.
Moroni and Spiga [46] investigated slip flow in two-dimensional rectangular micro-
channels to examine flow which is laminar, steady-state and hydro-dynamically
developed, for Newtonian fluids in slip regime. Moroni et. al [47] studied the rar-
efaction effect of gas flow and the impact of Knudsen number and aspect ratio on
the friction factor. Additionally, they examined the effect of rarefaction on pressure
drop in rectangular, trapezoidal and double trapezoidal silicon micro-channels, for
incompressible flow in slip regime. They pointed out the rarefaction effect on the
friction factor is stronger for small aspect ratios because the definition of Knudsen
number is based on the hydraulic diameter D,,.

Li et. al. [39] used experimental and numerical study to examine entrance ef-
fects for flow characteristic in micro-channels. They reported that the the friction
constant becomes larger in short channels, when the entrance effect becomes

an interesting factor.
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Duan and Muzychka [15], [16] proposed a model to examine apparent friction
factor and Reynolds number product in non-circular micro-channels for fully de-
veloped and developing slip flow. This was created based on the accommodation
coefficient, cross section of the channel, Knudsen number and channel geometry,
which together presents 10 percent accuracy for the most common duct shapes.
They reported that the f;,,,Re is a finite value. Moreover, they suggested a model
for the prediction of pressure distribution and mass flow rate based on their study
of the effect of compressibility on slip flow within non-circular micro-channels [15].
They also constructed a further model for f,,,Re in non-circular micro-channels
for the development of continuum flow and slip flow. This model is dependent on
accommodation coefficient and Knudsen number, rather than the cross section of
the channel or aspect ratio € [16]. These models are considered available data
for use in engineering the laminar entrance region of rectangular micro-channel.
Other authors have used the Lattice Boltzmann method such as Niya et. al
[41] to study numerically the fully-developed velocity profiles and friction factor,
presenting the fully developed velocity profiles at the entrance of rectangular duct
micro-channels in three dimensions. They used incompressible lattice Boltzmann
LBGK model with a combination of bounce back and reflection boundary condi-
tions at the wall to determine the slip velocity, using a reflection coefficient equal
to r=0.7 . They applied velocity boundary condition at the inlet, and pressure
boundary condition at the outlet implemented by non-equilibrium extrapolation
scheme. They used Knudsen number, Reynolds number and aspect ratio ranges
to study the effect of these parameters on the fully developed velocity profiles as
well as the apparent friction factor and Reynolds number product (f,,,Re) at the
hydrodynamic entrance length in slip regime. Additionally, they compared the nu-
merical results of f,,,Re from LBM with the exact solution [15] and finite volume
methods. They concluded that the apparent friction factor and Reynolds num-
ber product has a finite value at the entrance and decreases with the increase of

Knudsen number.
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8.2. OVERVIEW OF THIS CHAPTER

Overview of this chapter

In this chapter, we present results obtained using a Lattice Boltzmann model

(LBM) to simulate rarefaction and compressibility effects for two and three-dimensional

flows in micro-channels. Moment-based boundary conditions are used to imple-
ment Navier-slip boundary conditions on the walls and pressure boundaries are
used to drive the flow. The results are compared with the results which are dis-
played in the literature above, some of which were obtained using the lattice Boltz-
mann model with boundary conditions such as the combination of bounce back
and reflection boundary condition based on estimation of some parameters in
order to determine the slip velocity at the wall. In contrast to these studies men-
tioned, the moment based boundary conditions work on a determination of the
exact value of slip velocity, in order to implement Navier-slip boundary condition.

For the simulations, we use a second-order single relaxation time model and
investigate convergence behaviour of the model. The effect of the Knudsen num-
ber k,,, aspect ratio € between the height and length, aspect ratio Ar between the
height and width and pressure ratio A, between the inlet and outlet on velocity,
slip velocity, pressure deviation and the mass flow are all investigated.

In these simulations we use second order LBM. Relaxation time is generally
defined as 7 = v/c? = 3v, but in micro-flow the relaxation time is related to the
Knudsen number. The slip length is related to the relaxation time as I, = tc where

Ox . . . :
c = — is the speed lattice, and slip length or mean free path is related to the
t

Knudsen number as relation &, = 1% so the slip length is [, = Hk,. These re-
lations lead to a definition of the Knudsen number as %, = % In this case the
dynamic viscosity is defined as u = vp and v = 1/3, so, u = %p = %kan. In
LBM simulation, the Mach number Ma should be kept small and the macroscopic
relation between k,,, Ma and Re is k,, ARLZ. The LBM accuracy is second order
with regards to Mach number and also time and space and the reference velocity
is the centreline velocity for viscous flow between parallel plates with constant
pressure gradient U, = g—ﬁ% and it is fixed at U. = 0.0625 where L is the length
of the channel. The density at the outlet py is 1.
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8.2.1 The exact solution for 2D and 3D
The exact solution under Navier-slip conditions at u, = u; = ls|ffd—”y’f| aty=0,H was

presented by Arkilic et. al [3]:

H*dp (y ¥
U)C - _ﬂa (_ — -+ OnknLocal> ’ (821)

J— GM

2 , , , . .
where 6, = in which o, = 1 is a momentum accommodation coefficient,

the local Knudsen number is k,,,., = kn()@, p= % is the pressure, po = % is the
p

u

pressure at the outlet and H is the height of the channel. To keep the viscosity
dynamic constant we defined u = %p = ngkn. The pressure distribution is given

by

2
P(x) = —60,ky, + ((—6%1%)2 (14 1203k ) x+ (A2, + 120k Apr) (1 —x)) :

(8.2.2)

where p = pﬁ, Apr = Pin and p;, = % is the pressure at the inlet. The normalized
0 Do

pressure deviation is §, = (P = piin)

, where pji, = po+ (1 —x) (pin — po) is the linear
pressure corresponding to constant pressure gradient.

8.3 2D micro-channel

Slip wall

PinsPin Po,Po

Fl ”
ow direction H

L Slip wall

Figure 8.1: 2D pressure-driven flow where H is the height and L is the length of the
channel.
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8.3.1 The boundary conditions in two dimensions

In this simulation, moment-based boundary conditions are used to implement
Navier-slip boundary conditions on the South and North walls and pressure bound-
ary conditions at the inlet and outlet as seen in Figure (8.1) and follows

8.3.1.1 Navier-Slip boundary condition

At the outset we assume the slip velocity u; is tangential velocity which is in
x-direction and the vertical velocity is zero, so, u, = 0,u, = u,. The tangential
momentum flux tensor is T, = %, + I1},, 1L ~ du, = 0, pi, = 0, pliy = puy
and IL,. = & + pu2. In pressure-driven slip flow, the non-equilibrium tangen-
tial momentum flux tensor H;x ~ du, iS not zero at the wall due to changes
in the pressure gradient, streamwise [58]. However, I1. is approximated as
zero under small Mach number conditions because we neglected the third term
of TI.: see section (3.2) for clarification. The system is created by selecting
three independent moments from Table (8.1) and assuming the constraints so
that pu, = pu,, pu, =0, I1,, = % and the bar moments are pu, = pu,, puy, =0,

ﬁxx = % +pu?.

Moments Combination at the North boundary Combination at the South boundary
p.puy,Ilyy fat+fi+ 13 L+ fs+fe

pitx, Iy, Oxyy fs— 11 fs—fe

Iy, Oxxys Ruxyy fs+1f fs+fs

Table 8.1: Moments at the North and South boundaries.

The system is

puc=fi+fs+fs— (f3+f6+f1) =pus,
piy = fr+fs+fe— (Fa+f7+Fs) =0,

ﬁxx:71+75 +78+(73 +76 +77) %—i—puf. (831)

The unknown distribution functions at the South wall are f,, f, and fs. Solving

system (8.3.1) then gives
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Fo=Fit Fat Fat2(Fr ) = § - pd, 8.32)

- - - 1 1

Fs=—F1—Fs+ bt Spug+-pid, (8.3.3)
6 2 2

- N 1 1

fe= —fs—f7+%—ipus+ipuf. (8.3.4)

Again, as defined in previous chapters, the slip velocity is proportional to the
shear stress at the wall IL,, = —udyu,q, n =y =n 2 0 and the momentum flux
tensor I, consists of equilibrium momentum flux I, tensor and viscous stress
I

Iy =TI, + oI1;, = —pouy.

l . .
Therefore, Iy, = — sy ,n=y=n=0and u, = —ﬁny. So, the slip velocity will

defined as
Iy 2t —
s=p— ——T1,, 3.
PUs =P~ oy e (8.3.5)
where L o)
pu27+1_(2r+1)’ ’
S B (8.3.6)
us_p(21—|—l) 3 6 7 8)- 0.

The slip velocity at the South wall is found by substituting the unknown distribu-
tion functions in Eq (8.3.6) and using the relation u; = —L—Sny because the shear

stress is positive toward the south wall, hence

6l
p (14+27+6l)

Ug =

(fi—Ff3+2fs—2f7) (8.3.7)

where [; is the slip length.
The unknown distribution functions at the North wall are f,, f; and fs. Solving

system (8.3.1) we get
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Fa=Fi+To+Fs+2(Fs+76) =5 - puc, 8.3.8)
- S 1 1
fr=—f3—fe+ % - EPMH— EPME, (8.3.9)
- S — 1 1
fsz—fl—f5+%+ipus+ipuf, (8.3.10)

where p = fo+f, + f3+2(f, + fs+ f) is found from the definition of the den-

sity and pu,. As defined in previous chapters, the slip velocity is proportional to
s

the shear stress at the wall ug = I;0yu,q thus, u; = —ﬁnxy, and from Chapman-

Enskog the shear stress is defined as

I, = Hgy + Tn)lcy = %5xy + puyuy + ‘L'_Tp (Oyuty + Ayuy) = r%paxuy = — U Oxlty.

Thus,
=5 (8.3.11)
S [LL Xya .
and
U, = 6l (f1—Ff3+2fs—2f¢) (8.3.12)
‘T p(+2t+6l) VT3 > 6/> e

where [ is the slip length.

8.3.1.2 Pressure boundary conditions

The unknown distribution functions for the West and East boundaries are found by
solving a system determined by three independents moments which are selected
from Table (8.2). Here we have chosen the three independent moments p, pu,

and I1,,, with the corresponding assumptions being pz, = 0,11, = §.
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Moments Combination at the West boundary Combination at the East boundary
PPt My fitfs+1s Btfo+fr

Py, Orry, Iy fs— 18 fe—fa

Iy, Qxyy Roxyy fs+ 13 Jo+1f1

Table 8.2: Moments at the West and East boundaries.

The system is therefore:

p=fotfotfatfatfet+Fr+(f1+fs+Ts)

piy = fr+fs+fo— (Fa+f1+f5) =0,

My = Fo+ Fs+ fo+ (Fat fr+Fs) = &

3 (8.3.13)

The unknown distribution functions at the West boundary are f,, fs and fg. So,

system (8.3.13) is solved thus

2 mn
Fi=-To-Fs+ 5"
-z pm
fs=—fr—fet+— 6’
Fo=—Fa f7+% (8.3.14)

where p;, is the density at the inlet. The unknown distribution functions at the

East boundary are f5, f¢ and f,. Again we solve system (8.3.13), to get

_ 2
fi=—fo—/f1+ Po
Fo=—1> n+%
Fr=—Ta fng% (8.3.15)

where p is the density at the outlet. There are five unknown distribution functions
at the corner, thus we need to choose five independent moments. Here we have
chosen the following: p, pii, = pus, pit, =0, I, = +puy,l'I % The system

is
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p=rfotfotfstfatfetfr+(f1+fs+Ss).
pic=f1+fs+fs— (F3+fe+f7) = pus,
fat+Tf7+ 73

piy = fr+fs+fs— (f )=
M= f1+ fs+ fs+ (f3+fe+ /1)
( fs) =

Oy =fr+fs+fe+ (Fatfr+f

§+pm,
p

— 3.1
2. (8.3.16)

By solving this system the unknown distribution functions at the South West cor-

ner f1,f2. fs. fe. [ Will be

T 2 mn

Fi=~To-Fs+ 21,

T - r pm

fa=—fo—fat —puz,

2pin | 1

fS f0+f3+f4+f7 +2pmus+ PMS,

Z _ pin 1 1

f6_ f f7+ 6 2plnus+2pu59

fs=—F4 f7+% (8.3.17)
The slip velocity is found using the relations I, = —udyu,,; and ug = —L—snxy

because the shear stress is positive toward the South wall as explained in section

(8.3.1.1). Consequently, the slip velocity will defined as

—l; 2T —

PUs =P T or (8.3.18)
where b 2t 6k
P u2t+1 (2t+1)
—6l _
s = p(1+21)(f ~fo+F1—Ts)
6, — — — _

p (1427 +6l) (fo+2f5+2fs+4f7-p). (8.3.19)

The unknown distribution functions at the South East corner are found by solving
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. . l
system (8.3.16) and using the relations I1,, = —pdyu,q; and u; = —ﬁny, as ex-
plained in section (8.3.1.1), because the shear stress is positive toward the South
wall . The unknown distribution functions at the North West corner are found by

solving system (8.3.16) to get

2
Fi=—Fo—Fat+ 2
2
f4:—f0—f2+?p—P“§a

o oo o2 1
f8:fo+f2+f3+f6—?p—l—zpus—{—ipuf,

y S N S B YNSR P

fs=—fa—fe+ % (8.3.20)
The slip velocity is found by using the relations Iy, = — (—udyua;) and ug =

L , ,
“—‘ny because the shear stress is negative toward the North wall so,

6/
p(l+217)
—6l,

= o rariey Jot2at2fs+47s—p). (8.:3.21)

Usg —

(fs—Ffe+F1—13s)

The unknown distribution functions at the North East corner f5, f4, f¢. f7. f5 are

found by again solving system (8.3.16) and the slip velocity is calculated using the
. l . .

relations I, = — (—uyuya) and u, = ﬁny because the shear stress is negative

toward the North wall.

8.3.2 Simulation

8.3.2.1 The velocity profile

Figures (8.2) to (8.5) show an excellent agreement between the velocity profiles
and the exact solutions at different heights H, Knudsen numbers k,,, aspect ra-
tios € = L/H and A,,. Moreover, the velocity profiles are convergent with exact
solutions from H = 20 at each Knudsen number k,,. However, a change in the
Knudsen number k,, and aspect ratio € does have an effect at each height where

the decrease of Knudsen number k,, leads to a decrease in both the slip velocity
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and the maximum velocity. Also, increasing the pressure ratio leads to an in-
crease in the slip velocity and maximum velocity as shown in Figures (8.3) and

(8.5).

0 02 04 06 08 1 0 02 04 06 08 1 0 02 04 06 08 1
y y y
(@) k,,=0.1and L/H = (b6) k, = 0.05 and (c) k, = 0.025 and
20 L/H =40 L/H =80

Figure 8.2: The velocity profiles at H =20 and A, = 2 in 2D. Blue circle: velocity
profiles of LBM; Red line: exact solution.

=)
5
0 02 04 06 08 1 0 02 04 06 08 1 % 02 04 06 08 1
y y y
(a) k,,=0.1and L/H = (b) ky,, = 0.05 and () kn, = 0.025 and
20 L/H =40 L/H =80

Figure 8.3: The velocity profiles at H = 50 and A, =2 in 2D. Blue circle: velocity
profiles of LBM; Red line: exact solution.

S} S}
= 0.8 &

=

0 02 04 06 08 1 0 02 04 06 08 1 0 02 04 06 08 1
y y y
(@) kn,=0.1and L/H = (b) k, = 0.05 and (c¢) k, = 0.025 and
20 L/H =40 L/H =80

Figure 8.4: The velocity profiles at H = 100 and A, =2 in 2D. Blue circle: the
velocity profiles of LBM; Red line: the exact solution.
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Uy /U,
uy /U,
MX/U(‘

0 02 04 06 08 1 0 02 04 06 08 1 0 02 04 06 08 1

y y y
(a) k,,=0.1and L/H = () ky,, = 0.05 and () kn, = 0.025 and
20 L/H =40 L/H =80

Figure 8.5: The velocity profiles at H = 50 and A, = 2.5, in 2D. Blue circle: the
velocity profiles of LBM; Red line: the exact solution.

8.3.2.2 The pressure deviation

Figure (8.6) shows that rarefaction increases exactly as Arkilic’s exact solution
suggests [3] and there is also good agreement between the pressure deviation of
the LBM and Arkilic’s exact solution [3] with A, =2 and aspect ratio L/H = 20,
L/H =40 and L/H = 80 for k,, = 0.1, k,, = 0.05 and k,, = 0.025, respectively.
However, rarefaction increases slightly compared with the exact solution from
Arkilic [3] with A, = 2.5 and aspect ratio L/H =20, L/H =40 and L/H = 80 for
kny = 0.1, k,, = 0.05 and k,, = 0.025, respectively, but matches exactly with his
solution [3] with A, = 2.5 and aspect ratio L/H =40, L/H = 80 and L/H = 160
for kn, = 0.1, k,, = 0.05 and k,, = 0.025 respectively, as seen in Figures (8.7) and
(8.8). The value of the pressure deviation is increased by increasing the pressure
ratio as shown in Figures (8.6)(b) and (8.7). The change of height does not affect
the agreement or rarefaction between the pressure deviation of the LBM and
the exact solution with A, = 2, and this means H = 20 is enough to obtain the
convergence between the pressure deviation of the LBM and the exact solution
Apr =2 as shown in Figure (8.6), while a decrease in k,, leads to a increase in
the maximum of the pressure deviation as seen in Figure (8.6), Figure (8.7) and

Figure (8.8).
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Figure 8.6: The pressure deviation at A, = 2, k,, = 0.1 with L/H = 20, k,, = 0.05
and L/H =40, k,, = 0.025 and L/H = 80 in 2D.
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Figure 8.7: The pressure deviation at A, = 2.5, k,, = 0.1 with L/H = 20, k,, = 0.05
and L/H =40, k,, = 0.025 and L/H = 80, in 2D.
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Figure 8.8: The pressure deviation at A, = 2.5, k,, = 0.1 with L/H = 40, k,, = 0.05
and L/H = 80, k,, = 0.025 and L/H = 160, in 2D.

It is clear from Figure (8.9)(a) that the pressure deviation in this present work,
which is based on moment boundary conditions, agrees well with the analytical
solution of Arkilic at H = 50, k,, = 0.1, k,, = 0.05 and k,, = 0.025 with A, = 2.
Lee and Lin [38] presented that rarefaction is slightly decreased at k,, = 0.1 with
L/H =20 and is slightly increased at k,, = 0.025 with L/H = 80 with A, =2, using
wall equilibrium boundary condition. Figure (8.9)(b) and (c) illustrates that the
present pressure deviation at k,, = 0.05,0.1 has a stronger agreement with the
analytical solution of Arkilic at H = 50 than that presented by Lim et. al [40] using
two kinds of boundary conditions: specular and extrapolation. Furthermore, their
peak of pressure deviation was deviated at the outlet more than Arkilic’s because
they were interested "in a more rarefied sense" et. al [40] (p.2304) and they
compare their results with experimental results, whilst Arkilic used the first order

of slip velocity.
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Figure 8.9: Comparison of the pressure deviation between the present work and
the other authors at A, =2, in 2D.

8.3.2.3 Slip velocity

Figures (8.10) and (8.11) demonstrate that slip velocity with H =20 is very close
to the slip velocity with H = 50. The present slip velocity with H = 50 accords with
that of Arkilic at different k,, and at k,, = 0.1 and it accords with slip velocity of
Arkilic more than that of Lee. Moreover, the slip velocities obtained by Lim et. al
are much lower than those obtained by either Arkilic, Lee or the present work at
kq, = 0.05 as seen in Figure (8.12). The excellent agreement of the present study
is due to the moment boundary condition used in this model and its consequent
determination of the exact value of slip velocity. A decrease in the k,, causes a
decrease in the slip velocity. In addition, slip velocity is increased by increasing

the pressure, and this is shown in Figures (8.10)(b) and (8.11).
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Figure 8.10: The slip velocity at A, =2 with k,, = 0.1 for L/H = 20, k,, = 0.05 for
L/H =40 and k,, = 0.025 for L/H = 80,in 2D, ( ¢ ) red: Arkilic and

black: Lee.
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Figure 8.11: The slip velocity at A, = 2.5 with k,, = 0.1 for L/H = 40, k,, = 0.05
for L/H = 80 and k,, = 0.025 for L/H = 160, in 2D.
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Figure 8.12: Comparison of the slip velocity between our present work and the
other authors, at A, = 2.
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8.3.2.4 Mass flow

The mass flow of the LBM with moment-based boundary conditions is conserved
and is the same at both the inlet and the outlet at each H, k,,, A,- and €. The mass
flow is not greatly affected by changing the height H at each k,,, as is illustrated
in Table (8.3). However, it is affected by changing the k,, at each H and A, as

Table(8.3) shows, in addition to showing that changes in pressure reduce mass

flow.
The height H and pressure
Mass flow kg
ratio A,
0.0627 0.1
H=20,A, =2 0.05388 0.05
0.0494 0.025
0.0629 0.1
H=50,A, =2 0.05396 0.05
0.04948 0.025
0.0529 0.1
H=50,Ap =25 0.04596 0.05
0.0427 0.025

Table 8.3: The relation between mass flow and k,, in 2D.

8.3.2.5 Norm error L,

The numerical norm error for velocity profile at the outlet is first order A, = 2 with
ky, = 0.1 for L/H = 20, k,, = 0.05 for L/H = 40 and k,, = 0.025 for L/H = 80. For
slip velocity, the numerical norm error is also second order with k,, = 0.1,0.05 and
small grid size, and first order with large grid size, k,, = 0.1,0.05 and k,, = 0.025
at A, =2. Thus, we estimate the error to be first order at various A, H, k,, and
€. The convergence study is based on a calculation of the numerical norm error
between H = 20,40, 80, 160 with H;,, = 320. The error for slip velocity is decreased

by decreasing k,, as seen in Figure (8.13)(b).
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Figure 8.13: The norm error at A,, =2, H = 20 and fine grid point of n, = 320,
with k,, = 0.1 for L/H = 20, k,, = 0.05 for L/H = 40 and k,, = 0.025
for L/H = 80, in 2D.

8.4 3D narrow micro-duct

) — 7
Pin (Inlet) e
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Figure 8.14: 3D narrow micro-duct.

8.4.1 Moment boundary conditions with Navier-slip and pressure gradient
in three dimensions

In this simulation, moment-based boundary conditions are used to implement

Navier-slip boundary conditions on the West, East, South and North walls and

pressure boundary conditions at the inlet and outlet, as follows.

8.4.1.1 Pressure boundary conditions
The slip velocity is assumed at y-direction, and zero velocity assumed for the

x, z-direction, thus

uy = u; = 0,uy = ugy. (8.4.1)
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The moments will be:

pu, = pu, =0,
puy = pusy,
HO p5 «+ pusu, = %,
P P 2
Iy, = 3 O+ puyity = 2+ pugy,
ng = §5ZZ—|—puZuZ = %

(8.4.2)

From the Chapman-Enskog expansion the momentum flux tensor in x,y- and z-

direction is defined as

2
M = 10, + 7I1L = % 1P o, = %,
p 2p p
Hyy = HO + THI = § —I—pu?y — T?8yuy = § —I—pugy,
and
2
M. =T+ oI, =2 — ¢2P o, = P,
3 3
Consequently, the bar moments are
Py = puy =0,
puy = puy = Py,
pu; = pu; =
— 0, 0,
Hx Hxx+2t Hxx 2t HO _g,
7 Or O 0 P 2
Iy = I, + o Py 8 ZTHW =3 T putsy,
0, 0, p
sz - sz+ 21 sz 2t HO = g
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To find the unknown distribution functions at the inlet pressure boundary we use
five moments which are

p=rotfitlotfatfatfstfetfrtfs+fotfiotfu+fitfiz+trfu
+ fis+ fie+fi7+ Figs
pix=f1—fr+fr1—Fs—Fot+Ffro+fu+fia—Ffiz—Ffia=0,
piiz = fs—fe+fi1—Fio—Fiz+Fiat+fis—Fio—Fi7+Fis =0
My = f1+fot+fr+fst+fotfiotfut+Ffitfistfu= g,

.= fs+fe+fu+ftfistfutfistfietfin+fis= % (8.4.4)

This system (8.4.4) can then be used to find the unknown distribution functions
at the inlet pressure boundary which are

f3f1.fs. 15 Fre

(8.4.5)
so,
fi=—fo—Fatfu+fin+rfis +714+%’
f1=-h —70—711—712+%,
78 = —72 —79—713 _7144—%,
fis=—Fs—Fu —714—718‘1‘%,
fi6= —76—712—713—717+%~ (8.4.6)

We also use the same system (8.4.4) to find the unknown distribution functions

at the outlet pressure boundary, which are f,, fo, f10-f17- f 13-

The system to find the unknown distribution at the South inlet, South outlet,
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North inlet and North outlet edges is

p=rfotfithatfatfatfstfet+frtfs+fotfiotfu+fiotfiz+trfu
+fis+ fis+fi7+ fis

pix=f1—fa+fr1—Fs—Fot+fro+fu+Ffia—Ffiz—Fia=0,

piiy = f3— fa+Fr+fs—Fo—Firo+Fis+Fie—Fi7—Fis = pusy,

Pz = fs—fo+ fi1—Fio—Fiz+ it fis—Fio—Fi7+Fis =0,

Moo= 71+ Fa+ F7+ T+ Jo+ o+ Fu+ T+ Fis+ Fra =5

I1,, f3+f4+f7+f8+f9+f10+f15+f16+f17+f18—g+p Usys

Mo =Fs+ Fot Fu+ Fro+ Fist Fat Fus+ Fro+ Fi+ Frs = 5
=fu—rFfu+fiz—rfiu=0

O =Fi1—Fio—Frs+Fra= ”(

27+ 6, (j:usy)u
2 I v

Oy.. = fis+fi6—Fi7—fis= P 3 sy (8.4.7)
where

puz+rp8u pauz,

2r+ o)
2 ()

QXXZ Qxxz + TQxe

_ 27T+ 6,
Qe = ( ’

Sy Sy
L

2T+ 5; Zi:usy

2Tt 6t) [uy o1ty + D uyuy]

w‘_o w‘b w‘b
N7 NN

lgy Oclly = ? (8.4.8)

S

0 I = —p [(2T+ 6 (£
or Qxxz = Hyzzusy, where Hyz = _p( + t> ( uSY)

3 > L for more details how we
calculate the Q,,, and Q,.. see the Appendix (A). At the South inlet edge the
shear stress keeps its sign because it is positive toward the South wall, thus
jy M. (27_+5f> (sy)

P

3 2 I
P P —
Also, Q,.; = QyZZ—FTQ;ZZ = %uy—FT (%uy(?yuy + gayu§> = guy = gusy SO QyZZ = gusy.

By solving system (8.4.7) we find the unknown distribution functions at the South
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inlet and outlet edges. The unknown distribution functions at the South inlet edge

are
3 S5 fr.Fe: Fiisf1afis: 16 f1s- (8.4.9)
— — — — — in (2T +1 in
fa=—fo—fa+t2(Fa+fi3)— %l +p3’
fs==(fotfi+f2)—fe—2(Fia+/13)+ % = — iy, + g
f7:—f1—f10—2f12+¥l—:—%a
T e S pm(2r+1)_y_&
fs=—f2—fo9 2f13+—6 L6
= = _p(2r+1)u_§y
fuu=rn 6 L
- pRTH)uy
fuu=rn T 6 L
= Pin ) Pin Pin
fis=73 (f0+fl+f2)+f6+f12+f13+f17+ 2 +?“sy_?’
fie=—fe—fio—fiz—fi7+ p6m
—- 1 — - - in in in
flszi(fo+f1+f2) f17+p2 2 %Msy_%- (8.4.10)

The slip velocities at the South inlet and outlet edges are calculated by using

the momentum flux tensor I1,., so, using the Chapman-Enskog expansion
I, = 10, + 711, = 5yz+puyuz—|-f P (B, + ) =1 3”3 uy.

The slip velocity is defined, like in previous chapters, as proportional to the shear
stress at the wall u; = [;d.uyqu, n 2 0. Consequently, IT,, = —udyu,q; and ug =
[ . " :
—ﬁHyZ because the shear stress is positive toward the South wall. So, the slip

velocity is defined as

I, 2t —

Pus = pjmnyz, (841 1)
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where p—2 2% _ =% o4
pu 2141 (2T41) 77
—6l - - — _
Usy = (Pin(27+1) (f15s—f1s Jrf17—flg)> (8.4.12)
- (pin(215+21+1)> (2722 4F + 276 ) (8.4.13)

The unknown distribution functions £, fs. fo. f10- f11f14- f15- f17- f 1 @t the South
outlet edge are found by solving system (8.4.7).
By solving system (8.4.7) we also find the unknown distribution functions at the
North inlet and outlet edges, with negative sign for the shear stress —II,, toward
the North wall. The slip velocity at the North inlet edge is found by using the re-
lations I1,, = poyuye and u; = L—SHyZ because the shear stress is negative toward
the North wall.

The system to find the unknown distribution function at the West inlet and

outlet edges, and the East inlet and outlet edges is

p=rfotfitlotfatfatfstfet+frtfs+fotFfio+fii+fiatFfiztfia
+fis+fie+ f17+ fiss
pix = f1—fr+fr7—Ffs—Fot+fro+fui+Ffia—Ffiz—Fia=0,
piiy = f3— fa+fr+fs—Fo—Fro+Fis+Fie—Fi7— Fis = pusy,
pii; = fs—fo+fi1—Fio—Fiz+Fiat+fis—Fio—Fi7+Fis =0,

fi+fatFr+fs+fotfrotfu+fit+fiz+iiu=

—

XX

2
pugy,

=

w=FfatFatfrtFstfot+Ffiotfis+ it fint+fis=%5+
.= fs+fe+fu+Sfitfistfutfistfis+tfin+fis= g

9

O =fiu—f+fizs—fa=0,

—p (2048 2(Fuy)
3 2 [

Quy=F1+fs—Fo—fio= %”sya (8.4.14)

Oue=Iu+fin—rfiz—Ffuu=
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where

Qe = Oy + 700, = gux—i-fp& = p8x 0,
0. — —Tp <21:+5,) 9] = = (27:;—&) Dty
_ Tp (27+6t) (14, Doty + Ottty

_ —Tp (Zrz 6t> lusyulsy n lsyusy]

o —_p 2T+6t 2(:l:usy) i @
_ 3( - ) Lt Dty = (8.4.15)

0 I = —p [(2T+ 6\ (£
or szz = nyzusy, where ny = p + f) ( usy)

3\ 2 I

’L’Qxxy puy +71 P — iy Oyity + B8yu§ = Buy = Busy SO Oy = Busy. At the West inlet
3 3 3 3 3 3

and outlet edges the shear stress increases toward the West wall, or it has posi-

. In addition, Q. = Qxxy

tive sign, so the shear stress or I1,, will keep its sign.
By solving system (8.4.14) we find the unknown distribution functions at the West
inlet and outlet edges.

The unknown distribution functions at the West inlet edge are

f1:F3f7:Fe fro-F11-F12: F 150 f 16 (8.4.16)
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SO,

- T - in (2T 4+ 1) U5 2pin
fl:_(f0+f2+f5+f6)_2(f13+f14)+wh_ il +

3 L 37
fi=—fo—fa+2(Fi3+f14) - w L +p3m,
Fo =5 (ot Fot To) + Fat Fot Fua+ Fua+ O 4 Pt - B,
fs 2—7 —fo—Ffia— f13+p6m
Fio= (ot Fs+F6) = ot Botad,— Bt — B,
711:714—$%,
712:713—@%,
715:—75—2714—718+wu1—%+%,
fio=—fe—2f13—fiz+ w L +P6m (8.4.17)

The slip velocity at the West inlet and outlet edges is found by using the re-
. I .
lations Iy, = —udyuye; and ug = —ﬁny because the the shear stress increases,
or has a positive sign, toward the West wall. As explained previously in section

(8.3.1.1), the slip velocity at the West inlet edge will be

oy, - - - -
usyZ(—m(f7—fs+f9—f10)>~

_ 6ls Pin
N (pin(21s+2’5+1)) ( fi3+2f1a+4f0+2/> - 3 ) (8.4.18)

The unknown distribution functions £, f4.f7.fo-f10-f11-f12-f17- f15 at the West
outlet edge are found by solving system (8.4.14), from which we can also find the
unknown distribution functions at East inlet and outlet edges if we use a negative
sign for the shear stress —I1,,. The slip velocity is calculated using the relations
T, = poyuye and u, = L—sty because the shear stress decreases, or has a neg-

ative sign, toward the East wall.
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8.4.1.2 Navier-slip boundary condition

To implement Navier-slip boundary conditions we use the same assumptions de-
scribed previously for pressure boundary conditions (u, = u; = 0,u, = uy,). Con-
sequently, to find the unknown distribution functions at the South and North walls,

we need to again choose five moments, which in this case are

pix = f1—fa+fr—Fs—Fot+Fro+fii+Ffia—Fiz—Fia =0,
piiy = f3— fa+Fr+fs—Fo—Fro+Fis+Fie—Fi7—Fis = pusy,
piz = fs—fo+fi1—Fio—Fia+Fatfis—Fie—Fin+fis =0,
Mo =1+ o+ Fr+ s+ Fo+ Frot+ i+ T+ Fia+Fra = 2

9

3
Iy = f3+fy+fr4+fs+fot frot fis+fis+ i+ fis= %erugy- (8.4.19)

By solving this system (8.4.19) we then find the unknown distribution functions at

the South face, which are

Fs:f11-F14:F1s- s (8.4.20)

hence,

fs=F1+ ot F3+fatFet2f7+2fs+2fo+2f10+2f 1o +2f 13+

— — 2

2f16+2f17— 3P — puy,
711:—71—77—710—712+%,
714:—72—78—79—713+%’
- - = = = p 1 |
f15:_f3_f7_fS_f16+€+§puSy+§pusy’
_ —_ _ 1 1
f18:—f4—f9—f10—f17+%—ipusyJFEP”?y- (8.4.21)

The density is found from the known distribution functions

p=rfot i+ ot stFfat2fs+fr1+ s+ o+ fio+2f1a+2f13+2f16+2f17-
(8.4.22)
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The slip velocity at the South face is then found by using the relation I1,, =
l .
— 1Oyt AN Uy = —ﬁHyZ, because the shear stress increases toward the South

wall. Thus,

6, S
uy = S arn Rt Fr = Tst fot Fo=2F1+2fn). (8429

The unknown distribution functions f, f5. f13. f16.f17 at the North face is found
by using the same (8.4.19) and the slip velocity at the North face is found by using
the relation ITy; = udyu,.; and u, = L—SHW because the shear stress is decreasing
toward the North wall.

To find the unknown distribution functions at the East and West faces we use

five moments which are

pix=f1—fa+fr—Fs—Fot+Frot fuu+fia—Fis—Ffia=0,

piiy = f3— fa+fr+fs—Fo—Fro+Fis+Fie—Fi7— Fis = pusy,

piz = fs—fo+fi1—Fio—Fizs+Fuutfis—Fie—Fin+fis=0,

Ty =P+ Fat Pt Fst Fot Frot Fis+ Fro+ Frr+ Fus = 5 +pic,
p

.= fs+fe+fu+fitfistfiatfistfis+fin+fis= 3 (8.4.24)

By solving this system (8.4.24) we then find the unknown distribution functions at

the West face which are

71’77’710’711’712’ (8425)
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SO,

fi=Fot+F3+fa+Fs+Fe+2fs+2fo+2f13+2f14+2f 15

— — — 2
+2f16+2f17+f18_§p_pu?y’

oo I I
f7:_f3_f8_f15_fl6+%+Epusy+§p”?y’

- = = = — p 1 1
f10:—f4—f9—f17—f18+g—Epusﬁ—ipufy,

T T

f11:—f5—f14—f15—f18+g,

fo=—fe—Fis—Fie—fi7+ % (8.4.26)

The density is found from the known distribution functions

p=Ffot 1+2f 2+ s+ fat+fs+Fe+2fs+2fo+2f13+2f1a+fis+fie+ 17+ fis.
(8.4.27)

The slip velocity at the West face is found by using the relation I, = — oy uar
[ .
and us = —ﬁny because the shear stress increases toward the West wall.
6l

R Y (I R (f3s—fa+2fs—2fo+fis+Fie—fi7—fig).  (8.4.28)

Similarly, the unknown distribution functions f,, fs, fo. f13. 14 at the East face are
found by solving system (8.4.24) and the slip velocity is found using the relation
Iy, = woyuya and ug = L—sty because the shear stress decreases toward the
East wall.

To find the unknown distribution functions at the four edges to which moment-

based boundary conditions have been applied (South West, North West, South
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East and North East edges) we choose the following nine moments:

where

and

puy, = pu, =0,

piy = puy = Py,

pu; = pu; =0,
— 0
M = Mg+ 5Tl -
_ o)
Hyy Hyy + 2T Hyy
— 0,
Mo = Mo 4 Tl —
— 0
sz =1+ 2t sz
_ o)
ny = ny + 27 ny
P (2T + 6
3 2
O
Qxyy Qxyy + Qxyy
= ﬁxy”sy’
Iy =119, + IT;, =

M, = IT), + 711,

0 _
Qxyy o

Qxyy

O 0
Enxx =
S o
zfnyy -
&

27

6; 0
ZTHXZ -

B

S wl‘o WD

b

Ob)

b

27T

p
3
Qxyy + TQxyy

1
M)C - 07 Qxyy

(iusy)
I,

o P
3

Qxyy

p5 v+ pusuy+7T

= %5 +puxuz—|—‘c

(2

w|‘o wl‘o
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p(a Uy + hity) = T 3”

- ”y5x“y) =

((Oxuy) uy),

O 0 —p [(2T+ 6
ki o S LU

(25 (@),

Oklty,

(8 u; + d;uy) =0, (8.4.29)

((Dxuty) uy) ,

W

(8.4.30)
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SO,

pux=f1—fot+fr—Fs—Fot+Fro+fii+fio—Fi3—Sf1a=0,
piy = f3— fo+f14+Fs—Fo—fro+fis+fie— 17— fis = Pitsy,
pi. = fs—fo+ 11— Fio—Fis+fiatfis—fie—fir+fi1s=0,

Do =f1+fo+fr+fs+fot frotfu+fo+tfistfia=

2
Py,

=

w=F3+Fatfr+fs+Fot+Fro+fis+fie+fi7+ 18 =

—

== s+ fetfu+tfitfiztfiutfistfistfir+fis=

+
P
3,

Oe=fiu—fio+fiz—fa=0,

L p 2T+ 8 (tu
ny:f7_f8+f9_fIO:T( T;L >( Zy),

@xyy = ?7 _78 _79 +710 = ﬁxy’/lsy- (8431 )

At the West wall the shear stress II,, has a positive sign because it increases

toward the wall, thus the momentum flux tensor is

— —p 2T+6t usy
= (=2 = 4.32
Iy 3 ( 2 ) I (8.4.32)

By solving system (8.4.31) and Eq (8.4.32) we get the unknown distribution func-
tions at the South West and North West edges. At the South West, these are The

unknown distribution functions at South West edge are

f1:fss 710011 F12: F1as F1s50 F1gs (8.4.33)
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SO,

fi=F1 s 7 7 - 274 1) uz
h :f2+2f6+4f13+2f16+2f17_§_¥l—y’

— - - - _ — — — — — 2
fs :2f2+f3+f4+f6+4f8+4f9+4f13+2f16+2f17—§P,

p(2f+1)u_§y

— P+ =

Ry N ACAL L
I Flcasl BEC ALY
711:_72_76_78_79_3713_716_717+§’
fo=~fo—Ffis—Fie—Ffin+ %

fla=—fa—T1s —79—713“‘%’

- - - p 1 1
f15:_f3_2f8_f16+€+§pusy+§pu?y’
_pRT sy pRTil)uy

12 I 12 Iy’
= — - = p 1 1
fis=—fa=2fo=firt g = Epusy-FEPufy,
p(21—|—])u§y p(2T+1) uyy
T T 4.34
12 L 12 lg (8:4.34)
The density is found from the known distribution functions
P =Fot+2fr+f3+fat2fe+2fs+2Fo+4f13+2F16+2F 17, (8.4.35)

and the slip velocity is found using the shear stress Iy, = —udyu,,,; and u, =
l , .
—ﬁHyZ because the shear stress increases toward the South wall, as explained

in the previous section, so,

6, - = — — — _
Y= 56l + 4t +2) (f3—fa+2fs—2fo+2f16—2f17)- (8.4.36)

The unknown distribution functions f|, fs.f7. f10. f11 12 f13. [ 16- f17 @t the North
West edge are found by solving system (8.4.31) and the slip velocity is found by

. [
using Iy, = udyu,,; and uy = ﬁHyZ because the shear stress decreases toward
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the North wall as discussed in previous chapters.
However, as we know, at the East wall the shear stress Il,, has a negative sign

because it decreases toward the East wall. Hence,

— P (2740 ugy
II. =2 =) 4.37
V3 ( 2 ) I (8.4.37)

By solving system (8.4.31) and Eq (8.4.37) we find the unknown distribution func-
tions at the South East and North East edges, and the slip velocity is found by
using Iy, = £pudyu,..; and u, = iiL—SHyZ.

The system for the corners consists of 12 moments

p=rfotfithatfatfatfstfet+frtfs+fotfiotfutfitfiz+trfu
+fis+ fis+fi7+ fiss
pix=f1—fa+fr1—Fs—Fot+Ffro+fu+fiz—Fiz—Fa=0,
piy = f3— fa+fr+fs—Fo—Firo+Fis+Fie—Fi7— Fis = pusy,

pi. = fs—fo+ 11— Fia—Fiz+fia+fis—Ffie—f17+f18 =0,

O =f1+fot+fr+fs+fotfrorfutfiotfiztfuu= g

Iy = f3+ fa+ 7+ fs+Fot+ o+ fis+fie+fi7+fis= % +Pufy,

I, =fs+fe+fu+Sft+lintfutfis+Fietfintfis= g

e =fi—fiot+fiz—fa=0,

My = f7—fs+fo—Fi0= _T <27;5[) (iZSy),

Qcyy = f1—fs— fo+ f10 = Mgy,

Owe=fu—fra—fistfia= _T (ZT;&> Z(DZMSy)“sy,

@yzz =fis+fie—fi1—fis= g”sy- (8.4.38)

We know that the shear stress II,, at the South wall and shear stress II,, at
West wall increase toward the South and West walls respectively, thus, the sign
is kept positive for IT,, and II,,. By solving system (8.4.38) we find the unknown

distribution functions at South West inlet and outlet corners.
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At the South West inlet corner, these are

f1:F3:Fss 7 Fes Fro FiisF1a: f1as f15: F160 f1so (8.4.39)

SO,

(2fc+1)ufy p2T+1)uy 2p 2p
- = - =y Usy+—,

Fir=—(Fot7a) —2Fs—4fy -2

6 L 6 [ 3 3
_ - — - 27 1u§ 27+ 1) uyy 2
f3:2f2+f4+4(f9+4f13)_p( * )_y+p( * )QJF_p“sy_B’
3 I 6 L 3 3
- - - - 20+ 1) u; 2
f5=—f0—2f2—f6—4f13+—p( 2+ )l—y—P”?y‘i‘?pa
= = = o pRr+Duy, pQRt+Duy p
f7_ f2 f9 2f13+ 4 ls 12 ls+6’
2
78:_72_79_2713+—p(2’c+1)@+3’
6 Iy, 6
o PRI Uy pT+Duy
So=lot =t T,
- 1= = = = pRTEDuy pRT+Duy p p
f11—2fo+(f2+f4)+2f9+f13 G ls+ B ls+3”sy 3
- =y = = PRt Duy p P
f12:§fo+(f2+f4)+2f9+f13+ B l_sy Fhy — 3
— = pr+)ud
f14:f13—%l—sy’
- - - - - — pQt+hul p P P
f15:5fo+(f2+f6+f17)+2f13—Tl—sy+5ufy+gusy—§,
- - -~ - - - - = p2t+1)uy p p
f16:_§f0_(f2+f4+f6+f17)_2(f9+f13)_%l_‘y_§u5y+§’
o= pRrEDuy pQRt+luy P, p P
=y 2fg—fip - DA Ty PRSI By P o+l
f18 f4 f9 f17 12 ls 12 ls +2 sy 2”y+6
(8.4.40)

The slip velocity at the South West inlet corner is found using I1,, = —udyu,,,; and
I
Uy = —H;HyZ because, as we have seen, the shear stress at the South and West

has a positive sign toward the South and West walls. As explained previously, the
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slip velocity will be

6/ — _ _ _
Ugy = (—m (flS_f16+fl7_f18>)’ (8.4.41)

61, S
- (—p(&ﬁ“”)) (Fotafis+471+ 2P+ 2fs+2fe+4F0 -5 ).

(8.4.42)

where p = p;, is the density at the inlet for the inlet corner. The unknown distribu-

tion functions at the South West outlet corner are

fi:faFsif7:For Fro Fri-Fras Fras fis: f17: Fiss (8.4.43)

which are then found by solving system (8.4.38).
Similar methods are used to find the unknown distribution functions on the North

West, South East and North East inlets and outlets corners.

8.4.2 Simulation

The three dimensional flow is in the y-direction. The exact solution is the same
as we saw previously for parallel plates in two dimensions, demonstrated in Eq
(8.2.1). This simulation tests micro-ducts of various aspect ratios € = L/H, the
relation between length and height, where H is the height of the micro-duct and
L is the length. The aspect ratio Ar = H/W, between height and width, is also
varied. Here, W is the width of the micro-duct, which is in x-direction. L and H
are in y- and z-direction, respectively. We have seen that the height H =20 is
enough to obtain the convergence of velocity, pressure deviation and slip velocity,
this simulation uses one channel height of H = 20 in three dimensions to test the
velocity, pressure deviation and slip velocity, which are examined with A, = 2.
The ratio A, is not increased to more than 2 in three dimensions because the
momentum flux tensor II,, is approximated to the equilibrium momentum flux

, 2
tensor IT), and we have neglected the viscus stress IT}, = —r?payuy where dyu, =
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8.4. 3D NARROW MICRO-DUCT

0. This is clarified in the relation

p
3

P

2
My = I, + 711}, = &+ pud, — e 23, = &+ pid,

Previously, in the two-dimensional simulation, we did increase the ratio A, up
to 2.5, but this is very close to 2. We did not increase it more than this for the
same reason of approximating the tangential momentum flux tensor. This reason

is clarified in Tim and Deller [58].
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Figure 8.15: The velocity profile at u, at different k,, with n, =200, n, =400 and
n, = 20.
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8.4.2.1 The velocity profile in three dimensions

“0 02 04 06 08 1 0 02 04 06 08 1 0 02 04 06 08 1
Z Z Z

(@) ky, =0.1 (b) ky, = 0.05 (©) kn, =0.025

Figure 8.16: The velocity profiles for narrow duct at # =20 and A, =2 with k,, =
0.1 for L/H = 20, k,, = 0.05 for L/H = 40, k,, = 0.025 for L/H = 80,
W =n, =20 and Ar = 7. Blue circle: the velocity profiles of LBM;
Red line: the exact solution.
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4 4 4
(@) k,,=0.1and L/H = (b) ks, = 0.05 and (c) kn, = 0.025 and
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Figure 8.17: The velocity profile for narrow duct at H =20 and A, = 2 with k,,=0.1
for L/H =20, k,,=0.05 for L/H = 40, k,,=0.025 for L/H = 80, n, =200
and A, = 10. Blue circle: the velocity profiles of LBM; Red line: the
exact solution.

In the case of a narrow duct such as (Ar = H/W = 7,10) the velocity of the LBM is
in excellent agreement with the exact solution Eq (8.2.1) at each Knudsen number
k,, and aspect ratio €, as is evident in Figures (8.16) and (8.17). It is clear that
changes in the Knudsen number k,, and aspect ratio € have an effect on the
velocity and the slip velocity at each Ar. For instance, both the maximum velocity
and the slip velocity at the wall decrease when the Knudsen number %, decrease
at each aspect ratio € and Ar, as shown in Figures (8.16) and (8.17). Additionally,
an increase in Ar leads to an increase in the maximum velocity and slip velocity

at the wall, which can be seen by comparing Figures (8.16) and (8.17).
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8.4.2.2 The pressure deviation
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Figure 8.18: The pressure deviation for square duct at A, =2, Ar =1, k,, = 0.1
for L/H = 20, k,, = 0.05 for L/H = 40, k,, = 0.025 for L/H =80, W =

n,e = 20.
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Figure 8.19: The pressure deviation for narrow duct at H = 20, A, =2, k,, = 0.1
for L/H =20, k,, = 0.05 for L/H = 40, k,,=0.025 for L/H = 80.

Rarefaction increases exactly as Arkilic’'s analytical solution does [3] and the

agreement between the pressure deviation of the LBM and Arkilic’s exact so-

lution [3] is very good in the case of A, =2, Ar =1,7,10, aspect ratio L/H = 20,

L/H =40 and L/H = 80 for k,, = 0.1, k,, = 0.05 and k,, = 0.025, respectively, as

seen in Figures (8.18) and (8.19). Decreases in k,, affect rarefaction and lead

to a increase in the maximum pressure deviation, as can be as seen in Figures

(8.18) and (8.19).
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Figure 8.20: Comparison of pressure deviation in the present results with those
of other authors, in three dimensions, at A,, =2, k,, = 0.1 for L/H =
20, ky, = 0.05 for L/H = 40, k,, = 0.025 for L/H = 80.
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Figure 8.21: Comparison of the pressure deviation in the present results with
other authors, in three dimensions, at A, =2, k,, = 0.1 for L/H = 20,
ky, = 0.05 for L/H = 40 and k,, = 0.025 for L/H = 80.

Because we have seen that height H = 20 is enough to obtain the conver-
gence of the pressure deviation and therefore changes in the channel height will
not change this, the results of this simulation have been compared with H = 14,50
which were presented by Jeong et. al [33]. They used equilibrium boundary con-
ditions, and calculated the unknown distribution functions at the inlet and outlet
using second order extrapolation. They did not use any particular treatment for

the slip velocity at the wall.
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Figures (8.18) and (8.19) demonstrate that the pressure deviation in this present
work agrees well with the analytical solution of Arkilic. The rarefaction increases
exactly as his analytical solution does [3], with our H = 20, k,, = 0.1, k,, = 0.05
and k,, = 0.025 with A,, =2 and Ar = 1,7,10 in square and narrow ducts. On the
other hand, Jeong et. al presented greatly reduced rarefaction with k,, = 0.1 and
Ar =1, as evidenced in Figure (8.20)(a), with a difference in maximum pressure
deviation of about 2% with Ar =7, as shown in Figure (8.21)(a).

The compressibility and rarefaction in the results we present do not have any
influence on the pressure deviation maximum at Ar = 1,7,10, even with small
ky, = 0.05 and k,, = 0.025, and the agreement with the analytical solution of Arkilic
is again very good, as is clear in Figures (8.18), (8.19) and (8.21). However,
the compressibility and rarefaction do decrease the maximum pressure deviation

presented by Jeong et. al at Ar = 1 with k,, = 0.05 and k,, = 0.025 Figure (8.20).

8.4.2.3 Slip velocity

In general, the slip velocity in 3D is less than slip velocity in 2D and this is due to
the influence of the edges as seen in Figures (8.22) and (8.23). The slip velocity
previously presented by Jeong et. al is bigger than that in this present work,
as is evidenced in Figures (8.24) and (8.25). These authors did not specify any
particular treatment for the slip velocity at the wall. As demonstrated in 2D, the
results of slip velocity with H =20 are very close to results for the slip velocity with
H =50, and so H =20 was chosen in order to examine the slip velocity. The same
behaviour is noticed for slip velocity in this 3D simulation, where a decrease in the
k,, causes a decrease in the slip velocity as demonstrated in Figures (8.22) and

(8.23).
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Figure 8.22: The slip velocity at A, = 2 with k,, = 0.1 for L/H = 20, k,, = 0.05 for
L/H =40 and k,, = 0.025 for L/H = 80, Ar = 1 duct in 3D.
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Figure 8.23: The slip velocity at A, =2 with k,, = 0.1 for L/H = 20, k,, = 0.05 for
L/H =40 and k,, = 0.025 for L/H = 80, Ar = 10 Narrow duct in 3D.

03l ‘ ‘ ‘ ‘ | [~ present ‘ ‘ ‘ ‘ " ][ present
Q waie Jeong R reie g, Jeong
Arkilic 0.15F .-" B Arkilic
0.2+
(=] =3
= =
< S

0.1 frerninil

00 0‘.2 0‘.4 O.‘6 018 i 0 012 014 0‘.6 08 1

X X
(@) ky, =0.1,Ar =1 (b) kny =0.05, Ar =1
01f ‘ ‘ ‘ " {[-e- present
K e iy, Jeong
8.10°2f o Arkilic
g 6-1072
=
= 4.1072
2-1072
0 L L L L L
0 02 04 06 08 1
X

(©) kny =0.025, Ar =1

Figure 8.24: Comparison between the slip velocity in the present work and that
of the other authors, at H =20 A, =2, in 3D.
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Figure 8.25: Comparison between the slip velocity in the present work and that
of the other authors, at H =20 A,, =2, in 3D.

8.4.2.4 Mass flow

In the 3D simulation, the mass flow of the LBM with moment-based boundary
conditions has been conserved, as evidenced by its being the same at the inlet
and outlet in each H, k,,, Ar and €. Because the mass flow is not greatly affected
by changing the height H at each k,,, the mass flow is just studied at # = 20.
Variations in the mass flow are slightly affected by changing the k,, at each Ar as
seen in Table (8.4), but seem to have more of an effect at higher aspect ratios Ar.
For example, an increase in the Ar in three-dimensional micro-channels leads to

an increase in the mass flow as seen in Table (8.4). In general, the mass flow in
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three-dimensional micro-channels is less than the mass flow in two-dimensional

micro-channels which is due to the presence of edges in three dimensions.

The high H and Ar Mass flow kng
0.0277 0.1

H=20,Ar=1 0.02366 0.05
0.02144 0.025
0.05718 0.1

H=20,Ar=17 0.04912 0.05
0.04787 0.025

Table 8.4: The relation between mass flow and k,,, in 3D, at A,, = 2.

The examination of the norm error order for the velocity profile and the slip
velocity has not been performed in three dimensions because it needs a cluster
to achieve the required high performance, and the university cluster is limited in

size.

8.5 Conclusion
In conclusion, the numerical simulation of laminar flow in two- and three-dimensional
micro-channels was presented using the lattice Boltzmann method with moment-
based boundary conditions to implement Navier-slip conditions at the wall and
pressure boundary conditions at the inlet and outlet. The velocity profile was eval-
uated and compared with analytical solutions. Grid convergence studies were
performed for two dimensions using acoustic scaling. Here, the Reynolds and
Mach number were kept constant. The norm errors were also calculated for two
dimensions and the method was shown to be first-order for high grid points with
acoustic scaling. The mass flow was conserved at each Knudsen number k,
height H, aspect ratio Ar and aspect ratio €. Slip velocity was examined at dif-
ferent k,,, H, Ar and € and it was found to agree with other slip velocity seen in
the literature. Pressure deviation was compared with exact solutions and results
reported in the literature. Our pressure deviation was found to be in excellent

agreement with the exact solution at each k,,, H, Ar and e.
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9.1

Chapter 9

Flow in the entrance region of a chan-

nel.

Wall Boundary layer
/

Wall

Hydrodynamic entrance region Fully developed region

Figure 9.1: Fully developed flow [51].

Introduction

This chapter will focus on slip flow regime for various reasons. The first of these
is that rarefaction has a significant effect and the second is because the slip flow
has many practical applications in micro-fluidic devices. Moreover, for the pur-
poses of this study this regime gives the opportunity to examine the efficacy of
moment-based boundary conditions with Navier-slip boundary conditions in three
dimensions, as well as to determine the exact value of slip velocity. For this sim-
ulation, the LBGK D3Q19 model is used with the moment-based boundary con-
ditions to simulate laminar flow at the entrance region of a channel. It has been
noted that entrance effects are significant when channel length is the same as
hydrodynamic development length. Also examined are the effects on the fully de-
veloped profile of the compressibility and rarefaction, which are phenomena that

happen if the mean free path is similar to the characteristic length. The flow is

177



9.2

9.2. INFLOW BOUNDARY CONDITION WITH NAVIER-SLIP BOUNDARY CONDITION

considered fully developed when the velocity profile reaches a position in the axial
direction or along the channel where it is not able to change position or location
or when the boundary layers merge together, resulting in the velocity profile be-
ing a parabola at the fully developed area. We additionally examine the apparent
friction factor and Reynolds number product f,,,Re at the entrance region of the
channel with diverse dimensionless slip length K;,, Reynolds numbers, aspect ra-
tios and hydrodynamic entrance lengths, where the hydrodynamic development
length is a distance from the channel entrance into a location where the centreline
velocity profile becomes 99% fully developed. The behaviour of fully developed
profiles and f,,,Re are compared with those cited in the literature and the value

of (fappRe) depends on Reynolds number.

in (|nflow)ﬂ 77777777777777777777777777
uniform inIeLtlflow . . / o0 (outfiow) .
HI|- ’ g

L

Flow direction

Figure 9.2: 3D inflow inside the duct.

Inflow boundary condition with Navier-slip boundary condition
In this simulation, Navier-slip boundary conditions are applied at the walls (the
South and North faces, the West and East faces, the South and North-West edges
and the South and North-East edges) and pressure boundary conditions are im-
plemented at the outlet (the face, the South and North edges, and the West and
East edges). Inflow boundary condition are used at the inlet (the face, the South,
North, West and East edges at the inlet) and are implemented by assuming a
uniform velocity profile at the inlet u;,.

The velocity is assumed in y-direction at the inlet u, = u;,, u, =0 and u; = 0.

Therefore,
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pbtx = p”z = 07
puy = pui,
HO p5 +puxux—§,
P p
), = 30+ P == (9.2.1)
Also, we know that
I, =110 + 01l = % — r?p%cux = %,
I, = 19, + I} g—i—puizn Py Uy %—i—puizn,
and
0 1 _ P P P
e e R
SO,
pﬁx = Pux = 0,
puy = puy = Pilin,
pu; = pu; =0,
_ ) O p
Hx ot 2t Hxx 2_‘5ng = ga
] &% 0 P 2
I, = I, + 2T -1y — 2,L.Hyy =3 + Py,
= Or O 0 P
== 2.2
HZ HZZ+ 2 HZZ 2 H 3 (9 )

To find the unknown distribution functions at the inlet wall we have to select five

linearly independent moments which in this case are pu, =0, pu, = pu;,, pu; =
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pux=f1—fot+fr—fs—Fot+fio+ i+ fio—Fiz3—f1a=0,
ptiy = f3— fa+f1+fs—Fo—Fro+fis+ Fi6— f17— fis = Ptin,

pu.=fs—fo+fii—Fro—fis+fiatfis—Fie—fi7+f18=0,

O =f1+fot+fr+fs+fot o+t /it it izt fuu= %
;= fs+fe+fu+Sfntfintfiutfist et fintfis= g (9.2.3)
The unknown distribution functions at the inlet face are
f3:-F7.f8:f15:F16- (9.2.4)

By then solving system (9.2.3) we find that the unknown distribution functions at

the inlet face are

fi=fi+fotfatfs+fe+2fo+2f10+2f11+2f 1

— — _ _ 2p
+2f13 JF2f14+2f17+2f18—?ﬂLpuin,

fr==fi—fio—fu —712+%»
78 = —72—79—713 _714+%,

fis=—fs—Fu _?14_718+%’

fie=—fe—fia—Fiz—Fi7+ % (9.2.5)

To find the unknown distribution functions at the South and North inlet edges

180



9.2. INFLOW BOUNDARY CONDITION WITH NAVIER-SLIP BOUNDARY CONDITION

we have to select nine linearly independent moments which in this case are

pux=f1—fot+f1—fs—Fot+fro+ i+ fio—Fi3—Sf1a=0,
Pty = f3— fa+ 7+ fs—fo—Fro+ 15+ Fi6— f17— fis = Pttin,

pu, = fs—fo+Fii—Fio—Ffiz+fiatfis—fie—fir+fi1s=0,

o= fi+fotfrtfstfotfiotfutfiotfiztfuu= g

T, = F+ fat T+ Fs+ Fo Fro+ Fis+ Fia+ Fi+Fis = 5 +puc,

.= fs+fo+fuitFfiotfistFfutfistfietfintfis= %

e =fi1—fio+fiz—Fa=0,

Ow:=f1ii—fra—Fi3+fia=0,

Oyy.=f1s—fie—fir+fis=0, (9.2.6)
where 0y, = 0% + 10k, = Su+ T4 [ — wdan] = 75 22 - 9,

— —p (2746, —p (2746,
nyz:T( 2 t) [azug—”yaz”y}27< D) t

there is no shear stress at the flat wall, only velocity at the inlet.

) [O.uy|uy, = 0, d.uy, = 0 because

The unknown distribution functions at the south inlet are

f3sfss S F 8o F11s S 1415 F16: 18- (9.2.7)

By solving system (9.2.6) we find the unknown distribution functions at the South
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inlet which are

fy=T1+ 2= Fa+2fs+4f 12 +4F 15+ puj, — %’
Fs = Te

Fr==Fi=T=2 n+5.
Fs=-Ta=To=2fu+ 5,

Fii =T

Fia =T

fis=Fio—fio—fis+ i+ a—Ffe+fot g”in - g”zzn

fie=—fe—f12—f13 —717+%’

fis= —710—74—79—717+%M,2n—%Min+% (9.2.8)

known distribution functions at the North inlet.
The system to find the unknown distribution functions at the West inlet and

East inlet edges is

pux=f1—fot+f1—Fs—Fot+fro+fii+fio—Fi3—Sf1a=0,
piy = f3— fo+ f14+Fs—Fo—Fro+fis+fie— 17— fis = Pltin,
fs—fe+fu—fio—Fit+fuut+fis—fie—Ffi7+fis=0,

1+t fr+ s+ fotFiotfu+fiatfiz+fia=

pi;

=l
I
|

XX

2
pug,,

=

w=F s+ fat+Fr+fs+Fotfio+Fis+fis+fi7+Fis=

2

+

L. =fs+fet+futfiotfistfutfistfiet+firtfis= %
M= fi—frot+fiz—fia=0,

O =fuu+fio—Ffiz—Fa=0,

chy =fr1+fs—fo—fio= %uin» (9.2.9)

182



9.2. INFLOW BOUNDARY CONDITION WITH NAVIER-SLIP BOUNDARY CONDITION

where

Orce = O+ 70k, = e+ 5008 = tH 0,
— —p (2746 —p (2146
szz = T < 5 ) [axbtﬂ = T ( 5 [axuy] Uy,
= _Tp (2T;_ St) [uy Oty + Axutyuy] = 0. (9.2.10)
Also, Oy = Qxxy + TQ}QW = uy + pB ity + p(9 u; guy gum SO O,y = pum By
solving system (9.2.9) we f|nd the unknown distribution functions at West inlet,
which are
F1:F3F1 s 100 FiisFias Fiss Fres (9.2.11)
S0,

— — — — — — — 2
fi=—F2+2f4=2(fi3+f14) +2(f17+ F15) —P”zszF—p”im

3
e 2pp
f3—f4+f5+f6+2(f13+f14+f17+f18>+?um_§»

fr=Ffo—fatfotfistfia—Fin—Ffig+ B“?n — %Min,

?8 = —72—79—714—713+B,
fro=—fa—Fo—F17— f18+g 2 gw%—%
fi1=ra

f12=F13

fis=—fs—2f1a—f1s+ %

fi6= —76—2713—717+%- (9.2.12)

By solving system (9.2.9) we find the unknown distribution functions at East inlet.
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The system for the corners consists of twelve moments, which are

pux=f1—fot+fr—fs—Fot+Fro+ i+ fio—Fi3—Sf1a=0,

Pty = f3— fa+f7+fs—fo—Fro+fis+Fi6— f17— fis = Pttin,

Oy = f3+f4+fr+fs+fotfiotfis+Fie+Fir+fis == + P

+
L. = fs+fet+futfiotfistfiat+fis+tfie+fir+rfis= %
My = fi1— fro+fiz—f1a =0,

Oy, = fis— fie+f17— fi1s =0,

Iy =f7—fs+fo—fio=0,

Qcyy = f1—fs—Fo+ fi0 = Iyytin,

Ow: =fui—Fro—Ffi3+fia=0,

Oye=fis+fie—Ffir—fis= %uina (9.2.13)
where
M0, = 26, + puyuec 0, (9.2.14)
from the definition of slip velocity and shear stress,

I, = H;)Z + ‘L'H;Z = gﬁyz + puyu; — T%(Byuz +douy) = —Tgazuy = —udyu;, (9.2.15)

and
— 6 0
Hyz = Hyz + Z_;Hyz - éngz’ Uy = Usy = Uijn,
Or
o+ 51T, (9.2.16)

Thus, ﬁyz = _Tp (2’574‘5;) d.uy =0,0.u, =0.
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We define T1,, in the same way, which will be T, = — <2” i

3 5 ) Oxity =0,
druy = 0. By solving system (9.2.13) we find the unknown distribution functions at

South West inlet corner, which are

J1:F3 F 5o f1 Fso Froo Fii Fizs Fias Fiss fi60 Fiss (9.2.17)
S0,

- = - - — Ip Ip

fl:f2+2f6+4f13+4f17+?uin_?,

— - — — — 2

Py =2F2+ Fat (Fo+4713) + S — &,

— - — — — 1

fS:2f4+f6+4f9+4f17+_p”i2n+p”in_?p’

77:—72—79—2713+%,

78:_72_79_2?13+%’

f10=fo

F __F _F o PP

fu=—fe—f13—2f11 ¢ lint e

712 = _76 —7132717 - %”in + %

f1a=S13

F o F o oF _F P2 P P

fis=—f4—2f9 f17+2“m 3um+6,

?16 = 717 + %Min,

Fis=~Fa= 2o~ Fro+ Sy~ B+ £. 9.2.18)

By solving system (9.2.13) we find the unknown distribution functions at South
East inlet, North West inlet and North East inlet corners. All densities at the inlet
including (faces, edges and corners) are calculated from the known distribution

functions from the previous time step.

Simulation
In this simulation, the dimensionless slip length is defined according to the hy-

draulic diameter of a rectangular channel D, =2HW / (H +W), so the definition of
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dimensionless slip length K, is ITS' The dynamic viscosity is defined at the outlet
h

Wo = Vopo in order to keep it constant, and the Kinematic viscosity at the outlet is

defined as vy = 19/3. Thus, the definition of the local relaxation time is based on

the relaxation time at the outlet

r=3y =3t —3H0_ ToPo
p p P
The local dimensionless slip length used is K,,,, ., = Kn()@ = Kno%, where K, is
P
the dimensionless slip length at the outlet, the py = % is the pressure at the the

outlet, pp = 1 is the density at the outlet and p = % is the pressure. The Reynolds

Dy,

number Re =

is based on the mean velocity «,, at the cross section of the
outlet. The mean velocity is calculated by using the integral of trapezoidal rule.
The aspect ratio ¢ is defined as the ratio between the height # and the width W,
or the ratio of the short side to the long side.

A part from the relation between K, and Reynolds number all important fea-
tures of micro-channel seem to be there i.e. constant dynamic viscosity, slip
length and slip velocity depends on the local density ratio. For this reason, we
compare our results with the results in literature which are applied in micro-
channel. Also, there is von Karaman- type relation between K, Reynolds number
and Mach number i.e. K, =< ARLZ and Mach number is constant and different at

each K,,.

9.3.1 Developing velocity profile

The laminar velocity profiles the u, are set in the width direction, which is in x-
direction for € = 1,0.5 at different positions of the dimensionless hydrodynamic
developed length y*, where y* = ﬁ, in which y is the dimensionless local
position. For € = 0.1 they are in height direction which is in z-direction at differ-
ent positions of the dimensionless hydrodynamic developed length. The velocity
profiles are normalized by the mean velocity u,,. The developed laminar velocity

profiles in the entrance region of the three-dimensional ducts are then examined.

The Figures (9.3) to (9.8) show developed laminar velocity profiles for aspect ra-
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tio e =1,0.5,0.1, different K,,, = 0.001,0.01,0.05,0.1, different Reynolds numbers Re

and different positions y™.

9.3.1.1 Square Duct € = 1 and Rectangular Duct € = 0.5

The laminar velocity profiles at the inlet start as a uniform velocity which have
a maximum velocity at the wall and a minimum velocity at the middle or core
and they tend to look similar to a parabola at the large y™ as seen in Figure
(9.3). Moreover, the value of the slip velocity reduces when the flow reaches
the fully developed region (we can notice this by observing the velocity profiles
at different positions of the dimensionless hydrodynamic developed length y™*) at
each K,,. The velocity gradient at the wall caused this reduction in the amount of

slip velocity. An example can be seen in Figure (9.3).
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Figure 9.3: 3D velocity profile at n, = 40,n; = 40, n, = 300, € = 1, Re = 10, u;, = 0.05 and
different K.

The developed velocity profiles at the entrance region are affected by K,,. For
instance, an increase in K, produces an increase in the value of slip velocities at
the wall and a decrease in the developed velocity profiles in the middle, as seen in

Figure (9.3). Furthermore, there are overshoots in the velocity profiles at the axial
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location at the inlet even for K,,, = 0.1. A reduction in K, affects and increases the
amount of overshoot, as shown in Figure (9.3). In addition, the velocity profiles at

high K,, are more regular than at low K,,. See Figure (9.4) for an example.
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Figure 9.4: 3D velocity at n, = 80,n, = 80, € = 1,Re = 40, u;, = 0.05 and different
Koy,

The influence of the Reynolds number is clear in Figure (9.4). An increase
in the Reynolds number affects the fully developed velocity profile because it
reaches full development with a large Reynolds number Re faster than with a
smaller Reynolds number Re. For example, the velocity profile at y© = 0.05 and
Re = 40 is fully developed faster than the velocity profile at y* = 0.05 and Re = 10
as seen in Figures (9.3) and (9.4). Further, the velocity profiles are fully developed
at y© > 0.1 and this is clear with Re = 10,40 as shown also in Figures (9.3) and
(9.4). The increase of the length of the channel shows that the velocity profiles
are fully developed at y™ > 0.1 because the value of the velocity profile at y™ = 0.1
is the same or quite close to the the value of the velocity profile at y*© = 0.3, as

seen in Figure (9.4).
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Figure 9.5: 3D velocity profiles at n, = 160, n, = 160, n, = 2000, € = 1 , Re = 80,
uin = 0.05 and different K, .

The velocity profiles are easily fully developed with large Re at each K,,,. This

can be demonstrated by comparing the fully developed velocity profiles in Figures
(9.3), (9.4) and (9.5) for e = 1.
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Figure 9.6: 3D velocity profiles at n, = 40,n, = 20, n, =200, € = 0.5, Re = 10, u;, =
0.05 and different K.

Now we move from aspect ratio € =1 to € = 0.5 to examine the influence

of aspect ratio on the fully developed velocity profile at each K,, and Reynolds
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number. The influence of K, at € = 0.5 is shown in Figure (9.6) and is quite

similar to the influence of K,,, at € = 1 as seen in Figure (9.3).

2 4= yT=0.1
eyt =007

15¢ |7y =00s
—— yt =003

£ ~e- yT =001
§ L || =yt =0.007
~e- yt =0.005

0.5¢ |-+ y* = 0.003
eyt =0.001

0 [ -
Il Il Il Il

-1 =05 O 0.5 1

Uy /U
—
T

- |-e- y" =0.005

4|yt =03

=yt =0.1

1l yt=007
—— ¥+ =005
eyt =0.03
-e- yT =0.01
eyt = 0.007

%=yt =0.003
1]-+ y* =0.001

-1

—0.5

X

(a) K,, = 0.001, n, = 500

X

(b) K, = 0.001, n, = 800

y

=yt =0.1

eyt =007
eyt —0.05
Yt =003
-e- yT =001
eyt =0.007
“e- yt —0.005
a-yt = 0003
eyt =0.001

(©) Ky, =0.01, n, = 500

ty
—
T

0.5

-1 =05 0 0.5 1

(€) Ky, = 0.05,1, =500

= 3yt =0.1

—y"F=0.07
—— YT =005
eyt —0.03
“e- yt =001
eyt =0.007
“e- yt —0.005
a-yt = 0003
eyt =0.001

Uyt

Iyt =007

1]yt =001

1 ]-e- y* =0.005

—— yJr =03
—-— y*:O.l

—— yt =0.05
—— y+=0.03

Syt =0.007

%=yt =0.003
-yt =0.001

(d) K,, = 0.01, n, =800

1.5

y [t
—
T

1]+ yt =007

1|yt =001

|-+ y* =0.003

—— yt =03
- y+:O,]

—— yt =0.05
—— y+ =0.03

eyt =0.007
eyt =0.005

-+-yT =0.001

191

-0.5

(f) Ky, = 0.05,n, = 800



9.3. SIMULATION

L6 e yt=0a 160 {[-yr=03

——yt =0.07 =yt =0.1

L4 T ¥+ =005 L4y T eyt =007
120 1yt =0.03 121 1= y* =0.05

£ —e- yt =001 | £ —— y+=0.03
S I 4 | eyr=0007] =1 3 > eyt =001
0.8 @ e ||-*y"=0.005 0.8 @ a || "y =0.007
i & ||+t =0003 : L | |-« 3+ =0.005
0.6 9 P | |-+- " =0.001 0.6 % P | |-~ y" =0.003
04 1 04| 1]yt =0.001

-1 =05 O 0.5 1 -1 =05 0 0.5 1
X X
(@) Kny =0.1, n, = 500 (h) Ky, =0.1, n, =800

Figure 9.7: 3D velocity at n, = 80,n, =40, € = 0.5, Re = 40, u;, = 0.05 and different
Ky

The influence of Reynolds number with € = 0.5 is similar to the influence of
the Reynolds number with € =1 at each K,,. For example, the velocity profile
reaches full development with a large Reynolds number Re faster than with a
small Reynolds number Re, as in the case of the velocity profiles at y™ = 0.03,0.05
and Re = 40 which fully develop faster than those at y* = 0.03,0.05 and Re = 10,
as seen in Figures (9.7) and (9.6). Additionally, the velocity profiles are fully
developed at the dimensionless hydrodynamically developed length y* close to
or greater than 0.1, which is evident with Re = 10,40, as seen in Figures (9.6) and
(9.7). An increase of the length of the channel shows that the velocity profiles are
fully developed at hydrodynamically developed length approximated as y* > 0.1
because the value of the velocity profile at y™ = 0.1 is very close to the value of

the velocity profile at y* = 0.3, as seen in Figure (9.7).
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Figure 9.8: 3D velocity at n, = 160,n, = 80, n, = 1000, & = 0.5, Re = 80, u;, = 0.05
and different K,,,.

In addition, the aspect ratio €’s influence on the fully developed velocity profiles
is clear to see, because those profiles with ¢ = 0.5 are slightly flatter than those
with € = 1. This is very noticeable with Re = 80 and hydrodynamically developed
length y™ > 0.03 as seen in Figures (9.5) and (9.8).

The flow seems to be static at the wall close to the entrance region and grad-
ually accelerates toward the centreline for each € and Re. This happens because
the velocity of flow tends to zero near the entrance where particles meet the wall
and the viscous friction causes a fast reduction in the velocity until it is zero. The
reduction in velocity acceleration at the wall is due to the high pressure gradient,
and is seen in all the Figures, for example in (9.5) or (9.8).

In the current model, the fully developed velocity profiles’ behaviour with € =
0.5, provided in Figures (9.5) and (9.8), is similar to that of the profiles which can
be seen in Niya et. al [41] at various K,,. Niya et. al [41] used a theoretical
maximum centreline fully developed velocity in the x-axis (width direction) to nor-
malize the velocity profiles, and this makes a difference in the maximum velocity
profile when compared with the profiles in the current model, which are instead
normalized using the mean velocity profile at the cross section of the outlet. In
this model, the inlet velocity is u;, = 0.05. Thus, it is reasonable to get a maximum
velocity of around 2 with small K, = 0.001 and around 1.6 with high K,, = 0.1,
at each Re and aspect ratio. Moreover, Niya et. al [41] used Lattice Boltzmann
model (D3Q;5) and a modified K,, which was based on an accommodation coeffi-

cient, while the K, is used in this model.

Local
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Figure 9.9: The velocity u, at the centreline along the channel.

Overall, Figure (9.9) shows that the velocity profile at the centreline along the
channel starts from the inlet velocity of 0.05 and increases sharply to being with,
becoming more gradual as it approaches the centreline. Note that with the small
Reynolds number, the change in behaviour is more abrupt, at each K, as shown
in Figure (9.9)(a), whereas with larger Reynolds numbers the change is more
gradual, as seen in Figure (9.9)(c). Furthermore, the value of the velocity profile
at the centreline of a channel with a small Reynolds number is slightly larger than
the centreline velocity with a large Reynolds number, as shown in Figure (9.9)(a)
and (c) for e = 1. It is clear from Figure (9.9) that the K, influences the value
of the centreline velocity, where it can be seen that this value is decreased by

increasing K, at each Reynolds number.
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Figure 9.10: The velocity u, at the centreline along the channel.

The velocity at the centreline along a channel with € = 0.5 displays similar
behaviour to that along a channel with € =1 at each K, and Reynolds number
as seen in Figures (9.10) for e = 0.5 and (9.9) for e = 1. However, the velocity
value at the centreline along a channel with € = 0.5 is smaller than that at the
centreline along a channel with € = 1, which may be due to the maximum value
of the velocity profiles in each case. In other words, the maximum value of the
velocity profile at the centreline along a channel with € = 0.5 is smaller than the

maximum value of the velocity profile at the centreline along a channel with € = 1.

9.3.1.2 Narrow duct € =0.1

The fully developed profiles for a narrow duct of € = 0.1 are compared with the
analytical solution for two parallel plates that was presented by Duan and Muzy-
chka [16]. The exact solution with Navier-slip conditions is at u, = u, = ls|5{d—”‘yx|
and at z = £H, where H is the height of channel. This solution is based on the
accommodation coefficient o,, K,, and hydrodynamic development length. The

accommodation coefficient o, is assumed to be 1, thus the analytical solution will
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be
1K, 1.5 2
+ _ ng 1— +
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i=1  ¥?sin(%) [1 + 12K, + 16 (&Kno)z] ’
. . . v,
where 9; are the eigenvalues that satisfy the relation tan 9; = 1T a0k
i o

Note that the fully developed profiles in the narrow duct are examined in the height
(z-direction) because they are too flat for width direction examination, in which
case the channel would need to be very long to show the fully developed velocity
profiles. The mean momentum u;, at the centerline and along the channel is
used to normalize the fully developed velocity profiles and the reason for this is to

conserve mass flow. Thus,

* pMY(y+’Z)

u, — .
" folpuy (y+’Z)dz

(9.3.2)
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Figure 9.11: 3D velocity profiles at n, = 800, n, = 80, n, = 2000, € = 0.1, Re = 120,
ui, = 0.05 and different K,,. (b), (d), (f) and (h) are the velocities
of LBM and the (a), (c), (e) and (g) are the the exact solutions or
analytical solutions.

The agreement between the fully developed profiles for a narrow duct of e =0.1
and the analytical solutions is generally good at the various K, as seen in Fig-
ure (9.11). This figure demonstrates particularly good agreement when the ve-
locities are with hydrodynamically developed length y™ > 0.03 at each K,,. In
addition, the value of the fully-developed slip velocities at the boundary are a
little different from the exact solutions at the boundary with a small hydrodynam-
ically developed length y© = 0.001 and a high K,,, = 0.05,0.1. The value of fully-
developed slip velocities at their maximum are different from the exact solutions
at their maximum, with a small hydrodynamically developed length y* < 0.01 and
K,, =0.001,0.01,0.05. This difference may be due to the method used to normalise
the velocity, because it is based only on the height along the channel at the cen-

treline and not on the whole cross section.
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Figure 9.12: The velocity u, along the channel at the centreline, at n, = 800,n, =
80, 1, = 2000

The velocity profile along the centreline of the narrow duct channel € = 0.1
displays similar overall behaviour to that of € =0.5,1 but the velocity value at the
centreline of the narrow duct € = 0.1 is smaller than that of € = 0.5,1 at each K,
and Re. This is shown in Figures (9.12), (9.9) and (9.10). Again, this probably
happens because of the maximum values of each velocity profile at the centreline
of the channel, as € = 0.1 has a smaller maximum value than € =0.5,1. Also, at
€ = 0.1 with Re = 80 the velocity at the centreline begins sharply, and begins to
smooth out a little at Re = 120, but is still sharper than the velocity profile at the
centreline along the channel with e =0.5,1 and Re = 80, as seen in (9.9)(c) for a
square duct and (9.10)(c) for a rectangle.

The norm error is defined as

— 1
” L(y) ||2: \/H_Z |uLBM (x,y+,z) — UExact (X,y+az) |2, (9.3.3)
b4

where n, is the computational grid size in z-direction.
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Figure 9.13: The norm error between the fully-developed LBM velocity and the
exact solution, at different K,,, and Reynolds numbers.

Figure (9.13) shows that an increase in the Reynolds number leads to a reduc-
tion in the error between the fully-developed velocity profiles of the LBM and the
exact solutions, at each K,,. The errors at hydrodynamically developed lengths
of y© > 0.03 have the same value when K,, is small such as K,, = 0.001, at
each Reynolds number, as seen in Figure (9.13)(a). Further, the errors with
high slip K,, = 0.05,0.1 are less than the errors with small slip K,, = 0.001,0.01.
This is observed in Figure (9.13)(c) and (d) for K,,, = 0.05,0.1, and (a) and (b) for
K,, = 0.001,0.01. In the other words, an increase in K, leads to a reduction in the

errors between the fully-developed velocities.
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9.3.2 The apparent friction factor
The definition of the apparent friction factor and Reynolds number product in-

cludes pressure drop along the channel,

Ap 4y

_ _ +
W = thapp = 4y fappRe, (934)

where u,,;, and p,,;, are the mean velocity and density at the cross section of the

channel entrance at y™, respectively.
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Figure 9.14: The apparent friction factor for e = 1,0.5.
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Figure 9.15: The apparent friction factor at € = 0.1, Re = 80 and Re = 120.

The apparent friction factor and Reynolds number product at the entrance
of a short channel is affected by K,,, Reynolds number, aspect ratio and the
hydrodynamic entrance length y*. An increase in K,, leads to a decrease in
the apparent friction factor and Reynolds number product f,,,Re because the
flow becomes rarefied with increased K,,, as shown in Figures (9.14) and (9.15).

Furthermore, an increase in K, affects the rarefaction, reducing it at each ¢ and
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Re, as shown in Figures (9.14) and (9.15). An increase in the hydrodynamic

entrance length y* has an effect on the f,,,Re whereby it causes the f,,,Re to

reach a constant value, as seen in Figures (9.14) and (9.15).
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Figure 9.16: The apparent friction factor at different Re, e=1.
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An increase in the Reynolds number decreases the value of the apparent fric-

tion factor and Reynolds number product, and increases the bend of f,,Re. This

is clear for the hydrodynamic entrance length y* < 0.1 at each K, and Reynolds

number, as shown in Figure (9.16) for € = 1, where the value of the apparent fric-

tion factor and Reynolds number product f,,,Re is small at the beginning of the

entrance with small Reynolds number Re = 10 and € = 1. The reason for this may

be due to the size of grid in the height and width direction being small i.e. the size

of the cross section at the entrance of the channel is not large enough to make

the flow smoother.
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Figure 9.17: The apparent friction factor at different Re and € = 0.5.

Figure (9.17) illustrates that the influence of the Reynolds number on the value

of fuppRe with € = 0.5 is similar to the influence of Reynolds number on the value of

fappRe with € = 1. The figure (9.17) also s

hows that an increase in the Reynolds

number leads a decrease in the apparent friction factor and Reynolds number

product f,,,Re with € =0.5.

A change in the aspect ratio also has a

n effect on f,,,Re, indicated by the val-

ues of the apparent friction factor and Reynolds number product with the square

duct € = 1 being larger than its values with the rectangular € = 0.5, at each

K,,. The value of the apparent friction factor and Reynolds number product with

Re =80 and € = 1,0.5 is in excellent agree

ment with the value presented by Niya

et. al [41] at e =1,0.5, as shown in Figures (9.16) and (9.17).
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Figure 9.18: The apparent friction factor at different Re and € = 0.1.

The value of f,,Re at the beginning of the entrance is also small with Reynolds
number Re =40 and € = 0.1, as seen in Figure (9.18). This happens because the
size of the cross section at the entrance of the channel is not large enough to
make the flow smoother.

In general, the values of f,,,Re with a square duct € = 1 are larger than those
with a rectangular € = 0.5 or narrow duct € = 0.1, at each K, as shown in Figures
(9.16), (9.17) and (9.18). Additionally, Figures (9.16), (9.17) and (9.18) show
that at small hydrodynamic entrance lengths y* there are differences in the value
of fuppRe with different Reynolds numbers. However, for large values of y*, the

fappRe results agree.

Simulation with fixed length
In this simulation, we define the fixed slip length as I, = D;K,, and the local

slip length as [ = Ky,,..,Dr in order to distinguish between them. The fully-

SLocal

developed profile and the apparent friction factor and Reynolds number product
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at the entrance channel are examined using this fixed slip length I;,, based on
K,,, at various aspect ratios with K,, = 0.001,0.1 and Reynolds number Re = 80,

and compared with results obtained using K,,, . as presented in section (9.3).

Local
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2000, Re=80, € =1 and u;,, = 0.05.
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Figure 9.21: Comparison of 3D velocity profiles of LBM at n, = 800, n, = 80,
ny, = 2000, Re = 80, € = 0.1 and u;, = 0.05 with the exact solutions

or analytical solutions. (b), (d) are the velocity profiles of LBM and
(a), (c) are the analytical solutions.

Figures (9.19), (9.20) and (9.21) show that the behaviour of the fully-developed

velocity profiles with € = 1,0.5,0.1 are close to those obtained using K,

Local ?

as

seen previously in Figures (9.5), (9.8) and (9.11). Also, the fully-developed ve-

locity profiles of the LBM are still in good agreement with the exact solutions, as

demonstrated in Figure (9.21).
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Figure 9.22: The velocity u, at the centreline along the channel at Re = 80 and

€=1,05,0.1.
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Additionally, Figure (9.22) shows that the velocity profiles at the centre line
along the channel with fixed length increase gradually and smoothly with Re = 80

and € = 1,0.5, as do those obtained using K, as shown in Figures (9.10)(c) for

Local ’
€ =0.5and (9.9)(c) for € = 1, but with € = 0.1 the velocity increases a little more
sharply. The value of the velocity at the centreline is close to that obtained using
K,,...- Further, the centreline velocity values decease with an increase in K, as

well as decreasing with a decrease in the aspect ratio €, as seen in Figure (9.22).
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Figure 9.23: The norm error for fully-developed profile between the fixed length
and local length at € = 0.1.

The error between the fully-developed profiles and the exact solutions in a

narrow duct € = 0.1 display similar behaviour to those achieved using K, as

Local’
seen in Figures (9.23) for fixed slip length and (9.13) for local slip length. While
errors do show K,, = 0.001, the values are close to those obtained using X, ;-

The error values are also a little smaller than those obtained using K,,, ., at K,,, =

0.1 and hydrodynamically developed length y*™ > 0.03, as seen in Figure (9.23).

9.4.1 Apparent friction factor for fixed length

The apparent friction factor and Reynolds number product f;,,Re is examined with
Re = 80 at the entrance of a short channel. Generally, the apparent friction factor
and Reynolds number product with fixed length is affected by K,,, and aspect ratio

E.
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Figure 9.24: Apparent friction factor with fixed length at Re = 80 and € = 1,0.5,0.1.

Figure (9.24) shows that the apparent friction factor and Reynolds number

product f,,,Re with fixed length behaves similarly to that gained using K, at

local’

various aspect ratios € = 1,0.5,0.1, as seen in Figures (9.16), (9.17) and (9.18).
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Figure 9.25: Comparison of apparent friction factor and Reynolds number prod-
uct with fix and local length, at Re =80 and € = 1,0.5,0.1.

In general the values of f,,,Re are close to those gained using K, except

local ?
those of f,,,Re at small K,,, such as K,, = 0.001 and hydrodynamically developed
lengths of y* < 0.03 which are slightly larger than the value of f,,,Re gained using

K,

Niocal ?

as seen in Figure (9.25).

The use of fixed length to simulate this kind of flow is cheaper than using local
fixed length. The solutions of the velocity profile and apparent friction factor and
Reynolds number product with fixed length converge faster than with local fixed
length, especially for aspect ratios € = 1,0.5. Thus, we can conclude that the use

of fixed length in this kind of simulation is better than using local fixed length.

Conclusion

In conclusion, the Lattice Boltzmann D3Q;9 model was presented to simulate
laminar weakly compressible flow at the entrance of a channel in slip regime.
Moment-based boundary conditions were successfully used to implement inflow
boundary conditions at the inlet, pressure boundary conditions at the outlet and

Navier-slip boundary conditions at the walls. The fully-developed velocity profiles
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and the apparent friction factor and Reynolds number product were investigated
at various nondimensional slip length, Reynolds numbers, aspect ratios and hy-
drodynamic entrance lengths. The results are in line with the other results in the
literature. The value of the apparent friction factor and Reynolds number product
was shown to depend on the Reynolds number and is a finite value at the en-
trance. The fully developed velocity profiles with a narrow duct are in agreement
with the analytical solution and depend on the Reynolds number, as indicated by
an increase in the Reynolds number leading to a reduction in the error between
the fully-developed velocity profiles of the LBM and the analytical solution.

The fully developed velocity profiles and the apparent friction factor and Reynolds
number product were checked with fixed length and compared with those ac-
quired using local slip length or moved length. They are close, except that with
the local slip length the value of the apparent friction factor and Reynolds number
product is slightly less than that obtained using fixed length at small K;,, and small
hydrodynamic entrance lengths. Additionally, the errors between the fully devel-
oped velocity profiles of the LBM and the analytical solutions with high slip such
as K,, = 0.1 are smaller than those acquired using X, . Finally, it is concluded
that using fixed length to simulate this kind of flow is cheaper than using local

fixed length.
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Chapter 10

Universal conclusions and future work

10.1 The universal conclusions
An analysis of the LBM has been performed using various simulations to obtain a
numericals solution of the Navier-Stokes equations. In this thesis we determined
various topics: such as the theoretical background of the LBM, which was intro-
duced and demonstrated in chapter 1; how boundary conditions such as bounce
back (non-slip) and moment-based were imposed on the LBM; and practical ap-
plications using the LBM to simulate flow problems.

Microscopic, mesoscopic and the macroscopic descriptions were demonstrated
in chapter 1. Then, in chapter 2, the second order approximation of the Lattice
Boltzmann equation was derived by discretising the velocity distribution functions
and projecting the velocity distribution functions on a Hermite basis, then dis-
cretising time using the trapezoidal rule. Various lattices of LBM were repre-
sented in chapter 3 in both two and three dimensions, and the Chapman-Enskog
approach was used to derive the Navier-Stokes equations in both 2D and 3D. The
boundary conditions, explained in chapter 4, were used to apply the LBM to fluid
flow. We simulated a single flow in this chapter, namely Poiseuille flow, with var-
ious boundary conditions such as standard bounce back, modified bounce back,
halfway bounce back and moment-based. The results were good, and the errors
of first or second order accuracy depending on the boundary conditions.

Two simulations with different types of scaling (acoustic and diffusive) exe-
cuted for pulsatile flow in two and three dimensions, with moment-based bound-
ary condition to implement no-slip and Navier-slip boundary conditions, were pre-

sented in chapters 5 and 6. The results of these are in strong agreement with the
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results in the literature. The velocity profiles are in good agreement with the exact
solution at each Womersley number. The error is of first order for acoustic scaling
and no-slip boundary conditions in 2D, and of second order for diffusive scaling
with Navier-slip boundary conditions in both 2D and 3D.

In Chapter 7, a simulation of 3D laminar flow in a square duct, driven by body
force, was produced. Moment-based boundary conditions were used to imple-
ment Navier-slip boundary conditions. The results in the velocity profile are in
agreement with the analytical solution and the error is second order accurate.

Another simulation with acoustic scaling was presented in chapter 8 to exam-
ine the rarefaction and compressibility effect on laminar flow in the case of two
parallel plates and a 3D micro-duct. Moment-based boundary conditions were
used to implement pressure boundary conditions at both the inlet and outlet. The
results (velocity profiles, slip velocity profiles and pressure deviation) are again in
good agreement with the results in the literature. The norm error for the velocity
profiles is of first order and is approximated as first order for slip velocity. The final
simulation for the LBM with moment-based boundary conditions in three dimen-
sions was presented in chapter 9. This simulation was for fully developed laminar
flow in the entrance region of a channel. The results (fully developed velocity pro-
files and the apparent friction factor and Reynolds number product) were again
in line with the results in the literature. The apparent friction factor and Reynolds

number product were found to depend on the Reynolds number.

Future work

In future, we firstly wish to parallel the Lattice Boltzmann method with moment-
based boundary conditions in three directions: x-, y- and z-direction. We would
also like to use moment-based boundary conditions to implement no-slip and
Navier-slip conditions on the entrance region of pulsatile flow in two and three
dimensions. Thirdly, we wish is to use moment-based boundary conditions to
implement second order Navier-slip boundary conditions. In addition, we want to
develop moment-based boundary conditions to work on complex boundaries such

as curved pipes like blood vessels in two and three dimensions, and to parallelise
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the Lattice Boltzmann method with these curved boundaries. The final wish is
to apply our model, which consists of the LBM and moment-based boundary

conditions, on flow in a two and three-dimensional porous medium.
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A.1

Appendix A

Explanation of a form

Explain of the form O,

The formula for the third order moment with the body force is @aﬁy

61,‘

and with pressure is

where

and

QtIXBV

Qal}y Qaﬁy“f’ ZTQaﬁy 2T Otﬁ'}/ chaclﬁclyF (A1 1)
)

Qaﬁy QaBy+ Qaﬁy Qaﬁy’ (A-1 -2)

Qaﬁy: ngﬂ‘ TQaﬁy (A.1.3)

[puy&w +puﬁ5ay+pua5ﬁy} 85u5 —+ — p [5 ﬁay—f— 50”/85 + 8a6ﬂ;} UglUg
_% [ua (8ﬁu7,—|— 8yuﬁ) +uy (aauﬁ + 8ﬁua) +ug (8auy—|— 8yua)} .
(A1.4)
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