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In this paper, we consider the Boltzmann equation with respect to orthonormal vielbein fields in conservative
form. This formalism allows the use of arbitrary coordinate systems to describe the space geometry, as well as
of an adapted coordinate system in the momentum space, which is linked to the physical space through the use
of vielbeins. Taking advantage of the conservative form, we derive the macroscopic equations in a covariant
tensor notation, and show that the hydrodynamic limit can be obtained via the Chapman-Enskog expansion
in the Bhatnaghar-Gross-Krook approximation for the collision term. We highlight that in this formalism, the
component of the momentum which is perpendicular to some curved boundary can be isolated as a separate
momentum coordinate, for which the half-range Gauss-Hermite quadrature can be applied. We illustrate the
capabilities of this formalism by considering two applications. The first one is the circular Couette flow between
rotating coaxial cylinders, for which benchmarking data are available for all degrees of rarefaction, from the
hydrodynamic to the ballistic regime. The second application concerns the flow in a gradually expanding
channel. We employ finite-difference lattice Boltzmann models based on half-range Gauss-Hermite quadratures
for the implementation of diffuse reflection, together with the fifth-order weighted essentially nonoscillatory
and third-order total variation diminishing Runge-Kutta numerical methods for the advection and time stepping,

respectively.
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I. INTRODUCTION

Rarefied gas flows, where nonequilibrium effects become
important and the Navier-Stokes equations are no longer
applicable, can be successfully described within the frame-
work of the Boltzmann equation [1-11]. Microfluidics spe-
cific effects (e.g., velocity slip, temperature jump) can be
recovered by modeling the boundary conditions at the level
of the Boltzmann distribution function f = f(x, p,t) (i.e.,
by imposing kinetic boundary conditions). According to the
diffuse reflection concept, the particles reflected from the
wall back into the fluid follow a Maxwellian distribution (all
quantities are nondimensionalized following the convention

of Refs. [12-16]):
N (p — muy,)?
QrmT, )2 P [_ 2mT, } (1.1

where ny, T,,, and u,, are the particle number density, tem-
perature, and velocity of the wall. In the above, p, =p-n
represents the projection of the particle momentum vector on
the outwards-directed normal z to the wall, such that particles
for which p, < 0 travel from the wall back into the fluid
domain.

Since the incident particle flux is a priori essentially ar-
bitrary, prescribing the distribution of emerging particles via
Eq. (1.1) induces a discontinuity in the functional form of the
distribution function [17]. Furthermore, the impermeability of
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the wall is ensured by requiring that the mass flux through the
boundary vanishes:

f &p fopn=— / &p fpn.
Pn<0 Pn>0

The correct numerical implementation of Eq. (1.2) requires
the ability to recover half-range integrals of the distribution
function. This can be done by choosing the discrete set of
momentum vectors and their associated quadrature weights
following the prescription of half-range Gauss quadrature
methods [16,18-36]. Since the Gauss quadratures are one di-
mensional [37,38], the integration over the momentum space
must be split into a product of one-dimensional integrals. The
half-range integration can be performed using a half-range
Gauss-Hermite quadrature only if the integration range along
this direction is [0, co) or (—oo, 0]. This implies that, for
the Cartesian split of the integration domain (i.e., when the
integrals over py, py, and p, are performed separately), the
domain walls have to be orthogonal to the Cartesian axes.
For example, for a wall perpendicular to the z axis, the
integration in Eq. (1.2) is performed over the ranges py, p, €
(=00, 00) and p, € [0, £00). This results in a limitation of
the applicability of the presently available models based on
half-range quadratures when curved or arbitrary boundaries
are considered.

It is a common practice in the literature to exploit the
symmetries of a non-Cartesian geometry by using curvilinear
geometry-fitted coordinates [18-21,39-47]. The coordinate
system can be chosen such that the boundary is always orthog-
onal to the unit vector along one of the curvilinear coordinates.

(1.2)
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In order to apply the half-range quadrature along the direction
perpendicular to the wall, one further step must be taken: the
momentum space has to be adapted to the new coordinate
system, such that the components of the momentum vector
always point along the unit vectors corresponding to the
curvilinear coordinates.

In Ref. [48], Cardall et al. expressed the relativistic
Boltzmann equation in conservative form with respect to a
vielbein (i.e., tetrad in 4D space-time) field and a general
choice for the parametrization of the momentum space. In
this paper, we present a formulation of the nonrelativistic
Boltzmann equation with respect to general coordinates. In
order to keep the momentum space tied to the new coordinate
frame, we employ an orthonormal vielbein field (i.e., a triad
consisting of the noncommuting unit vectors of the coordinate
frame) with respect to which the momentum space degrees
of freedom are defined. The resulting Boltzmann equation
contains inertial forces which ensure that freely streaming
particles travel along straight lines in the original Cartesian
geometry. Key to this development is the use of the tools of
differential geometry. It is worth mentioning that differential
geometry and the vielbein formalism have been used previ-
ously in fluid dynamics, in particular for the study of flows on
curved surfaces [49-52].

In order to demonstrate the robustness of our proposed
formulation, we introduce the conservative form of the Boltz-
mann equation, with the help of which the Navier-Stokes
equations with respect to general coordinates are derived via
the Chapman-Enskog expansion. This is the main result of this
paper.

The applicability of our proposed scheme to rarefied flows
enclosed inside curved boundaries is demonstrated by consid-
ering two applications, namely, the circular Couette flow be-
tween coaxial cylinders and the flow in a gradually expanding
channel, which are described in what follows.

In the first case, cylindrical coordinates are used to
parametrize the flow domain, such that the boundaries are
orthogonal to the radial (R) direction. After defining the
momentum space with respect to the unit vectors along the ra-
dial, azimuthal, and z directions, the mixed-quadrature lattice
Boltzmann (LB) models introduced in Ref. [34] are employed.
These models allow the quadrature (half-range or full-range
Gauss-Hermite) to be chosen on each axis separately. The
implementation of the inertial forces requires the theory of
distributions, as discussed in Ref. [36].

In Ref. [53], a D2Q9 collide-and-stream LB model was
adapted to recover the Navier-Stokes equations with respect
to the cylindrical coordinate system. In the resulting scheme,
the velocity space parametrization is performed along the
coordinate system unit vectors, however, its applicability is
restricted to the hydrodynamic regime. Due to the collide-and-
stream paradigm, the computational domain still required a
two-dimensional discretization.

In Refs. [42,43,45,46], the LB model was employed using
a discretization with respect to cylindrical coordinates, but the
momentum space degrees of freedom were the Cartesian ones.
This discrepancy between the momentum space and the flow
domain resulted in a broken symmetry which required a two-
dimensional discretization of the flow domain. Furthermore,
the aforementioned studies are limited to low Mach number

flow regimes, where the flow is essentially incompressible.
In our implementation of the circular Couette flow, the axial
symmetry is preserved also in the momentum space, such
that the discretization of the flow domain can be performed
in a one-dimensional fashion, along the radial coordinate
(with only one point along the azimuthal and z coordinates,
where periodic boundary conditions apply), greatly reducing
the total number of grid points required to obtain accurate
results. Also, the half-range quadratures employed in our
models allow us to model highly compressible flows for which
the profiles of the macroscopic velocity, number density,
temperature, and heat fluxes are correctly recovered.

The velocity sets employed in our models are prescribed
via Gauss quadrature rules and are in general off lattice (i.e.,
the velocity vectors cannot point simultaneously to neigh-
boring lattice sites). Therefore, the widely used collide-and-
stream paradigm is inapplicable with our models and we are
forced to resort to finite-difference schemes [12—14,54—-74]. In
order to ensure good accuracy of the spatial scheme, the fifth-
order weighted essentially nonoscillatory (WENO-5) scheme
was employed [45,75-80]. For the time marching, the third-
order total variation diminishing (TVD) Runge-Kutta method
described in Refs. [79,81-84] was employed. Furthermore,
the resolution near the bounding cylinders is increased by
performing a stretching of the radial grid points through
a coordinate transformation which is compatible with our
proposed numerical scheme, as described in Refs. [40,62].

Our scheme is validated in the context of the circular Cou-
ette flow problem in three flow regimes: the hydrodynamic
(Navier-Stokes) regime, the transition regime, and the ballistic
(free-streaming) regime. In the hydrodynamic and ballistic
regimes, our simulation results are compared with the analytic
solution of the compressible Navier-Stokes and collisionless
Boltzmann equations, respectively. In the slip-flow and tran-
sition regimes, our results are compared with those reported
in Ref. [85] by Aoki et al. In all cases, an excellent match is
found and we conclude that our scheme can be successfully
applied for the simulation of the circular Couette flow.

Since the aim of this paper is to demonstrate the appli-
cability of the lattice Boltzmann models based on half-range
Gauss-Hermite quadratures introduced in Refs. [34,36] for the
study of rarefied flows confined in nonrectangular geometries,
our study of the circular Couette flow is limited to the case
of pure diffuse reflection (unit accommodation coefficient).
We therefore do not discuss other interesting aspects of the
circular Couette flow, such as the Taylor-Couette instability
appearing at large values of the Taylor number [86,87], or
the inverted velocity profile due to subunitary accommodation
coefficients [85,88-96].

The second application consists of the gradually expanding
channel introduced by Roache in Ref. [97]. This configuration
is interesting since the flow features exhibit scale invariance
at sufficiently large values of the Reynolds number Re. In
particular, the results for Re = 100 already give a reasonable
approximation of the flow features when Re — oo. Subse-
quently, this problem was considered by 15 participant groups
and the results were reported in Ref. [98] for benchmarking
purposes.

Before ending the Introduction, we note that our study
is limited to the case when the quadrature method is based
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on a Cartesian split of the momentum space. More efficient
lattice Boltzmann algorithms may be developed by choosing
a parametrization of the momentum space (after aligning the
momentum space with respect to the triad) which shares
the symmetries of the flow. In particular, a cylindrical co-
ordinate system in the momentum space, such as the shell-
based models introduced in Ref. [54] and further employed
in Refs. [43,99—-101] may be more suitable for the simu-
lation of flows with cylindrical symmetry. For flows with
spherical symmetry, it may be convenient to parametrize the
momentum space using spherical coordinates, as discussed
in Refs. [102,103]. However, to the best of our knowledge,
none of the above mentioned models have been endowed with
half-range capabilities. We thus postpone the study of flows in
curvilinear geometries using non-Cartesian decompositions of
the momentum space for future work.

The paper is structured as follows. In Sec. II, we lay
the theoretical foundation for our scheme by introducing
the nonrelativistic Boltzmann equation in conservative form
with respect to orthonormal vielbein fields [i.e., triads in
three-dimensional (3D) space]. In Sec. I C, the Navier-Stokes
equations are derived with respect to general coordinates via
the Chapman-Enskog expansion. The numerical scheme and
the implementation of the boundary conditions are discussed
in Sec. III. The lattice Boltzmann algorithm is reviewed in
Sec. IV. In Sec. V, the vielbein formalism is specialized
to the case of the circular Couette flow and the numerical
results are compared to analytic solutions in the Navier-Stokes
(Sec. VD) and collisionless (Sec. VE) regimes, as well as
with the DVM results in Ref. [85] in the transition regime.
The flow through the gradually expanding channel is dis-
cussed in Sec. VI. Our conclusions are presented in Sec. VII.
Appendices A—C contain supplementary mathematical details
required in Sec. II, while Appendix D discusses the implemen-
tation of the momentum space derivative of the distribution
function in the lattice Boltzmann method employed in this

paper.

II. BOLTZMANN EQUATION WITH RESPECT TO TRIADS

To better illustrate the use of triads, we refer the reader
to Fig. 1, where the space between two coaxial cylinders
constitutes the flow domain. The spatial grid can be con-
structed in two ways: using Cartesian coordinates [Fig. 1(a)]
or cylindrical coordinates [Figs. 1(b) and 1(c)]. Similarly, the
momentum space degrees of freedom can be chosen along the
Cartesian axes [Figs. 1(a) and 1(b)] or along the cylindrical
axes [Fig. 1(c)].

The grid in Fig. 1(a) requires a staircase (polygonal) ap-
proximation of the boundary and thus the results are depen-
dent on the resolution of the grid around the boundary. The
resulting grid is 2D.

In Fig. 1(b), a cylindrical coordinate system (R, ¢) is used
to describe the flow domain. This ensures the exact repre-
sentation of the boundary. However, the momentum space
degrees of freedom point along the Cartesian axes (py, py).
The resulting setup is not invariant under rotations since a
rotation about the symmetry axis also rotates the momentum
space. Thus, a 2D grid is required.

Py
D

/ \
/ ~ N Py \

/ \

P

\ /
\ N /
\ /

FIG. 1. Circular Couette flow setup. (a) Cartesian grid and mo-
mentum space decomposition along the Cartesian axes; (b) cylin-
drical grid and momentum space decomposition along the Carte-
sian axes; (c) cylindrical grid and momentum space decomposition
adapted to the curvilinear coordinates.

The final step is to orient the momentum space along the
cylindrical coordinates (pg, py), as shown in Fig. 1(c). This
results in a representation of the flow domain and particle
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momenta which is fully symmetric with respect to rotations
about the symmetry axis. In order to achieve the alignment
of the momentum space along the new coordinate system,
an orthonormal triad must be employed, as described in the
current section.

The Boltzmann equation when non-Cartesian coordinates
are used for the spatial domain and the momentum space
degrees of freedom are taken with respect to a triad is derived
in Sec. ITA. Using the conservative form of this equation
derived in Sec. II B, the application of the Chapman-Enskog
procedure for the derivation of the conservation equations in
the hydrodynamic limit is illustrated in Sec. II C.

A. Advective form

The Boltzmann equation with respect to the Cartesian
coordinates {x, y, z} can be written as
of PO idf

e e

=7 ,
ot m ox! op' /1

2.1)
where f is the Boltzmann distribution function, m is the
mass of the fluid particles, while p' and F' represent the
Cartesian components of the fluid particle momentum and of
the external force, respectively.

In certain situations, it is convenient to introduce a set
of arbitrary coordinates {x", x2, x3}, where XTEXT()C,_)), Z)
(in this paper, we restrict our analysis to time-independent
coordinate transformations). This coordinate transformation
induces a metric g77, as follows:

ds? = §;jdx'dx) = dx* + dy* + d7* = grydx'dx’, (2.2)
such that
ax’ ax/
817 =iy 9T (2.3)

The Boltzmann Eq. (2.1) can be written in advective form with
respect to these new coordinates as follows:

af p_ﬂ s 5\ 9f
at + m 9x’ +< mrnpjl’)ap; =JIfl, 24

where the components p’ and F’ with respect to the new
coordinates are related to the components p' and F*' with
respect to the old coordinates through

- ax' - ox’
p'= o —p, F'= WFZ (2.5)
The Christoffel symbols F% appearing in Eq. (2.4) are de-
fined as
;ooaxt At 1oy
U5 =oxt gt — 28 (e ¥ Ogw — Figp)- 2.0

Further details regarding the connection between Eqs. (2.1)
and (2.4) can be found in Appendix A.

The above formalism is sufficient to adapt the coordinate
system to a curved boundary. However, the transition to an
LB model is not straightforward since the momentum space
has an intrinsic dependence on the coordinates. Indeed, the
Maxwellian distribution corresponding to a particle number
density n, macroscopic velocity u, and temperature 7 has the

expression
fled — - exp |:_g,~7 p7 _ mu7)(p7 — mu7)i|7
amT)2 2mT
2.7
while its moments are calculated as
Mu ..... Tn _\/_/.dS f(eq) zl.” T”’ (28)

where g is the determinant of the metric tensor g75

In order to eliminate the burden of this metric dependence
in the expression for the Maxwellian, it is convenient to
introduce a triad (vielbein) with respect to which the metric
is diagonal:

grydx’ @ dx) = 8,30 ® o, 2.9)
where the triad one-forms w® are defined as
ot = w%dx7, (2.10)
such that
g77 = Syl (2.11)

The above equation allows three degrees of freedom for the
system {w%}, corresponding to the invariance of the right-hand
side of Eq. (2.11) under rotations with respect to the hatted
indices. It is possible to define triad vectors dual to the above
one-forms by introducing the following inner product:

(@, ez) = whel = 6L, (2.12)

where

axT
Using the above triad, the components of vectors can be
expressed as follows:

ey = e, ——=

(2.13)

P =dlp', (2.14)
such that

grip' P’ =80 (2.15)
Thus, the metric dependence in the Maxwellian (2.7) disap-
pears:

8P — mut)(pP — mub)

(eq) — ~ exp ,
Q2amT)?2 2mT
(2.16)
allowing its moments to be written as
Mt = / d’p feOp L ph. (2.17)

The expressions for the lower order moments of 49 are
listed below:

Mg =n, qu = pua, Mfc% = m(P(S‘% + pu‘A’uZ’),
Mi;?e _ mZP(uaSi’e + ubse® 4 uesai;) + mzpuau?’u&,

Mgczlyed — m2PT (5500 4 gatghi | 5ad ght

+ m3P(u‘7ui’8£‘a + ulu §h + ulu? 8

+ ubut sad + ubud st + ueuagaé) + mSpuaubucud

(2.18)
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It will be useful to introduce at this point the notation for the
moments of the distribution function f:

M8 — /dSipra‘ Pt (2.19)

The Boltzmann equation can now be written in advective
form in terms of the triad components of the momentum
vectors, as follows:

of P af o Lo 52\ Of
L 4 el = 4 [ FO— —T2 pPp )| = = J[f],
ot TG T P P o [f]

(2.20)

where the connection coefficients Fli;lé are defined by

a
en
—ele] —L

b7¢ 3x7

a _ apT Tk 7
Fiye = w,l"ykezj e;

1
= 50" (Cape + Cach — Ciea):
(2.21)

while the Cartan coefficients ¢}, = §%/c;,; can be obtained
using

a

cfe = (0" lep ecl) (2.22)

while c¢j,; = 5;15,63- The vector [e, e;] represents the com-

mutator of the triad vectors e;, and ez, having the components

s o] = 0l Gl — pd el
lej, ec]" = e; d7e; — ez 05e;.

More details on the connection between Eqgs. (2.4) and (2.20)
can be found in Appendix B. Since the numerical implementa-
tions of hyperbolic equations in advective form are in general
nonconservative [104], we will not consider the advective
form (2.20) of the Boltzmann equation further in this paper.

(2.23)

B. Conservative form

The Boltzmann equation in advective form (2.20) hides the
conservation laws both analytically and numerically. Follow-
ing Ref. [48], Eq. (2.20) can be written in conservative form
as follows:

a 1 9

TN
ot /g ox'
=JIf]
The derivation of Eq. (2.24) is presented in Appendix C.

Multiplying Eq. (2.24) by p® p® ... p% and integrating

over the momentum space, it can be shown that

P d a_ LYo pe
we ) g (7 )
(2.24)

where the expression between the parentheses on the right-
hand side is symmetric with respect to the indices aj, .. ., d,
containing s terms. The sth order moment of f is defined in
Eq. (2.19), while the covariant derivative V; acts on the tensor
M@ ag follows:

+ l“fle?nB?n ..... ZAZ.\- + . + FA&:Mﬁlﬁz,...,&x,llZ
ba ba :
(2.26)

The source term S%%:-& ig defined as
S(’i](’iz,...,al\- — /dSijj[f] palpaz - p&\ (2.27)

It is now easy to derive the macroscopic fluid equations

bn v wy=0 (2.28a)
- n cu) =20, . a
Dt

Du R 2

=nF®—V,;T%, 2.28b

P Dr n b ( )

De a ab
n— + Vaq® + T®V u; = 0, (2.28¢)

Dt

where D/Dt = 9, + u?V, is the material derivative, while
e= %T is the internal energy per constituent. The relations
between the distribution function f and the particle number
density n, macroscopic velocity u?, stress tensor 7%, and heat
flux g are listed below:

n= / &pf, (2.29a)
N B
u' = ;/d pfr, (2.29b)
R agb
T% = / dpf % (2.29¢)
2 sa
q" = fd3faf j—m% (2.29d)

where p = mn, £% = p* — mu®, and Ez = 8&55‘755. The total
number of particles N inside the simulation domain can be
computed using

Nyt = / d*x/gn = / d’x / &pf,

where ? = f/8&

(2.30)

C. Chapman-Enskog expansion

In order to illustrate the application of the Chapman-
Enskog procedure, we consider the Bhatnaghar-Gross-Krook
(BGK) single-time approximation for the collision term:

JUf1= —%(f = fe). (2.31)
We note that this simplified implementation of the collision
term has several drawbacks, including the fact that the Prandtl
number Pr is fixed at 1, while its value for, e.g., hard sphere
molecules is % This drawback (and others) can be corrected,
i.e. by employing the Shakhov extension of the BGK collision
term [105-109]. In the interest of simplicity, in this paper
we only consider the BGK implementation of the collision
term since the generalization of our proposed scheme to more
complex formulations of J[f] is straightforward.

The “simplified version” of the Chapman-Enskog expan-
sion entails treating t and the difference §f = f — 9
as small quantities, such that §f/t is of the same order
as the left-hand side of Eq. (2.24) when f ~ f©%. Ignor-
ing higher-order terms, the following expression is obtained
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forsf:

_ af(eq) 1 9 ¢ Aeq)
Sf_—t{ Y +[8x’< qu>

i a_l a b ¢ (eq)“
aplle-treee)ee])

The collision invariants v € {1, p?, p?>/2m} are preserved
only if

2
" N a N )4
[ @vsr= [ @vort = [apsr 2 <o

where p* = §,;p° PP represents the squared norm of p written
in terms of its vielbein components.
The deviation from equilibrium §f induces a deviation

8T from the equilibrium stress tensor, as well as a heat flux:

(2.32)

(2.33)

T — §7bp 4 T G0 = §40 (2.34)
where P = nT is the ideal gas pressure. The nonequilibrium

quantities § T and 8¢% can be obtained as follows:

R b
ST = fd“ §% /d” (2.35a)
5q" = fd” f’s—g =/d3A f”—p— — 8T,

I’l’l m
(2.35b)

Substituting Eq. (2.32) into (2.35a) yields
ey 1 a7 1 JeN P P
ab __ ab abe arb bra
ST = —T[Ea;Meq + ﬁVgMeq — I’l(u F +u F )jI’

(2.36a)

while the heat flux can be obtained as
8q" + uzd T

1 acd 1 abed
:—‘1:{8 (2 ZBIM” +2—V Mac

5nT 5 2 N
R [F“u +2u'(m-F)];. (2.36b)
2m
The time derivatives appearing in Egs. (2.36a) and (2.36b) can
be eliminated since, at first order, n, uf‘, andﬁ T satisfy the
Euler equations, obtained by setting 7% = §%P and ¢% = 0
in Eq. (2.28):

Dn .

Dr + nVu® =0,
Du’ . .

0 D”; 4 VAP —nFl,

D

e ~
— + PVu” =0. 2.37
ny, T PVau (2.37)

Using the explicit expressions (2.18) for the moments of
f (eqz’ a straightforward but tedious calculation shows that

8T and 8¢% can be expressed as
(STZI}; — —M(V&ui’ + Vl;u& _

8q" = —k VT,

250V.u),  (2.38a)

(2.38b)

where the dynamic viscosity  and the coefficient of thermal
conductivity « are given by
5

Kk = —71P.

2.
o (2.38c)

n=rtP,

III. NUMERICAL SCHEME

The aim of this section is to derive numerical implementa-
tions of Eq. (2.24) which are manifestly conservative. To this
end, we also introduce the following form of the Boltzmann
equation, obtained by multiplying Eq. (2.24) with ,/g:

af 8 (P ¥ J a 1o b\
¥+W<Zeaf>+8p&[<F ‘n‘f@f’”’>f}
AN G.1)

where the following notation was introduced:

f=rve

The advantage of the formulation (3.1) is that the spatial
derivatives corresponding to the advection term do not have
any position-dependent prefactors, such that a conservative
numerical implementation is straightforward. The disadvan-
tage of this formulation is _that performing the evolution and
advection at the level of f can introduce fluctuations in the
numerical solution, which prevent, e.g., a solution of the form
f = const to be exactly achieved [104]. For definiteness, we
shall refer to the formulation starting from Eq. (3.1) as the f
formulation.

Our second (and preferred) implementation is inspired
from the methodology proposed in Refs. [110,111] and starts
again from the Boltzmann equation in the form presented in
Eq. (2.24). For simplicity, we restrict the construction of the
numerical scheme to the case when ,/g is separable, i.e.,

V&= /81883

where the factors g7 = g7(x") each depend only on one coor-
dinate (x"). The above assumption is valid for both examples
considered in this paper (circular Couette flow and flow
through the gradually expanding channel). An extension of the
present methodology to a nonseparable metric determinant is
straightforward but, for simplicity, we do not discuss this case
here. The main idea is to define a new set of coordinates x ',
such that the 1/,/g factor in front of the spatial derivatives in
Eq. (2.24) is absorbed into the derivative. This can be achieved
when x 7 is introduced as follows:

(3.2)

(3.3)

.
x' =/ dx' /g7,

such that 9x7/9x’ = /&7 The lower integration end is not
relevant since only differences of the form 8y’ appear in the
numerical implementation and is thus left arbitrary. The above
definition for XT is inspired from Refs. [110,111], where a
similar definition was employed for the cylindrical and spher-
ical coordinate systems, respectively (more details will be
given in Sec. V). The advantage of performing the derivative
with respect to x' is that the numerical procedure can be
constructed to exactly preserve (up to machine precision) the
conservation of the total number of particles, as will be shown

(3.4)
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TABLE 1. Butcher tableau for the third-order Runge-Kutta time-
stepping procedure described in Eq. (3.7).

0
1 1
1/2 1/4 1/4

1/6 1/6 2/3

in Sec. III D. For definiteness, we shall refer to the formulation
based on the change of variables in the spatial derivative given
by Eq. (3.4) as the x formulation.

For the flows considered in this paper, Egs. (3.1) and (2.24)
can be put in the form

oF IV'F)
ot +Z axt

S, (3.5)

where the source term S contains the external and inertial
forces (involving the momentum derivatives of f) and the
collision term. In the f formulation (3.1), F = f = f,/g and
x " = x" is the coordinate on direction 7. In the x formulation
(2.24), F = f and X’N is defined in Eq. (3.4). The advection
velocity V7 is in general point dependent and is given in the f
formulation by VT = Z¢7 while in the x formulation, it has

m-a’
the expression V' = /g7 fn—“eg.
A. Time stepping

Equation (3.5) can be put in the following form:

9,F = L[F], (3.6)

where L[F] is an integrodifferential operator with respect to
the spatial and momentum space coordinates acting on F'. Let
us consider an equidistant discretization of the time variable,
such that at step ¢, the value of the time coordinate is f, = £t
(we assume that fp = O is the initial time). If F, = F(¢,) at
time ¢ = ¢, is known, its value at #,,| = t, 4+ 8¢ can be ob-
tained using the third-order total variation diminishing (TVD)
Runge-Kutta method described in Refs. [78,79,81-84]:

F" =F, + 8t LIF,),
F =3+ 3R + o L[F),

Froi = 3F + 2F% + 28t L[F]. (3.7)

The Butcher tableau [112] corresponding to this scheme is
given in Table I.

B. Coordinate stretching

As pointed out in Refs. [40,62], the correct recovery of the
Knudsen layer in wall-bounded flows requires a substantially
finer mesh near the walls than in the bulk of the channel. This
can be efficiently achieved by performing a coordinate stretch-
ing such that the resulting grid is finer near the boundaries and
coarser in the interior of the channel. Assuming that the walls
are orthogonal to the x! direction, we consider the following
coordinate transformation:

i i i i Ao
x0) = e + (Yighe = Xen) {8+ —F tanhn ). (3.8)

A=0.9

n 1 n n n 1 n n n 1 n n n J R
1.4 1.6 1.8 2.0

(b)

FIG. 2. Effect of grid stretching on 16 points between R;, = 1
and R,y = 2. (a) The parameter § controls the positioning of the
stretching center (i.e., the point where the grid is the coarsest). (b)
The parameter A contains the amplitude of the stretching, with A = 0
and 1 corresponding to equidistant and infinitely stretched points,
respectively.

where xj.; and x/,, are the coordinates of the left and right
domain boundaries, respectively. The constants § and A are

free parameters, while Ay is chosen as

Ay = max(4, 1 —9). 3.9

The above definition of A, allows the range of § to be
8 € [0, 1], while A € (0, 1). As illustrated in Fig. 2(a), the
parameter § controls the position of the stretching center (i.e.,
when n = 0), such that when § = 0 and 1, the coarsest region
is near the left and right boundary, respectively.

The parameter A controls the grid stretching, such that as
A — 0, the grid becomes equidistant, while when A — 1, the
grid becomes infinitely stretched near the stretching center at
x' = xlleﬂ(l —38)+ xrlight& This is illustrated in Fig. 2(b).

The range of 1 is 1€ [nleft, nright~], whgre Neft and Nyighe Can

be found by setting x! = xlleft and x' = xrlight in Eq. (3.8):

A(1 = 8)

0

Nieft = —arctanhA—, Nright = arctanh (3.10)
0
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In the special case when § = 0.5, the range of n is n €
[—arctanhA, arctanhA] since Ag = 0.5.

In the current formulation, the grid stretching is a coordi-
nate transformation which changes the line element (2.2). In
particular, the Boltzmann equation can be re-derived with re-
spect to the stretched coordinate 7 and its associated momen-
tum p” and a different conservative formulation is obtained
compared to the case when the grid is not stretched. This will
be further discussed in the context of the circular Couette flow
in Sec. V.

C. Implementation of advection

The examples considered in this paper are either one
dimensional (the circular Couette flow discussed in Sec. V) or
two dimensional (the gradually expanding channel discussed
in Sec. VI), hence, the flow can always be assumed to be
homogeneous with respect to the z axis (we will take advan-
tage of this simplification in Sec. IV A, where the z degree
of freedom of the momentum space will be eliminated by
introducing reduced distribution functions). The simulation
domain is thus divided into Ny x N5 cells centered on x; , =
(x},xf,) (1 <s <M, 1< p<N;). Each cell (s, p) has four
interfaces, located at Xs41/2,p, Xs—1/2,p> Xs5,p+1/2> and X p_1/2.
The domain boundary consists of the outer interfaces of
the outer cells, having coordinates Xief;, = X1,2,p, Xright;p =
XN-+1/2,p» Xbottom;s = X5,1/2, and Xiopy = Xy ns4172. With this
notation, the advection part of Eq. (3.5) can be written as
follows:

A(V'F)
Z( ax’ ),,

i 3 _yT -
~ ‘/s+1/2,pf1;s+1/2,p Vs—l/Z,p’Fl;sfl/Z,p

| i
Xs+12 = Xs—1,2

2 ~ _ 2
+ Vs,p+1/2}-2;x+1/2,p Vs,p71/2‘72;x,p—l/2

L - .G
Xpt+12 = Xp-1,2

where directional splitting was applied, i.e., the advection
along each direction x’ is performed independently. The
quantities bearing the indices s + 1/2, p are evaluated at the
interfaces between cells (s + 1, p) and (s, p), etc. The fluxes
Fige12,, correspond to the advection of F along V.,

with respect to the coordinate ', while the fluxes pi1)2
correspond to the advection of F along Vs?p +1/2 With respect to

the coordinate x2. These fluxes are calculated using the fifth-
order weighted essentially nonoscillatory (WENO-5) scheme
[45,75-79]. We employ the WENO-5 scheme as described
in Refs. [16,79], where the addition of a small quantity ¢ in
order to avoid division by O operations is not required. For
definiteness, we give below the procedure for constructing the

3 i .
flux 5,4, , for the case when V., , , > 0:
Fi = o Fh + @ % + @33
Ls+1/2.p Yo Tsv1/2.p 29 Tis+1/2,p 3 Tis+1/2,p?
(3.12)

where the interpolating functions }'Tq t1/2p (g=1,2,3) are
given by
1 _1 7 11
Fronpp =365-2p = b0 + g Fop
2
Franpp =~ aboo T 3Fp+3ha, (13
3 _1 5 1
'FT;erl/Z,p =3b.p + §Fs1p — gFsi2p,
while the weighting factors @, are defined as
@ - 8
@1 + @) + a3 qu
The ideal weights §, are
8, =1/10, 8, =6/10, & =3/10, (3.15)

while the smoothness indicators o, are given by
o1 =3 (Feap — 2F_1p + Fy )
+ H(F—ap — 4F,_1p + 3F, )",
B(F_1p — 2Fp + Fii1p)* + $(Fim1p — Fosr ),
Fp = 2F1p + Fusap)?
+ 3BF.p —4F1p + Funp)

0 =35(
13
03 12(

(3.16)

It is customary to add in the denominators of @, a small
quantity & (usually taken as 107%) to avoid division by 0
operations. However, as pointed out in Ref. [83], the effect
of this alteration on the smoothness indicators is strongly
dependent on the given problem since ¢ becomes a dimen-
sional quantity. Furthermore, the accuracy of the resulting
scheme depends on the value of ¢. Since at higher orders,
the distribution functions corresponding to large velocities
can have values which are significantly smaller than those for
smaller velocities, we cannot predict the effect of employing
a unitary value for ¢ for the advection of all distribution
functions. Therefore, we prefer to follow Refs. [16,79] and
compute the limiting values of @, when one, two, or all three
of the smoothness indicators vanish as indicated in Table II.

D. Particle number conservation

The Boltzmann equation implies the fluid equations (2.28),
which ensure that the total number of particles N (2.30) per
unit length, the total momentum 7P, and the total energy £ are
conserved within the fluid. However, the gas-wall interaction

TABLE II. Limiting values for the weighting factors @,
[Eq. (3.14)] employed in the computation of the WENO-5 flux
[Eq. (3.12)].

) ) 3
0] = 0y = 03 0.1 0.6 0.3
0y = 03 = 0 2/3 1/3
o3=0; =0 1/4 0 3/4
op=0,=0 1/7 6/7 0
o] = 1 0 0
0, =0 0 1 0
03=0 0 0 1
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can induce changes in these parameters. In this paper, we will
consider diffuse-reflection boundary conditions for imperme-
able walls, such that Ny is preserved at all times, while P
and & are allowed to vary. Thus, in this section, we will only
consider the conservation of M.

After the discretization of space and time, the only changes
that can be induced in N (¢) are due to the operator L[F].
In the following, the f and x formulations will be treated
separately.

In the f formulation, F = f f/g and the time evolution
of Nyt (2.30) can be obtained by integrating Eq. (3.6) with
respect to the momentum space and over the entire fluid
domain:

O Nioy (1) = f &% / LT

The momentum space integral of the source term in Eq. (3.5)
vanishes since 1 is a collision invariant, while the zeroth-
order moment of the force term is zero. For simplicity, an
equidistant grid is considered, such that Eq. (3.17) reduces to

I
8N (1) = —/d3i9/d3x Z #

where we took into account that x’ = x" in the ? formu-
lation. The integration domain can be split into cells and
the advection term, replaced via Eq. (3.11), can be consid-
ered constant within each cell, such that Eq. (3.18) becomes
simply

(3.17)

(3.18)

] NZ

0Nt (1) = —5Z/ ZZ [6x (F1. s+1/2.p ]:1; 1/2.p)

s=1 p=1

- fi;s,p—l/Z)]’

where §z represents the height of the fluid domain and the
notations JFj. ., and F5.. ., indicate that the fluxes

+ox! (Figpi12 (3.19)

are computed by replacing F;, with zw = f.p/8sp 1N
Eq. (3.12). The bulk terms cancel out and 9, Ny (f) reduces
to

N5

3;Ntm(t) = —6Z / d?’i) stz(f’l‘;NT+l/2’]) — ‘FT;I/Z,[))

p=1
A ~
+ ZSXI(IE;J,NE-H/Z =3 |-

s=1

(3.20)

Thus, the conservation of the total number of particles is
conditioned by the requirement that the momentum space
integrals of the fluxes at the outer interfaces of the outer
cells cancel. Ensuring that these momentum space inte-
grals vanish is the subject of Sec. IIIF, which is dedicated
to the discussion of the implementation of the boundary
conditions.

In the case of the x approach, F = f while ,/g appears
explicitly in (3.17):

Nt (1) = / d’% /g / d*pLIf] (3.21)

As before, the momentum space integral of the source term
vanishes and the only contributions to 9, N (#) come from
the advection part of L[ f]. Treating again the advection terms
as constants over the domain cells, the integral of /g can be
performed over each cell by keeping in mind the definition of
x " [Eq. (3.4)], such that

1 3 T -
/ d3rfﬁvs+l/2,pfl;s+l/2,p_stl/2,p‘/_'.l;s—l/2,p
s.p) Sx)

s
= 82852 (V) 0 Fr V. Fie )
< Xp s+1/2,pY 1is+1/2,p s—1/2,p¥ 1is—1/2,p)>

3 - 7 -
/ d3%\/§‘/s,p+l/2]:2;s,p+l/2 = Vi1 s o102
(s.p) 5)(;%

= 828, (Vr?p+l/2f5;s,p+l/2 - Vy?p—]/z}_i;s,p—l/z)v (3.22)
where 8y, = Xs1+1/2 - Xs171/2 and (SX;% = X§+1/2 - ngfl/Z'
The bulk terms again cancel and Eq. (3.21) becomes

0Nyt () = _SZ/dSIA’

N T .
Z‘Sxp Witz T2, = ViyzpFT2,)
p=1

2 »
+ ZSX N2+1/2 2?,N§+1/2 _Vs,l/Z‘FZ;s,l/Z) .

(3.23)

As in the ? formulation, the conservation of the total number
of particles relies on the exact cancellation of the numerical
fluxes through the outer interfaces of the outer cells of the
fluid domain.

E. Order of advection scheme

Let us now discuss the order of our proposed scheme. For
definiteness, the advection along the x! direction is considered
and, for brevity, only the coordinate index along this direction
is displayed. In particular, we are interested in deriving the
accuracy of the approximation of the quantity:

a(VF) a(VF)

=3 (3.24)

In our implementation, /g is replaced by its cell average

o Xs+1/2 = Xs—1/2
\/gs - ?

” (3.25)

where és is the equidistant spacing on the x direction (in
the case of the equidistant grid, §s = éx, while for the
stretched grid, és = 67n). The derivative with respect to x
is approximated according to (3.11), such that Eq. (3.24)
becomes

IVF)\ _ Vst1pFsr1p — Vim1pFs-12
ox ), s '

(3.26)
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The right-hand side of the above relation can be expanded
with respect to x = x; as follows:

Vr12Fs12 — Vsc12Fs—12

8s
Fori2 — Fs—12 (88)? (9°V
s + 8 9x2 +
Foipp + Fo 55)?
L Fpt P +1/2+ 12 +(S) _’_._. .
ax3

(3.27)

When V is a constant, the error term is that of the scheme
used to compute the fluxes, which ensures that %(]‘—Hl 52—
Fs—172) = (0cF )5 + O[(8s)"], where n is the order of accuracy
of the scheme for Cartesian coordinates. In the case when
V depends on the coordinate, there are second-order errors
which are unavoidable in this construction. In the case when
the WENO-5 procedure is employed to compute the fluxes
Fs+172, Eq. (3.27) reduces to

Vr12Fs12 — Vsc12Fs12

Ss
_(3(VF) s> (a[.avaf 9%V
—( ox )ﬁ 2 {a—[za—a—”a—“
+0[(89)1. (3.28)

Even though the resulting implementation presents errors
which are second order with respect to ds, we find the
implementation of the numerical fluxes using the WENO-5
algorithm to be more accurate than when using second-order
schemes, such as the flux limiters scheme [66,84,104].

F. Diffuse reflection boundary conditions

In the case of diffuse reflection, the flux of particles return-
ing into the fluid domain through the cell interfaces between
the fluid and the walls follow Maxwellian distributions. In the
flows considered in this paper, the walls are always perpendic-
ular to the direction corresponding to the first coordinate x'.
For definiteness, let us consider the case of the left boundary,
for which the above condition reads as

fT;l/2,p = f(eq)(nlefl’ Uleft, ]ieft)(vll/zyp > O) (3.29)

We note that Eq. (3.29) holds in both the? and in the x formu-
lations since the /8 factor Wthh multiplies the distribution
function in the f approach ( f f\/8) can easily be absorbed
into the unknown wall particle number density njef.

The flux in Eq. (3.29) can be easily achieved analytically
by populating the ghost nodes at s = —2, —1, and 0 according

to ( 1/2p>0):

e
—2,p —L'—-1,p — P — eft, Yleft, Lleft)-
Fop=F_1,="F,= e e, Ter))

With the above definitions, Eq. (3.16) shows that oy = 0 for
s = 0. According to Table I, w; = 1 ang wr = w3 = 0 when
o1 = 0. Thus, Eq. (3.12) implies that (Vll/z,p > 0)

(3.30)

F

Ti1/2.p =Fi = Fo,p-

ey (3.31)

In order to calculate the fluxes at s = % and % for particles

traveling towards the wall (VIT/Z. » < 0), the populations in the
ghost nodes at s = 0 and —1 are obtained using a quadratic
extrapolation
Fop,=3F,—3F,+F,,
F_ip,=06F ,—8F,+3F;,. (3.32)

Finally, mass conservation is ensured by requiring that

/d PFiapp 1/21, =0. (3.33)
This translates into the following equation for n,,:
Ji o d*pFip Vi
Vi, <0 1.1/2.p"1/2
1y = 2 e (3.34)

g e @D S0 = 1w, )V,

IV. MIXED QUADRATURE LB MODELS

In this section, the construction of mixed quadrature LB
models for flows in curvilinear geometries will be discussed.
Since the flows considered in this paper are homogeneous
with respect to the z axis, the momentum degree of freedom
along this axis can be integrated out, giving rise to the reduced
Boltzmann equations which will be discussed in Sec. IV A.
The choice of quadrature for the two remaining directions
is discussed in Sec. IV B. The implementation of the inertial
forces arising due to the formulation of the Boltzmann equa-
tion with respect to triads is discussed in Sec. IV C.

A. Reduced Boltzmann equation

The flows considered in this paper are homogeneous with
respect to the z axis. Hence, it is convenient to define the
following reduced distribution functions:

00 00 22
r=[ avs y= | ar®ly.

With the aid of these two reduced distributions, the macro-
scopic fields (2.29) can be written as

4.1)

= / a’pf, (4.2a)
a 1 2 4 pf
u:;/dppf, (4.2b)
R agb
T% = / dzps § 1, (4.2¢)
m
2 a
q° = /dzfo ('S—f/ + lf”>€—, (4.2d)
2m 2 m

A

2}. Moreover, the temperature is

~

where the indices a, b € {1,

defined as
3 £ 1
nT = dZA S gt e )
2" / p(sz +2f>

Thus, the function f” appears only in the definitions of the
temperature 7 and heat flux ¢°.

(4.3)
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B. Choice of quadrature

We perform the numerical simulations presented in this pa-
per using the mixed quadrature lattice Boltzmann models in-
troduced in Refs. [34-36]. Depending on the flow regime un-
der consideration, a mixture of the full-range Gauss-Hermite
and half-range Gauss-Hermite quadratures can be employed.

For definiteness, let us consider the case when the half-
range Gauss-Hermite quadrature of order Q; is employed
along the first coordinate direction, while the full-range
Gauss-Hermite quadrature of order (O, is employed along
the second coordinate direction. Following the notation intro-
duced in Refs. [34,36], this model can be denoted using

HH(V; 1) x HAN2; Qo). 4.4)

where N, represents the order of the expansion of the equi-
librium distribution f(eq) with respect to axis a, as will be
discussed in Sec. IV D.

The choice of quadrature controls the discretization of the
momentum space, as well as the momentum space integration.
In particular, the moments (2.19) are evaluated as

A D s

=22

i=1 j=1

(4.5)

A similar prescription holds for the macroscopic quanti-
ties appearing in Eq. (4.2). The total number of quadra-
ture points on axis a is Q, = Q, for the full-range
Gauss-Hermite quadrature and Q, = 20, for the half-range
Gauss-Hermite quadrature. In particular, Q; = 2Q; and Q, =
0, for the example considered inAEq.A 4.4).

The components of p;; {pl,p]} are indexed on each
direction separately, where 1 < i< Qjand 1 < j < Q,. For
the half-range Gauss- Hermlte quadrature, we use the con-
vention that the points with 1 < i < Q; lie on the positive
semiaxis of the radial direction, being given as the roots of
the half-range Hermite polynomial by, (x) of order Q;:

bo,(pi) =0 (1 <i<Q), 4.6)
while py, ;= — pl (I <i < Qy). On the direction where the
full-range Gauss- Hermlte quadrature is applied, the quadra-
ture points are chosen as the roots of the Hermite polynomial
Hg, (x) of order Q5:

o) =0, @

The link between f and f and the reduced Boltzmann
distribution functions f/(p , p) and f” (p , p) is given
through

b <A
( ,g) _ Wl (@2 (f’(p},pﬁ)) “5)
fi] o) \r'(.r)

where the weight function w(x) for the half-range and full-
range Hermite polynomials is

—x2/2

w(x) = e “4.9)

s

The quadrature weights wf (Q») for the full-range Gauss-
Hermite quadrature of order Q, are [35]

0!
Hp, 1 (P5)
The quadrature weights wih(Ql) for the half-range Gauss-
Hermite quadrature of order Q, are [34,35]

wi(0n) = (4.10)

w’(Q)) = Pl @.11)
i) = :
th 1( )[pl +hQ1(O)/\/_]
where
ap = Desren 4.12)
e

is written in terms of the coefficients , ; of x° in the polyno-
mial expansion of hy(x):

be(x) = (4.13)

4
Z h/d,sxs-
s=0

C. Force terms

Since the functional dependence of the distribution func-
tion on the components of the momentum is removed through
the discretization of the momentum space, an appropriate
method for the computation of the momentum derivative of
the distribution function must be employed. Discrete velocity
models (DVMs) usually rely on finite difference techniques
to perform the momentum space derivatives [39,85]. In this
paper, we take the lattice Boltzmann approach introduced in
Ref. [113], according to which the momentum space deriva-
tive is projected on the space of orthogonal Hermite polyno-
mials. More precisely, we follow Ref. [36] and write the terms
involving the momentum derivatives of f” and f” as follows:

[ (7)), -2 ()
(oG], - E ()

and similarly for the derivatives with respect to pi.

In the case of the full-range Gauss-Hermite quadrature, the
matrix ICZ‘  has the following form [36]:

Qa—1

1 X .
Kiw = —wf(Qa) Z EHZJrl(PZ)HZ (Pi).
=0 "

(4.14)

(4.15)

while in the case of the half-range Gauss-Hermite quadrature,
it is given by [36]

Ou—
a. 1 +oiod
KEY = wl (Qu)of { L Zhe P])

f)eo e
Z thb |P/<

s={+1

—Hmﬂupzn}

pﬁf|)}-

- chQ“( (4.16)

2421

pi|) @ (
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In the above, o,f and a,f‘, are the signs of pz and pz,, respec-
tively, having values oka =1 for 1 <k<Q, and alf = —
when Q, < k < 20Q,. The function ®%(x) is defined as follows
[36]:

P’ (x) = (4.17)

D beshex).
t=s

The details regarding the expansions of d(p®f’)/dp” and
(pPf")/ap® with respect to the full-range and half-range
Hermite polynomials are presented in Appendix D. Here, we
only quote the results. In the case when the full-range Gauss-
Hermite quadrature is employed, the matrix ICZ, « reduces to

Q.2
¢ (Q0) D i e (P0)[Hen (i) + €Hea (1))

=0
(4.18)
In the case of the half-range Gauss-Hermite quadrature, the
kernel K’ Y is given by

SaH
Kep=—w

Qu—
~a 1 +olod
ICZ:I?’ = _wl?(Qa) k : Z be ‘Pk |:£ hz(‘l’k/’)
h%o—i_hé—lO a 1 4 i|
= T h, N4+ ——h, ’ ,
dzqm be 1(|Pk |) ae_ldz—zbz 2(|Pk )

(4.19)

where we use the convention that h_(z) = h_»(z) =0

D. Equilibrium distribution function

We now present the construction of the equilibrium dis-
tribution function (2.16) appearing on the right-hand side of
Eq. (2.31), as well as in the boundary conditions and in the
initial state. After eliminating the p* degree of freedom, f(9
is replaced by

o - 2 r(eq)
e = P S

o0
f(eq> /
—0oQ0

In discrete velocity models (DVMs), it is customary to evalu-
ate the equilibrium distributions f(,,, and f{,, directly, i.e.,
by computing the value of the Maxwellian for each given
discrete momentum vector p; j [39,85]. On the other hand, the
lattice Boltzmann (LB) approach is to replace the Maxwell-
Boltzmann distribution with a polynomial approximation
which ensures the exact recovery of its first few moments with
arelatively small quadrature order. Thus, in this paper, we take
the LB approach and replace fg, and fi; with their polynomial
approximations.

As discussed in Refs. [34,35], f(’eq) can be factorized with

respect to pI and pi as follows:

f<°q> (4.20)

Tf(eq)

Jieqy =n81(PHg2(p").

4 a2
_w} @421)

. 1
W(p') = ——=ex |:
8alP 2amT P 2mT

FIG. 3. Circular Couette flow setup.

Following the discretization of the momentum space, f(’eq)
is replaced by f(,eq):zj ngi,ig,j, while f(eq) 0= f(eq) i
For the case of the full-range Gauss-Hermite quadrature, the
polynomial approximation of g, x s [34,35]

Le/2]

ng = Wy (Qa)ZHE Pk Z

(mT — 1)*(mu®)t=2

25518 —=2s)!
(4.22)
where the expansion order N, is a free parameter satisfying
0< N, < Q.. (4.23)

An expansion of g, ; up to order N, ensures the exact recovery
of the moments (2.17) for polynomials in p® of order less than
or equal to N,. In the case of the half-range Gauss-Hermite
quadrature, the polynomial approximation of g, can be put
in the following form [34,35]:

i} N, s/2
h wk(Qa) mT N,
=" L(7) *

s=0

i)

a\p+-a i,ﬁ K[l
x|:(1+erf§ )P (C)+ﬁe Pt )i|, (4.24)

where GD?/“ is given in Eq. (4.17), while ¢ = u®\/m/2T when
P4 > 0and ¢% = —u®/m/2T when p? < 0. The polynomials
P (x) and P}(x) are defined as

> d 2
P:t(x) — e:Fx d Xe:tx ,

s—1
P =Y (S.)P,*<x>3; o).
=0 M

(4.25)

V. CIRCULAR COUETTE FLOW

In this section, the vielbein approach introduced in Sec. II
is validated in the case of the circular Couette flow. The
flow domain is bounded by two coaxial cylinders of radii
Riy < Roy which are kept at equal temperatures 7, as shown
in Fig. 3. The cylinders are free to rotate around their vertical
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TABLE III. Mixed quadrature LB models, corresponding total
number of velocities Ny and time step §¢ employed for the simula-
tions of the circular Couette flow presented in Figs. 7 and 17 (low
Mach number), as well as in Figs. 8, 13, 14, and 15 (non-negligible
Mach number). In the hydrodynamic regime (Figs. 7 and 8), the
relaxation time 7 is given by Eq. (5.28) with Kn = 0.001. Outside the
hydrodynamic regime (Figs. 15 and 17), 7 is related to Kn through
Eq. (5.65).

Regime Kn Model Nyel 8t
Low Hydro H(2;3) x H(2;3) 9 5x107*
Mach 0.01 H(3;4) x H(2;3) 12 3x1073
0.1 HH(3;4) x H(2;3) 12 3x1073
0.5 HH(4;12) x H(4;5) 120 3x1073
1 HH(4;16) x H(4;5) 160 2x1073
100 HH(4;40) x HH(2;3) 480 1073
Non- Hydro H(4;5) x H(4;5) 25  5x107*
negligible 0.02 HH(@3;4) x H(4;5) 40 1073
Mach 0.1 HH(@3;4) x H(4;5) 40 1073
1 HH(4;24) x H(4;11) 528 1073
10 HH(4;60) x HH(3;4) 480 5x107*

00 HH(4;200) x HH(4;10) 8000 2x1073

axis (the z axis). We are interested only in the stationary state
and consider that the flow is homogeneous with respect to
the z and ¢ directions. In order to take advantage of the ¢
homogeneity, we employ the vielbein approach.

This section is structured as follows. In Sec. V A, the
Boltzmann equation is written with respect to the cylindrical
coordinate system, in both the f and x formulations, with
or without grid stretching, while the ensuing macroscopic
equations are discussed in Sec. V B. These formulations are
discussed in Sec. V C, where we demonstrate the failure of
the f formulations to capture the constant solution when the
two cylinders are at rest, as well as the solution corresponding
to rigid rotation. Sections V D and V E validate the x imple-
mentation against analytic solutions in the hydrodynamic and
ballistic regimes and highlight that in the f formulation, the
radial heat flux presents a strong jump in the vicinity of the
boundaries. The f approach is not considered further outside
Secs. VC and VD. In the transition regime, our scheme
is validated against the DVM results presented in Ref. [85]
in Sec. VF. A performance analysis of our vielbein-based
implementation is presented in Sec. V G. Finally, conclusions
are presented in Sec. VH. The details regarding the mixed
quadrature LB models employed for the simulations discussed
in Secs. VD, VE, and V F are summarized in Table III.

The initial state for all the numerical simulations presented
in this section consists of a gas in thermal equilibrium having
constant density ny = 1, vanishing velocity u® = u? = u* =
0,and Th =T, = 1.

A. Boltzmann equation

Let us specialize the formalism of Sec. II to the case of the
Couette flow between coaxial cylinders, described in Fig. 3.
To describe the geometry of this flow, it is convenient to
employ cylindrical coordinates {x’} = {R, ¢, z} through x =
R cos¢ and y = R sin ¢. The line element (2.2) with respect
to cylindrical coordinates is

ds* = dR* + R*d¢* + dZ°, (5.1

while the triad vectors and the one-forms can be chosen as

R :8R, e(Z) = R_larp7 e€; = 827

R_dR, o =Rdp, o =dz. (5.2)
The square root of the determinant of the metric in Eq. (5.1)

is equal to

JE=J2r =R (5.3)

while /g, = ./g; = 1 since the metric components do not
depend on the ¢ and z coordinates.

The nonvanishing connection coefficients for the triad (5.2)
are

5 1 1
R _ 1 ¢ _
Foo="% Thw=% (54
such that the Boltzmann equation in the ? formulation (3.1)

reads as

! f 1 !
o(F) ) a5 lr)
_ Ri pé’?’ _ ?,_?(,eq) 55
tal)| -G R) e

where the flow was assumed to be homogeneous with respect
to the ¢ and z coordinates and the p degree of freedom
was reduced as described in Sec. IV A, while " = f'R and
f " = f”R. The reduced distributions f’ and f” were defined
in Eq. (4.1). The above equation can be shown to be equivalent
to the equations used in Refs. [114,115].

As pointed out in Ref. [104], the numerical implementa-
tion of hyperbolic equations in the f formulation (i.e., by
computing the numerical fluxes at the level of f = f,/g) is
problematic since the preservation of a constant (analytic)
solution is not guaranteed numerically.

In the x formulation, the variable x® can be introduced via
Eq. (3.4), following Ref. [110]:

R K

X = 7"

The Boltzmann equation in the x formulation (2.24) can thus
be written as follows:

a/f\ pf o [(fR 1 1
5<f”>+ﬁax_R<f”R>+_[( " ﬁ( )

p 0 (p“’f >:| = fea
IETAV L T\f = fly)
More details regarding our numerical implementation of
the above equation and its order of accuracy are provided in
Secs. IIID and III E, respectively.

Let us now consider the grid stretching procedure de-
scribed in Sec. IIIB for the case of the radial coordinate.
Defining 7 in terms of R via Eq. (3.8) changes the line element
(5.1 to

A Rou _Rin 2
ds* = [O/ngh)] dn* + R(n)de® +dz?.  (5.8)

(5.6)

(5.7)
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The triad corresponding to the above metric is

A cosh? n 1 9 9 (5.9)
ep = ——————— ) €p = —— ’ Ef = ral .
' AdRow —Rw) T R
while the nonvanishing connection coefficients are
" N 1
o _ _ph _
[, =-Tg = R’ (5.10)

The Boltzmann equation in the ? formulation (5.5) becomes
d ? wd pha A cosh?p ?’
8l f” m 877 Ao(Rout — Rin) f”

1 o 0 f’ 3 9 p“’f/
TRy | [( Tai\7) 7 ap‘ﬂ PF

- __(f f<eq>), .11
f f(eq)
while
A (Rout _Rm)R( )
N . yy i (5.12)

In the x formulation, the equivalent of Eq. (5.11) is identical
to Eq. (5.7), where p® is replaced by p”, R is replaced by R(n),
and x® is replaced by x7 = R*()/2:

i(f’) AR (f’R(n))
ar \f" m dx" \Jf 'R(n)
il 5 () -5 ()]
+mR(n)[(p ) TAN T A &
Z_E(f’ f<’eq>)
AV f(eq> .

B. Macroscopic equations

(5.13)

In this section, the macroscopic equations (2.28) are pre-
sented for the case when the stationary regime is achieved.
The continuity equation [Eq. (2.28a)] reduces to

V(') = I%BR(nRuR) =0. (5.14)
Imposing a vanishing mass flux at the boundaries (R = Rin
and R = R,,) implies #® = 0 throughout the channel. This
also implies that V,u® = 0 and u?V;¢ = 0, for any scalar
function ¢ which does not depend on ¢, ¢ or z.

Substituting & € {R, ¢, 2} into the Cauchy equation [Eq.
(2.28b)] gives

o(u?)? = 9g(RTRRY — 799, (5.152)
dR(RATR?) = 0, (5.15b)
Ir(RTRY = 0. (5.15¢)

Considering that the flow is homogeneous along the z
direction, T® =0 is an acceptable solution of Eq. (5.15¢).
Next, the nondiagonal component T*? of the stress tensor can

be expressed analytically as

2
TR _ Tk‘?’ﬁ

o (5.16)

where Tifé) is the value of TR? in the vicinity of the inner
cylinder. It is remarkable that Eq. (5.16) is valid for all degrees
of rarefaction, while Tlf 4 depends on the flow parameters,

such as Kn or ;.
Finally, the energy equation [Eq. (2.28¢)] reduces to

IR(RG®) + RRTR 3R 'u?) = 0 (5.17)
Using Eq. (5.16) for TkR? yields
¢ +uPTR = %, (5.18)

where Q) is a constant which depends on the flow parameters.
In Secs. VD and V E, analytic solutions for n, u¥, T', and
q will be derived in the Navier-Stokes and ballistic regimes,

respectively. The Kn dependence of 7]: % and Q is discussed in
Sec. VF and the results are summarized in Fig. 16.

C. Comparison of ; and x formulations

This section is dedicated to the comparative analysis of
the f and x implementations of the Boltzmann equation.
These implementations are considered with and without
the grid stretching procedure described in Sec. IIIB. The
implementation of the advection part, described in the general
case in Sec. IIIC, is given in Sec. VC1 for the particular
cases considered herein. Two test cases are further considered.
The first, consisting of the trivial setup when both cylinders
are at rest and f' = f” = const, is presented in Sec. VC2.
The second test case, corresponding to rigid rotation (i.e.,
when the two cylinders rotate at the same angular speed), is
considered in Sec. V C3. Our conclusions are presented in
Sec. VC4.

1. Numerical scheme

As described in Sec. III, the flow domain is discretized
using N cells along the R direction, while N, = 1 cells are
used along the homogeneous ¢ direction. For the case of an
equidistant grid, the radial coordinates of the centers of the
Np, cells are given as

0.5

s — L.
NR (Rout - Ril’l)v

R, =Ry, +

(5.19)

where 1 < s < Ng, while Ry, and R, are the radii of the inner
and outer cylinders, respectively. When employing the grid
stretching procedure described in Sec. III B, the stretching
parameter 7 is discretized equidistantly:
_ n s — 0.5( )
nS - nll’l NR nout 771[1 ’
where ni, and 7,y are defined in Eq. (3.10) in terms of R;, and
Rout, respectlvely
In the f formulation (5.5), x! = x*
such that Eq. (3.11) becomes

d(VET) P_j': Ris+1/2,1 — «%R;s—l/ll
oR ' T m SR

(5.20)

=Rand VR = pR/m,

, (5.21)
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where SR is the constant grid spacing along the radial di-
rection. Similarly, x' = x” =nand V" = pﬁeg in Eq. (5.11)
such that Eq. (3.11) reduces to

(3(‘/”?)) - pﬁ eZ;S+1/2]:17;5+1/2,1 - eZ;s,l/z]:n;s—l/Z,l
1

an m sn ’

(5.22)
where &7 is the constant grid spacing with respect to 1, while
e; is given in Eq. (5.9).

In the x formulation (5.7), x® = R?/2 and Eq. (3.11)
becomes
I(RpRf/m) N p_RRx+1/2]:r7;s+1/2,l — Ry 1pFps-1/2.1
xR 1 T m RSR ’

(5.23)

Similarly, in Eq. (5.13), x" = R*(n)/2, such that Eq. (3.11)
reduces to

ORGP /)
8)(17 s,1
7A7R s ;s —R S— S

P R +1/2)]2:7, +1/2,1 ;’7 120 ns120 (5.24)
m R2(n4172) = R (5-172)

2. Cylinders at rest
The case when the inner and outer cylinders are at rest
(i = Qoue = 0) and at equal temperature (i, = Toy = Ty)
admits the solution

2 2
/ / no pR + p@
= = 07 Tw = - s
I = Jieq(no, u ) ST, P ( T,

(5.25)

while f” = T, f'. It can be easily seen that Eq. (5.25) satisfies
the Boltzmann Eq. (5.5), as well as the boundary conditions.

Even though trivial, this simple test case serves as an
example which highlights an important drawback of the f ap-
proaches based on Egs. (5.5) and (5.11). As seen in Fig. 4, the
density profile when the f formulation is employed exhibits
fluctuations, while the scheme based on the x formulations
(5.7) and (5.13) recovers Eq. (5.25). Our conclusion is in
agreement with that presented in Ref. [104]: the numerical
fluxes associated to f’,/g and f”,/g do not vanish, even when
/' and f” are constant. This leads to a spurious redistribution
of " and f” due to which the stationary state does not
coincide with the analytic solution.

3. Rigid rotation

We now turn our attention to another trivial case in which
the two cylinders rotate at the same angular speed i, =
Qout = Q4. Assuming that the walls have equal temperature
Tin = Towe = T, the analytic solution of the Boltzmann equa-
tion (5.5) reads as

f'(R) =fo[n(R), u” = QR, T,,]

n(R) [ Py + (pp — mQR)?
_ exp | —

" 2amT,

T ] (5.26)

1.04

x-equidistant —=—
x-stretched —e—

1.03 | f-equidistant

f-stretched

1.02 |

c 1.01 | ]

0.99 i

0.98 ! ! ! !
0 0.2 0.4 0.6 0.8 1

(R-Rin)/(RoutRin)

FIG. 4. Density profile n(R) for static cylinders having radii
Ry, = 1 and R,y = 2. The numerical results were obtained using the
H(4;5) x H(4;5) model with T = Kn/n, where Kn = 1073, In all
cases, Ny = 16 nodes were used and the stretching was performed
according to § = 0.5 and A = 0.95.

and f”(R) = T,,f'(R), while n(R) is given by [116]

mS? exp [ (2R — R — R2,)]

R) = N, > s
M = N T b [22 (k2 — R3]

(5.27)

where N, represents the total number of particles per unit
height between the two cylinders. The density normalization
is chosen such that Ny = (R, — R%).

It is worth emphasizing that Eq. (5.26) satisfies the Boltz-
mann equation for all values of the relaxation time. Figure 5
shows that, in the x implementation, our models can suc-
cessfully reproduce both the velocity (top) and the density
profile (bottom) for all tested values of the angular velocity.
The models used are H(4;5) x H(4;5), the Knudsen number
is Kn = 0.001, the time step is set to 8t =5 x 107*, and
Ng =32 grid points are employed, stretched according to
8 =0.5and A = 0.95. In Fig. 6, we highlight the tendency of
the density profile to bend upwards in the vicinity of the wall
when the f formulation is employed, while the x approach
matches the analytic solution with very high accuracy.

4. Summary

The simple tests considered in this section highlight two
important drawbacks of the f formulation. First, the trivial
solution f’ = f” = const cannot be fully recovered in this
formulation, as shown in Fig. 4. This is in agreement with the
discussion in Ref. [104]. Second, spurious terms are induced
in the density profile in the vicinity of the boundaries. Even
though the magnitude of these terms is small, they are not
present in the x formulation.

We thus conclude that the x formulation is superior to
the f one for the applications considered in this paper. It is
worth emphasizing that the conservation of the total number
of particles is retained in the xy formulation, as highlighted in
Ref. [110] (see also Sec. III D for more details).
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FIG. 5. Numerical results obtained using the H(4;5) x H(4;5)
models and the x implementation for various values of the angular
velocity €2 in the case of the rigid rotation considered in Sec. V C 3.
(a) Density profile compared to Eq. (5.27). (b) Azimuthal velocity
compared to the analytic solution u? = QR.

D. Navier-Stokes regime

The hydrodynamic regime is achieved in kinetic theory by
taking the limit when the Knudsen number satisfies Kn « 1.
In the BGK formulation of the collision operator, we set the
relaxation time in the form

_Kn

T=—
nT

(5.28)
where Kn is set to 1073 in order to achieve the hydrodynamic
regime. The form (5.28) for the relaxation time ensures that
the viscosity p and heat conductivity « remain constant
throughout the simulation, as implied by Eq. (2.38c¢).

The analytic solution of the Navier-Stokes equations is
obtained in Sec. V D 1. This solution is used in Secs. V D 2
and V D 3 to validate our implementation in the low and mod-
erate Mach number regimes. The numerical simulations were
performed by fixing the inner cylinder radius at R;, = 1, while

1.25

Ahalytical ‘
9
f —

0.95
0.9
0.85
08 1 1 1 1
0 02 04 06 08 1
(R-Rin)/(RoutRin)

FIG. 6. Comparison of the 7 and x formulations for 2 = 0.5,
using the H(4;5) x H(4;5) model.

the radius of the outer cylinder is allowed to vary in order
to check the sensitivity of our implementation to curvature
effects [53,117,118]. We thus set Ry € {2, 4, 8, 16}, resulting
in the radii ratios B = Rin/Rou € {0.5,0.25, 0.125, 0.0625}.
The number of nodes employed is 64 and 96 for the low
and non-negligible values of the Mach number, respectively,
while the time step was set to 8t = 5 x 107*. Since in the
hydrodynamic regime the flow is close to equilibrium, the
full-range Gauss-Hermite quadrature is employed on all mo-
mentum space directions.

1. Analytic analysis

In order to obtain the analytic solution in the Navier-
Stokes regime, the constitutive equations (2.38a) and (2.38b)
are employed for the nonequilibrium parts §7% and 847
in Eq. (2.34), where the transport coefficients u and « are
assumed to be constant. The cylinders are assumed to have
equal temperatures T, = Ty = T, the outer cylinder is kept
at rest (i.e., Qo = 0), while the angular velocity €2;, of the
inner cylinder is left arbitrary. Noting that V,u® = 0, the
nonvanishing components of the stress tensor are

TRR — 790 — 72 _ p (5.292)

3 A
TR = —,uRﬁ(R_lu‘”). (5.29b)

Substituting Eq. (5.29b) into (5.16) gives the Navier-Stokes
solution for the velocity [119,120]

, Q; QinR?
_ p—1 in in
=R R, (530)
in out out in

where the conditions u?(R = Rjy) = QinRin and u®(R =
Rouwt) = 0 were imposed on the inper and outer cylinders,
respectively. The tangential stress 7% (5.16) reads as

o b R2 b 20 R2
TR =g Tn g o H. (5.31)
out in
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Next, the temperature can be obtained by substituting
Eq. (2.38b) into (5.18):

Q; RZ2—R?2 In(R/R
T:Tw+ﬁ 2m 2|:1n2 - n(/m) :|’
k Ri; _Ro_ut Ri; _R;ut ln(Rout/Rin)
(5.32)
where the boundary conditions 7'(R = Rin) = T'(R = Row) =
T,, were imposed. The heat flux g" = —k dxT can be obtained
as follows:
; no Q2 2R? 1
¢ =-7 e |: ) -~ , (5.33)
RRin _Rout Rin _Rout 1n(Rout/Rin)

while the constant Q in Eq. (5.18) is given by
_ K [ 1 2R,
R~ R2Ln(Row/Rin) K2, —R2,

out

0 ] (5.34)
Finally, the equation for the pressure can be obtained by
substituting Eq. (5.29a) into (5.15a):

m(u®)?
RT

To the best of our knowledge, the analytic solution of this
equation is not known. Thus, the density profile n = P/T must
be computed using numerical methods, with the constraint
that

8R1nP =

(5.35)

—R}). (5.36)

out

Rout
2 / nRdR =7 (R2
Rl“

2. Low Mach flows

The low Mach regime of the circular Couette flow has
become a preferred benchmark test in the literature for models
which deal with curved boundaries [43,45,53]. Since in this
regime the flow is essentially incompressible and isothermal,
we only examine the azimuthal velocity u?, which is repre-
sented in Fig. 7 for various values of = Rj,/Roy. In this
regime, the analytic profiles can be recovered using the x
implementation with the H(2;3) x H(2;3) model (employ-
ing 3 x 3 =9 velocities), which is just the equivalent of
the widely used D2Q9 model employed in Refs. [45,53].
However, the vielbein formalism allows only one node to
be used in the ¢ direction, thus bringing an improvement in
the computational efficiency of several orders of magnitude
compared to the implementations presented in Refs. [45,53].

3. Non-negligible Mach flows

We now consider the case when the angular velocity of the
inner wall is i, = 0.5, such that u!, = Q;,Ri, = 0.5. Figure 8
shows a comparison between the results obtained with the
x implementation using the H(4;5) x H(4;5) model against
the analytical solution of the density n [computed numerically
using Eq. (5.35)], tangential velocity u? (5.30), temperature T
(5.32), and radial heat flux g® (5.33). A very good agreement
is observed with the analytic solution for all tested parameters.
The temperature profile exhibits a maximum when

2 ln(Roul/Rin)
VR -R:
in out

(5.37)

Analytical ——
f=0.5 —e—
B=0.25 ——
Bf=0.125 ——
B=0.0625

0.8

0.6 |

Ug/Uy

04

0 L L L
0 0.2 0.4 0.6 0.8 1
(R'Rin)/(Rout'Rin)
FIG. 7. Azimuthal velocity profile u? (R) for the angular velocity
of the inner cylinder of ;, = 0.01. The curves correspond to various
values of 8 = Riy/Roy. Our numerical results, obtained using the
H(2;3) x H(2;3) model in the x implementation, are overlapped
with the analytic solution (5.30).

The above curve is also represented in Fig. 8(c) and it can be
seen that the maximum is captured very well.

We note that the radial heat flow profiles are not well
recovered near the boundaries, where a deviation with respect
to the analytic profile can be seen. Figure 9 shows the radial
heat flux profile corresponding to equidistant grids having
Ng € {32, 64, 128, 256} nodes and 8 = 0.5. It can be seen that
this deviation occurs in the two points which are nearest to
the boundary. By increasing the resolution in the vicinity of
the boundary, the amplitude of the deviation of the numerical
result compared to the analytic prediction (5.33) is seen to
decrease roughly as (8R)"38. Figure 10 shows the comparison
of the f and x formulations with stretched and equidistant
grids using Ny = 32 grid nodes. This plot clearly shows the
advantage of using a stretched grid and the x formulation,
which appears to minimize the amplitude of the deviations
most efficiently out of the previously enumerated approaches.

E. Free molecular flow regime

In the free molecular flow regime, the collision term in the
Boltzmann equation vanishes. The analytic solution in this
case was derived in Ref. [85] only for the distribution func-
tion, density, azimuthal velocity, and temperature. For com-
pleteness, we present a similar derivation for the distribution
function and the macroscopic moments (including the stress
tensor and heat fluxes which are not derived in Ref. [85]),
which are presented in Secs. VE 1 and V E2, respectively.
Our numerical scheme is validated by comparison with these
results in Sec. VE3.

1. Boltzmann distribution function

Since there are no body forces present, the particles in the
free molecular flow regime travel along straight lines between
the two bounding cylinders. Due to the symmetry of the flow
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FIG. 8. Comparison between the numerical and analytic results for the profiles of (a) n [the analytical curve is obtained numerically by
solving Eq. (5.35)]; (b) u? [Eq. (5.30)]; (c) T [Eq. (5.32)], together with Eq. (5.37) giving the position of the maximum in the temperature
profile; (d) qf" [Eq. (5.33)]. The curves correspond to various values of 8 = R;,/Roy. The inner cylinder rotates with ;, = 0.5, while the outer
cylinder is kept at rest. The numerical results, obtained with the x implementation using the H(4;5) x H(4;5) model, are overlapped with the

analytic solutions.

configuration, the solution is independent of the azimuth ¢.
Let us consider a point P at a distance R — R;, from the first
cylinder, as shown in Fig. 11. The momentum of a particle
passing through this point has the components

pie = p cos0, (5.38)

where p = {/(pR)2 + (p?)? and @ = arctan(p? /pR). It is con-

venient to set the range of 6 € (—m, ) with 8 =0 cor-
responding to the radial direction towards the outer cylin-
der. With this convention, the particles with || < O =
arcsin(Rj, /R) originate from the inner cylinder, while those
with Ox < |0] < m are emitted by the outer cylinder. The
coordinate axis x is aligned along the radial direction passing
through P, such that the radial and azimuthal unit vectors at
P are justi and j.

When |0| < 6nax, the distribution of particles at P having
momentum p along the direction given by 6 is equal to the
distribution of particles emitted from the point located at R;,

and angle —% < ¢ < % with respect to the horizontal axis,

p? = psind,

as shown in Fig. 11. We use the convention that the angle ¢ is
positive when measured trigonometrically from the horizontal
axis and negative otherwise. From Fig. 11 it can be seen that

(p - muin)2 = p2 + p? + mZQiZnRizn
— 2mpQunRip OS (% té— 9), (5.39)

where u;, = QinRin(—i sing + j cos¢). In the above, it is
understood that 6 and ¢ have opposite signs, i.e., a particle
traveling downwards (6 < 0) originates from the upper half
of the inner cylinder (¢ > 0), as shown in Fig. 11. The cosine
function in Eq. (5.39) can be evaluated as follows:

R
cos (% + ¢ — 9) =sinf(cos¢ —sing coth) = R sin @,

(5.40)

where cos ¢ = (Ri, — §)/Rin, sing = +h/R;,, and cotf =
F(R — Rin + 6)/h, where the upper sign refers to the case
when the particle is emitted from above the horizontal axis.
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FIG. 9. Effect of lattice spacing on the behavior of qie near the
wall when the x implementation on an equidistant grid is employed.
The inset shows that the amplitude of the deviation of qk with respect
to the expected analytic value (5.33) is proportional to (8R)"-3.

Thus, at radial distance R from the axis of the inner cylin-
der, the distribution function of particles traveling at angle 6
with respect to the radial direction is

F(R:0,p) = (P +p?

Rin
QrmT, )2 P { " 2mT,

+m* QL RE — 2mpQinR sin 9)}, (5.41)
where the number density of emitted particles n;, will be
determined in Sec. V E 2, T,, is the wall temperature, and
|0] < Omax = arcsin(Ri, /R). Since the outer cylinder is at rest,
the distribution function of the emitted particles is isotropic,
such that, when 0,,x < |#| < 7, the distribution function is

0.0008 T T

T

~Aﬁalytical
0.0006 | _ f-stretched —*—
f-ethJidtisLandt
L x-Stretche
0.0004 x-equidistant —e—
0.0002 | +
0
o
o
-0.0002
-0.0004 |
-0.0006
-0.0008
-0.001 L . L .
0 0.2 0.4 0.6 0.8 1

(R'Rin)/<Rout'Rin)

FIG. 10. Comparison of the ? (stretched and equidistant) and x
(stretched and equidistant) radial heat flux using Ny = 32 grid points.

- Rin '\k&

FIG. 11. Trajectory of a free-streaming particle originating from
the inner cylinder, which passes through point P at distance R from
the symmetry axis with momentum p. Since the particle travels
downwards, 6 < 0 and ¢ > 0.

given by
R By
QamTy 2 P | ™ 2m,

f(R;0,p) = } (5.42)

where the number density n,, of the particles emitted by the
outer cylinder will be determined in the next subsection.

2. Macroscopic moments

Let us introduce the following moments:

B 00 00 o) o s s,
My s,.5. = dp: | dpg | dpy f Py pg P
—0o0 —0oQ —0Q
o0

00
—00 0

X /” do f (cos0)**(sinh)*.

-7

(5.43)

Using the results (5.41) and (5.42), the above expression can
be written as

1+ (—1)* Nsptspsop S+ 1
MSRvS(p-S: = —27[3/2 (2mT,)? ¢TSI >

§s¢+l

ninefki Ra 2 PN
x{ / dg ¢reet (1= ¢ /R0 D

—in

oo
X / d&- ESR+SW+167(57{')2
0

14 (—1)%

1
+n0utr|:1+§(sR+s<p):| )

X / doO (cos ) (sin 9)% } , (5.44)
gﬂ\ﬂX

where the changes of variables & = p//2mT,, and ¢ =
R sin 6 were performed. The notation

R = QinR/m/2T,
represents the square root of the ratio between the kinetic

energy 2 Qi R* induced by the rigid rotation at R and the
thermal energy T,,, while R, = RR;,/R.

(5.45)
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Noting that pup = M 0,0, the macroscopic velocity along
the radial direction can be computed as

Ry, [mT,
Up = —
PR\ 2w
where the integration with respect to ¢ in Eq. (5.44) was
performed first. In order to ensure vanishing mass transfer

through the bounding cylinders, up must vanish at R = R,
and at R = Ry, requiring that

(5.46)

(nll'l nOUt)’

(5.47)

Nin = Nout = Ny

In order to fix n,, the particle number density n = M o o must
be computed:

ds £ e -0

R I’lw _Rz gdé'
R = /Rm v1—=2¢%2/R* Jo

+ 1y (1 — Oax /), (5.48)

where 6,,x = arcsin(R;,/R). Using the following identity

[wdg:ée*(éfl)z — e
0

1
—e U+ X (I 4erfr), (549
2 2

the particle number density can be expressed as

Omax R Ormax IO(ﬁ)
n(R) = nyy 1 — +e | — + = , (5.50)
b T Rm
where
N R pontiyg
I,(R) = £ : eerfe. (5.51)

0 +1—¢%/R?
Since the radial integral in Eq. (5.36) cannot be performed
analytically, we resort to numerical methods to find the value
of ny,.

The macroscopic velocity along the ¢ direction can be
computed by noting that pu® = My o:

. on Ra  cdc et )
W = e /;/ % 4 E2o—E—P

p s o R o §&7e

(5.52)
Using the property
/OO dE £[e~ G0V _ o€+
0

=cet + “/75(1 +2¢%)erf(2), (5.53)

J

the azimuthal velocity can be written as

~ . . 2
u? = anmR e R ) arcsin ﬁ — ﬁ 1-— I&
Znn(R) R R R?
T ~ ~
4 %:[IO(R) +21,®) } (5.54)
Noting that

(5.55)

it can be seen that, in the small €2;, limit, Eq. (5.54) reduces
to the expression in Refs. [43,121]:

Rm Rln

5 1
u? = —QR| arcsin — — — 913“)
b4 R R
(5.56)
Finally, u* = 0 since M, s,.1 = 0 due to the [1 + (=1)%]/2

prefactor in Eq. (5.44).
For the computation of the stress tensor, it can be seen that
T = %Mo,o,z is given by

T% = n(R)T,. (5.57)

Since T* = L0 =0and 179 =M, =0, the only

nonvanishing nondiagonal component of the stress tensor is
Rp _ 1 .
T = mM]y]q().

TR =

2n, T, _R e 3 _g2 R 2%
Tuvo R | dsge | drge. (5.58)
0 —Rin

TR

The above integrals can be performed analytically, yielding

b ko R? ko NwTy~
T =T T, = R 559

where, as before, 1~€in = QinRin/m/27T,,. The above expres-
sion is in agreement with the general result (5.16). The last

nonvanishing components of the stress tensor are THR =
%Mz,o,o and T%% = %Mo,z,o — p(u®)?, which have the follow-
ing expressions:

RR why _% | Rin = ~ 1 ~ ~ ~,
TRE = 202w R 20 (4 4 OR2 — R2) COS By + (4 + R2)fhmax + £[3R210 + (2R* — 3, — 2D]
T 4R 4 R3
em X i 29]‘!‘1 X
+anw<1 - = - Sln—a)y (5603.)
b4 2
PN w Tw B2 R ~ ~ 1
T% = "Te—Rm [—4—;(4 + 2R}, + 3R?) cOS Opax + Jé+ 3R )Ohmax + ‘[(311 + 212)}
Gmax sin 29max O\2
+anw l——+—— - p(u(p) . (560b)
b4 2
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The temperature can be obtained as follows:

nyT,R* 5%
— mn

m .
T =T, — —u’)?
W IR

R;
x [emax — ?“ COS Omax + ‘/T?(Io + 211)}. (5.61)

Finally, the components of the heat flux can be written as

qR _ M3 00+ M0+ Mooz _ M¢Ti€(p’
2m?

q¢ _ Mj 1.0+ Mozo+ Mo — TP
2m?

1 . 3
——pw?)® — Enu‘/’T.

> (5.62)

Noting that M; 9, = 0, qie can be expressed as in Eq. (5.18),
with

nwRn T ~,
0= —m R;, (5.63)

where the notation R;, is defined in Eq. (5.45). The component
g% can be obtained from Eq. (5.62) using

Mo+ Moso T, "R e % B (10 + 3R2)
2m? dr2m L
R, ~ ~
- %(10 + 2R5, + 3R?) cOS Orpax

2
+ ﬁ—“/f(slo + 121 + 412)} (5.64)

as well as 2,17Mo,1,2 = %nTwu“’.

3. Numerical results

As also noted in Refs. [36,43,79], a sufficiently high
quadrature order must be employed at high values of the
relaxation time in order to avoid oscillations in the stationary
state. Figure 12 illustrates how increasing the radial quadra-
ture order quenches the oscillation amplitude. We note that
the quadrature order required to reduce the oscillations below
a detectable level increases with the number of spatial grid
points. Since we employ the fifth-order WENO-5 scheme
together with an appropriate grid stretching, we are able
to obtain accurate results with only 16 grid points and a
quadrature order of Qg = 200 [36].

We tested our models in the high Mach regime by consid-
ering three values of the angular velocity of the inner cylinder,
namely, i, € {1,2,3}. In this case, we kept Ry, = 1 and
Roue = 2 fixed, such that 8 = Ri, /Ry = 0.5. The time step
was set to 8t =2 x 107>, For these values of the parame-
ters, we used the models HH(4;200) x HH(4; 10) to ensure
smooth profiles in the stationary state. Excellent agreement is
found between our simulation results for the profiles of P, u?,

Analytical =——

1.1 QREEO —e— |
Qg=200 —+—

1.09

1.08

o 1.07

1.06

1.05

1.04

1.03 ‘ ‘ ‘
0o 02 04 06 08

(R-Rin)/(RoutRin)

out”

0.5

Analytical =—
0.45

0.4
0.35
0.3
0.25
0.2
0.15
0.1

0.05 ‘ ‘ ‘
0 0.2 0.4 0.6 0.8 1

(R'Rin)/(Rout‘Rin)

FIG. 12. Effect of the quadrature order on the oscillations in
the stationary profile of the pressure and azimuthal velocity in
the ballistic regime. The results were obtained with the models
HH(4; Or) x HH(4; 10) and the curves correspond to various values
of Qg. The parameters employed in these simulations are R;, = 1,
Rowt =2, Qin = 1.0, Qo = 0, and 8t = 2 x 107>, Our simulations
reached the stationary state after 500 000 iterations. We used Nz =
16 grid points together with the stretching given by A = 0.95 and
8 = 0.75. The thick continuous curves correspond to the analytic
solutions derived in Sec. VE2.

qR ,q%, TRR 790 TR and temperature 7 and the correspond-
ing analytic results derived in Sec. V E 2, as can be seen in
Figs. 13 and 14.

Before ending this section, it is worth emphasizing that the
formula (5.56) derived by Willis [121] is valid only in the
limit of low Mach number flows, as shown in Sec. V E 2.
At higher values of the Mach number, the ratio u? [y
no longer coincides with the profile predicted by Willis
since the nonlinear terms in u? which appear in the ex-
act result (5.54) and are absent in the result from Willis
(5.56) become important. This discrepancy is highlighted
in Fig. 13(b).
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FIG. 13. Comparison between our numerical results and the analytic predictions in the ballistic regime. (a) P = nT [Egs. (5.50) and
(5.61)]; (b) u‘z’/uf; [Eq. (5.54)]; (¢) qie [Eq. (5.62)]; (d) ¢° [Eq. (5.62)]. The radii of the inner and outer cylinders were Ry, = 1 and Ryy = 2,
such that 8 = 0.5. The quadrature used was HH(4; 200) x HH(4; 10). The curves correspond to various values of €2;,. The analytic solution
for u? reported by Willis [121] and reproduced in Eq. (5.56) is shown in (b) alongside the exact expression (5.54). The time step was set to

8t =2 x 107> and the number of nodes was N = 16.

F. Transition flow regime

To the best of our knowledge, there is no analytic solution
of the Boltzmann-BGK equation which is valid for the circular
Couette flow in the transition regime. In order to validate our
models in this regime, we compared our simulation results
with those obtained by Aoki et al. [85] using a high-order dis-
crete velocity model (DVM) for Kn € {0.02, 0.1, 1.0, 10.0},
where the Knudsen number is related to the relaxation time ©
via [85]

Kn /7

3 (5.65)

T =
The angular velocity of the inner cylinder was set to i, =
0.5+/2, while Qout = 0. The radii of the inner and outer
cylinders were kept fixed at R;, = 1 and R,y = 2. In order
to maintain good agreement between our simulation results
and those reported in Ref. [85], the radial and azimuthal
quadrature orders were increased as Kn was increased, as
summarized in Table III (the time step employed is also shown

therein). The simulation domain comprised Nz = 16 nodes
stretched according to Eq. (3.8) with A = 0.95 and § = 0.5.

Figures 15(a)-15(c) show comparisons between the pro-
files of n, T, and u® obtained using the models summarized in
Table III and those reported by Aoki et al. [85]. A very good
agreement can be seen.

In Figs. 16(a) and 16(b), the variation over Kn of the
constants Q [Eq. (5.18)] and Tiff@ [Eq. (5.16)] is repre-
sented. The simulation results match the analytic results
in the hydrodynamic and ballistic flow regimes. For Tif‘?’,
our numerical results are compared with the analytic result
obtained by Willis [121] and a good match is observed at
high Knudsen numbers, close to the free molecular flow
regime.

Finally, we considered the low Mach number case studied
in Ref. [43]. Our simulation results obtained using the models
summarized in Table III are shown in Fig. 17. An excellent
match with the LB results reported by Watari in Ref. [43] can
be observed.
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FIG. 14. Same as Fig. 13 in the case of (a) TRR [Eq. (5.60a)]; (b) T?? [Eq. (5.60b)]; (c) TR [Eq. (5.59)]; (d) T [Eq. (5.61)]. The simulation

parameters are the same as in Fig. 13.

G. Performance analysis

Let us now consider a comparison between the efficiency
of our method and that of previously published methods. The
lattice Boltzmann implementations employed in Refs. [45,53]
are validated only in the hydrodynamic regime at small
Mach numbers and employ the D2Q9 model (employing 9
velocities). Our scheme is capable of recovering this regime
also with 9 velocities. However, the implementations of
Refs. [45,53] do not align the momentum space along the
cylindrical coordinate system unit vectors, such that the spa-
tial grid employed therein is two dimensional. Thus, our
proposed scheme is much more efficient since our spatial grid
is always one dimensional.

Next, we consider a comparison with the LB implemen-
tation proposed by Watari in Ref. [43]. This scheme is also
restricted to low Mach number flows, however, the whole
range of the Knudsen number is explored. For Kn < 0.5,
Watari employed models with 40 velocities in order to obtain
accurate results. As Table III shows, our implementation
allows us to recover the same results with 12 and 24 ve-
locities at Kn = 0.01 and 0.1, respectively, while at Kn =
0.5, we employed a model with 120 velocities. At Kn = 1,
Watari employed 4 x 24 = 96 velocities, while we required a

number of 160 velocities to match the velocity profile. Finally,
at Kn = 100, Watari obtained good agreement with the free-
streaming solution with 4 x 60 = 240 velocities, while we
employed 480 velocities in this regime. We note that our
implementation requires higher quadrature orders at Kn = 0.5
due to the inertial forces which act along the radial direction,
where the distribution function is discontinuous. This was also
seen in the case of a rarefied gas between parallel plates under
the effect of gravity [36]. Such forces are not present in the
implementation of Ref. [43] since there the momentum space
is not aligned to the cylindrical coordinate system. The gain
in efficiency at the level of the momentum space compared to
our scheme is lost since the spatial grid is two dimensional.
The number of distribution functions required at Kn = 100 in
Ref. [43] is 240 velocities multiplied by 200 x 100 = 20000
spatial grid points, resulting in 4 800 000 population updates
per time step. In our implementation, we only use 16 radial
points, such that the number of population updates per time
step is just 16 x 480 = 7680, which is significantly more
efficient than the implementation presented in Ref. [43].

In the transition regime, Aoki et al. [85] employed a
polar decomposition of the momentum space using 48 shells
of equal momentum magnitude containing 272 directions,
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FIG. 15. Comparison between our simulation results and those
reported in Ref. [85]. (a) n(R); (b) T (R); (c) u? (R)/uf;. The angular
velocity of the inner cylinder was set to Q;, = 0.5+/2, while the
Knudsen number is related to the relaxation time through Eq. (5.65).
The models employed in these simulations are summarized in the
non-negligible Mach section of Table III.
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FIG. 16. Comparison of our simulation results for the constants
0 (a) and Tlf ¢ (b) against the analytic solutions given in Egs. (5.34)
and (5.31) in the hydrodynamic limit, as well as in Eqs. (5.63) and
(5.59) in the free molecular flow limit. The Knudsen number is
related to the relaxation time through Eq. (5.65). In (b), the analytic
result reported by Willis [121] is represented using a solid black line.

resulting in a velocity set comprising 48 x 272 = 13056 ele-
ments. As can be seen from Table 111, the number of velocities
employed by our models is significantly lower at Kn < 10,
with 40 velocities for Kn € {0.02, 0.1}, 528 velocities at Kn =
1, and 960 velocities at Kn = 10. As Kn — oo, the number of
velocities required to obtain accurate results increases to 8000,
which is still lower than the number of velocities employed in
Ref. [85]. Furthermore, the use of the WENO-5 scheme for the
computation of the numerical fluxes allows us to recover the
analytic solutions in the ballistic regime using only 16 nodes,
compared with the 240 nodes employed in Ref. [85] using
the second-order numerical scheme introduced in Refs. [122—
124]. It can thus be seen that, as the ballistic regime is
approached, the efficiency of our scheme decreases to that
of standard DVM codes. However, in the regime of moderate
Knudsen numbers, our implementation is significantly more
efficient, especially due to the use of the half-range Gauss-
Hermite quadrature on the radial direction. This can be seen
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FIG. 17. Velocity profile in the low Mach number regime i, =
0.01. Our simulation results are compared with the LB results
reported by Watari in Ref. [43]. The models employed in these
simulations are summarized in the low Mach section of Table III
alongside the corresponding time step. The number of grid points
was Ny = 16, stretched according to Eq. (3.8) with A = 0.95 and
§=0.5.

by looking at Fig. 18, where the time required to achieve the
steady state using the models benchmarked in Figs. 7, 8, 15,
and 17 and summarized in Table III is represented with respect
to Kn, for both the low and the high Mach regimes. It can be
seen that the lowest runtime is registered around Kn ~ 0.1.
For completeness, the methodology to determine this runtime
is presented below.

In each of the simulations presented in Fig. 18, the time to
achieve the steady state is determined by comparing the output
of two successive cycles of duration Ar = 6 (the number of
iterations per cycle is computed based on the time step). At

1000
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FIG. 18. Time (in seconds) required to achieve steady state using
the models summarized in Table III.

the end of cycle ¢ > 1, the following L, norms are computed:
1/2

r . N
Rou o _ @
¢ _ ' Uy — Uy
L, = dRR| 2+ —2=t ,
Rin Uy

[ pRou 2 1/?
L, = / dRR(— - 1) } ,
L Rin ne—1

Rou! T 2 1/2
L, = / dRR(—Z - 1) , (5.66)
’ | /R, T

where u,, is the angular velocity of the inner cylinder (the
outer cylinder is at rest), while Rj, = 1 and Ry, = 2 are
the radii of the inner and outer cylinders. The integration is
performed using the rectangle method by switching to the
equidistant coordinate 7, as described below for an arbitrary

function §:
A Nout R( )d
XO(Rout - Rin) / 0 nf( )
osh

in

Rout
f dRR(R) =
Rin

Ng

m)Z

where the quantities bearing the subscript s are evaluated
at n = ny = nin + (s —0.5)6n. We consider that the steady
state is achieved when all the L, norms defined in Eq. (5.66)
decrease below the threshold 107>,

Let us now discuss the order of algorithmic complexity of
the main steps of our proposed algorithm, namely,

(1) computation of the macroscopic variables;

(2) relaxation;

(3) enforcing boundary conditions;

(4) applying the advection rule;

(5) applying the forcing terms.

The order of the above steps is arbitrary since we use a
fully explicit algorithm and the new populations are stored in
a separate memory zone. The complexity of steps 1, 2, and 4
is O(Nyer X Ng), where Nyei = 200, is the total number of
velocities when the half-range and full-range quadratures of
orders Qg and Q,, are employed on the radial and azimuthal
directions, while Ng is the number of nodes in the radial
direction. Step 3 does not depend on the number of nodes
(there are only two sites where diffuse reflection is applied
for the circular Couette problem), so the complexity of this
step is O(Nye). Finally, step 5 involves the computation of the
momentum space derivatives, which are performed using the
kernels introduced in Sec. IV C and in Appendix D. It can
be seen that the complexity for this step is O[(Qr + Q) X
Nyet X Ng]. Thus, the time required to perform one iteration
can be estimated via

RSn

~ Aok 5.67)
— K( out — fsv (

AT = (a1 + a2 + a4)NyaNg + a3Nye
+as(20r + Oy)NyelNg + c,

where a; (1 < i < 5) are constants corresponding to the steps
of the algorlthm and the constant ¢ denotes an overhead which
is due to one-off operations, such as memory allocations,
input/output operations, etc.

(5.68)
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We now consider a series of simulations in order to vali-
date Eq. (5.68). For simplicity, the number of nodes is kept
constant at Ng = 128, such that Eq. (5.68) becomes

AT = aNy + b(20r + Qqa)Nvel +c,

where a, b, and ¢ are constants. We now consider three batches
of simulations. In the first batch, the radial and azimuthal
quadrature orders are varied simultaneously, such that Qg =

0, = 0, where 4 < Q < 30. In this case, Q = 4/Nye1/2 and
Eq. (5.69) reduces to

(5.69)

AT = aN, + 2Nje/f +e.
V2

The second batch corresponds to keeping Qr = 4 and varying
0, between 4 and 200, such that Q, = N,¢/8 and Eq. (5.69)

becomes
Nve]
+c
?)

Finally, in the third simulation batch, Q, = 4 is kept fixed
and Qg = Ny /8 is varied between 4 and 200, while AT
[Eq. (5.69)] is given by

(5.70)

AT = aNye + bNyel (8 + (5.71)

AT = aNyqy + bNy (4 + Nf) +e. (5.72)

The time per iteration AT can be used to compute the
number of million of sites updated per second (Msites/s),
which we denote by MS, being given by

S — L’
10AT

where AT is expressed in seconds. In order to validate
Eq. (5.69), MS is computed by measuring the total simulation
time T required to complete 32000/Ny iterations for a
system with Nz = 128 nodes stretched according to § = 0.5
and A = 0.95, with T = Kn/n, Kn = 0.001, and time step
taken as 8¢ = 107> in order to satisfy the CFL condition for
all quadrature orders considered in these simulations, by using
the formula

(5.73)

032N
B NvelT '

where T is given in seconds. Figure 19 shows the dependence
of MS with respect to N, for the three batches considered
above. For each simulation batch, the corresponding formulas
(5.70)—(5.72) are fitted to the numerical values of MS in
order to determine the coefficients a, b, and c. Taking the
average between the three sets of values gives a >~ 42.4 us,
b~0.944 us, and c >~ 198 pus. The curves corresponding
to Egs. (5.70)-(5.72) with the above values for a, b, and ¢
are represented alongside the numerical data and an excellent
agreement can be seen. This validates the algorithmic com-
plexity proposed in Eq. (5.68).

For consistency, all runtime results are calculated for sim-
ulations performed on a single core of an Intel©Core™ i7-
4790 Processor.

MS

(5.74)

H. Summary

In this section, the circular Couette problem was consid-
ered at various values of the Knudsen number, in the low

-1
10
QR = Q —a—
. Qn=4
: Q=4
' Best fit ——
_ 102} E
@ .
(2] '
2 .
= '
=3 :
2 = i
10° | : I
] i
; !
X | :
Kn<0.1 . Kn<1 ; |  Kn>10
10—4 ) . . L .
10 100 1000 10000
N

vel

FIG. 19. Number of millions of site updates per second in the
context of the circular Couette flow for a system with Ny = 128
nodes in the radial direction when the half-range and full-range
Gauss-Hermite quadratures of orders Qg and Q, are employed on
the radial and azimuthal directions, respectively. The total number
of velocities is Nyey = 2080, The curves correspond to the cases
when Qr = Q,; when Qp =4 is kept fixed and Q, is varied; and
when Q, = 4 is kept fixed and Qg is varied. The simulation data are
represented using lines with points, while the solid lines correspond
to Egs. (5.70), (5.71), and (5.72), where the parameters a, b, and ¢
are obtained using a fitting routine.

and moderate Mach number regimes. Our numerical results
reproduced with high accuracy the analytic solutions in the
hydrodynamic and ballistic regimes, while at intermediate
relaxation times, we obtained excellent agreement with the
discrete velocity model (DVM) results reported in Ref. [85].

VI. FLOW THROUGH A GRADUALLY
EXPANDING CHANNEL

In this section, the versatility of the vielbein formalism
is demonstrated in the case of a more complex geometry.
The implementation is validated for the case of the gradually
expanding channel problem initially proposed in Ref. [97].
This type of channel has the advantage that the transition from
anarrow to a wide channel opening is made gradually, without
resorting to sharp corners.

Benchmark results were published in Ref. [98] for the
incompressible Navier-Stokes flow through this channel at
Reynolds number Re = 100 in the no-slip regime. In this sec-
tion, we validate our implementation against these benchmark
results and further exploit the vielbein formalism in order to
study the properties of the flow at non-negligible values of the
Knudsen number Kn. In particular, we consider flow regimes
with Mach numbers of order unity, as well as with Kn 2~ 0.5.

In Sec. VIA, we introduce the vielbein for the general
case of channels with symmetric walls and show how the
momentum space can be aligned along them. The case of
the gradually expanding channel is presented in Sec. VIB,
where the grid construction is discussed. The inlet and outlet
boundary conditions, as well as specular and diffuse reflection
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boundary conditions on the channel centerline and channel
walls, respectively, are discussed in Sec. VI C. Our implemen-
tation is validated in the incompressible hydrodynamic regime
in Sec. VID and simulations in the compressible hydrody-
namic regime are presented in Sec. VIE. To demonstrate the
capabilities of the vielbein approach coupled with half-range
quadratures, the flow through the gradually expanding chan-
nel is considered for non-negligible values of the Knudsen
number in Sec. VIF. A comparison with an implementation
that does not use the vielbein approach and a performance
analysis are given in Sec. VIG. A brief summary is presented
in Sec. VI H.

A. General formalism

Let us consider the general case of a channel exhibiting a
gradual symmetric modification of its exterior boundary. Let
the top boundary be given by the function xiop(y) = %[1 +
¢(y)], while the bottom boundary is located at Xporom (V) =
—Xwop(y). The normalized tangent vector to the top boundary is

Heypig
t = sz (6.1)
1+ (4)
while the exterior normal can be obtained as
i—2¢'j
n:txk:———lfi;. 6.2)
L+ (49)

The incoming flux from the fluid towards the boundary is
comprised of the particles for which
H 7.y
pon= 207
L+ (%)
The above restriction cuts the momentum space in half along
a plane given by the equation p* = %qﬁ/py, which is point
dependent due to the presence of ¢’. This has the undesirable
effect that it does not allow the construction of a quadrature
rule for the momentum space which is the same throughout
the fluid domain. In particular, the lattice Boltzmann models
based on half-range quadratures are developed for the case
when the boundary is orthogonal to one of the momentum
space directions (e.g., p*), such that the incoming and outgo-
ing fluxes are obtained as momentum space integrals of the
distribution function restricted to positive or negative values
of the momentum component along this direction [16,18-36].
In order to make the condition (6.3) point independent, the
following coordinates can be employed:

E=y,

(6.3)

X
h=—
1+0()

while z remains unchanged. The boundaries are now located
at A = +H/2. The line element ds> = dx?> + dy* + dz* be-
comes

ds> = {[1 4+ ¢(E)dA + A’ (£)dENY + dE*> + dZ*.  (6.5)

By writing ds* = g;ydx’Ndx7, it can be seen that the nonvan-
ishing components g7 of the metric tensor are given by

gy =1+0®F, gz=1+1[¢&7F,
gy = &z = M1+ ¢(©)19'(6),

(6.4)

gz =1, (6.6)

while /g = ./8¢ = 1 + ¢(§). Thus, the metric tensor ex-
hibits nonvanishing nondiagonal components.

The components of the momentum vector p with respect to
the coordinates A and & are

L oA — AP
IR I Y
0x dy 1+¢
" ” 6.7)
Pr=0r+=p=r
by ay
while the inverse transformation gives
pr=a+e)pt it p=p 6.8)

It can be seen thatat A = H/2, pi is proportional to p - n, such
that Eq. (6.3) reduces to

P> 0. (6.9)
The coordinate directions d, and 9¢ are not orthogonal since
&z # 0. This implies that the momentum vectors p, and pg,
corresponding to (p*, p¥) = (1, 0) and (0,1), respectively, are
not orthogonal:

P, Pe =8z =21+ ¢).

In order to construct an orthogonal momentum space
which retains the beauty of Eq. (6.9), it is convenient to work
with the triad one-forms

§=M>/(1+¢)CM T2 320724
1) —m +V 1+ 21292 dE,

(6.10)

1+ (6.11)

C()A = —d)», C()2 = dZ,
/] _{_)\245/2
and the associated triad vectors
V1+A2¢2 rQ

€5 = 3A — 85,

1+¢ /1+ )»2(12/2

1

e = —0 e; = 0,. (6.12)

£~ /T+ 2292 &
The connection between the hatted components p)i and pé and

the Cartesian components p* and p” of p = piei + pgeg =
P, + p¥d, is given through

LG5 aF. DA

pPr=wipt +wip = —— —, (6.13a)
A & l+)»2((]§’)2

a A~ A~ 4 )\‘ /

fzéﬁ+&f=p+¢ﬂ (6.13b)

S T e

P A
I+ Ry

(W G Y EY G (5 ) ¢
pY_<ﬁei gei pt+ ﬁeé—i-—& p
P —ag'p

N

(6.14b)
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It can be seen that at . = H/2, pX = p-n [Eq. (6.132)].
Moreover, the triad vectors e; and e; are orthogonal, thus en-

suring that the vectors p; and p; corresponding to (p;\, pé ) =
(1, 0) and (0,1) are orthogonal:

P pP: = gne;eé’ =38;: =0. (6.15)

The only nonvanishing commutator [eg, ez] gives rise to
the following connection and Cartan coefficients

)\‘¢//
et =<t = (T gypn

(6.16)
Fos e gnn = VILH 2267 —27¢7(1 + ¢)]
ER = CREL = 0+ o)1+ 12p2)2 ,
the Boltzmann Eq. (2.24) can be written as
af AV AVES)
: 0 0 50(FPF)
! 2 0f (P
—a e {(p*)zg - pSW:|
N _%(f A (6.17)

where homogeneity with respect to the z coordinate was
assumed and the following notation was introduced:

V)L _ /1 +)L2¢’2p_5‘
1+¢ m’
) ) (6.18)
£ [y
P —A'p P
Vi=(l+¢p)————==10+¢)—,
¢ my/1+ 229" P
while x¢ is defined through
dx® = (1 + ¢)dt. (6.19)

Since the channel is symmetric with respect to the cen-
tral line located at A = 0, the fluid flow is simulated only
in the upper half (0 < A < H/2). The fluid domain is thus
represented by the rectangle in the (£, A) space defined by
&n < & < &y and 0 < A < H/2. The nondimensionalization
convention is such that H/2 = 1. The A direction is further
stretched towards the solid boundary according to the coor-
dinate transformation (3.8) with Ajefy = 0, Aggne = H/2, and
6 = 0, as follows:

A 1 h 6.20

(n)—zAtan 1, (6.20)

where A = 0.95 for all simulations presented in this section.

The resulting grid is shown in Figs. 20(a) and 20(b) with re-

spect to the (x, y) and (X, &) coordinates, respectively, for the

wall function ¢ (&) corresponding to the gradually expanding
channel, given in Eq. (6.24).

The fluid domain in the (n,&) variables is divided
into N, x N equally sized cells (where N, = N,) centered

(a)

o | . (1+6(8))
g
qd 1
(@] L
o 4
g =0 mliiy g
[= iE; Ny M o
= _::: Bemn.
-1 = H
. | &
1 | —(1+9©)
-10 0 10 20 30 40
y
b
(o) 1 Diffuse
0.8 |t
IB) 0.6 +
0 < A
o L
= 0.4 [t a
0.2 [r
0 Specular
| | | |

100 10 20 30 40
g

FIG. 20. (a) Geometry of the gradually expanding channel for
Re. = 100. The vertical lines correspond to constant values of &
chosen equidistantly between —10 and 40. The horizontal lines
are drawn at constant values of A which are stretched towards the
boundaries via Eq. (6.20). (b) Fluid domain in (A, ) coordinates,
corresponding to the upper half of the channel.

on coordinates (Ag, &,), where A, = A(n,) and 1 < s <N,
I < p < Ng, while

N = arctanhA,

A

—0.5
£, = i+ pTé(fom — ). 6.21)

Inlet and outlet boundary conditions are imposed at & = &,
and &, respectively, while specular and diffuse reflection
boundary conditions are imposed at A = 0 and H/2, respec-
tively, as shown in Fig. 20(b).

In order to ensure that f = const is accepted as a numerical
solution, the connection coefficients in Eq. (6.16) are imple-
mented as follows:

1 L+¢pr12 1+ ¢pp
& ; ,
s \/1 + )‘s2¢pil/2 \/1 + )“zd’pzfl/z

3

(Tagi)sp =
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\/1 + )‘§+1/2¢}72 - \/1 + )‘571/24’}72

Cig8)sp = —
(gt Sxs(1+ ¢p)
A [ Dpi1pdFSpi12) @y p(1+Gp1)2)
: _
8 Xs.p 1+22¢2, 1+22¢ %,
(6.22)
where 8)(‘S » Xs P12 X§p71/2 and 8)\-3 = )‘S+1/2 — )\.5_1/2.

For the remainder of this section, we consider the reduced
form of Eq. (6.17), obtained by multiplying Eq. (6.17) by 1
and (p*)? /m followed by an integration over the p° momentum
space axis, as described in Sec. IV A. The resulting equations
for f' (f”) are identical with Eq. (6.17), with f and f(9
replaced by f* (f”) and f(,q) (f(eq))- Tespectively. In order to
ensure constant transport coefficients, the relaxation time is

implemented as follows:
Kn
= —. 6.23
e (6.23)

B. Gradually expanding channel

We now turn to the particular case of the gradually expand-
ing channel proposed in Refs. [97,98], for which the function
¢ (&) defining the position of the wall is given as

o) = |:tanh(2) — tanh (2 — R?)SC i{ﬁ>:|

The parameter Re, controls the steepness of the expanding
portion (i.e., its horizontal span). When Re, is equal to the
Reynolds number Re of the flow, the flow features become
independent of Re = Re, in the region 0 < 2§ /H < Re/3 as
Re — oo. In particular, the flow configuration at Re = Re,. =
100 is a good approximation for the Re — oo case [97].
In this section, Re. = 100 is employed for all simulations,
even when the Reynolds number of the flow Re differs from
this value. The resulting geometry is shown in Fig. 20(a).
Integrating Eq. (6.19) gives the following expression for x°*:

tanh 2 HRe cosh(2 — 60& /HRe,)
f=1(1 °1
X <+ 2 >é+ 20 "
(6.25)

cosh?2
where the integration constant was fixed such that x* =0
when & = 0.

For all simulations performed in the gradually expanding
channel, we used a grid comprised of N, x Ng = 30 x 200
nodes. The relevant flow domain is bounded by £ = 0 and § =
Re./100 =~ 33.33. The inlet and outlet boundary conditions
are imposed at £ = &, = —10 and & = &,,, = 40, thus allow-
ing some space for the flow to adjust itself before entering the
investigated region.

In order to better understand the effect of employing the
orthogonal triad, Fig. 21 shows the pair of vectors (p3, p;) =
(e3, eg) at fixed & and for various values of A, represented with
respect to the (x, y) coordinate frame. In order to maintain the
same scale on the horizontal and vertical axes, the figure is
drawn for a channel with Re. = 6, for which the horizontal
span of the expanding portion of the channel is comparable
to its vertical span. It can be seen that the two vectors start

(6.24)

e
| //
x,///
Y%
o
e

B

FIG. 21. The orientation of the principal axes of the momentum
space expressed with respect to the vielbein. The vectors p; = e; and
P: = e; can be regarded as unit vectors along these axes. The vertical
lines correspond to constant values of &, while the horizontal lines
represent lines of constant values of A. The geometry corresponds to
setting Re. = 6 in Eq. (6.24).

from being parallel to the x and y axes on the horizontal
axis (A = 0) to being aligned perpendicular to, and along, the
upper boundary for A = H/2.

The momentum space defined with respect to the vielbein
is discretized on the & and XA directions separately using
Q¢ x 9, velocities. On the £ direction, which is parallel to
the walls, the full- range Gauss-Hermite quadrature is used,

such that pf — p (1 € J < Q¢), where p . are the roots of

the Hermite polynomial HQs (p*) of order Q. On the A axis,
the choice of quadrature depends on the value of Kn The
momentum components are indexed as p where 1 <i< 9,
and 9, = Q; when the full-range Gauss-Hermite quadrature
of order Q, is employed, while Q; = 2(Q; for the case of
the half-range Gauss-Hermite quadrature of order Q;, as
discussed in Sec. IV B. The expansion orders N; and N, are
generally constrained by Eq. (4.23). We find that increasing
the expansion orders beyond 4 does not have a visible effect
on the simulation results. Thus, the expansion orders are
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computed using

N, =min(Q; — 1,4), N =min(Q; — 1,4).  (6.26)

The system at initial time is considered to be in thermal
equilibrium (f' = f©9 and f” = ") corresponding to the
temperature Ty, density ng, and velocity u = 0 (the fluid is
at rest). The nondimensionalization convention used for the
numerical simulations is such that H/2 = 1, Ty = 1, and ny =
1, while /KpTy/m = 1 is the reference speed.

C. Boundary conditions

This section presents our strategy for the implementation
of the inlet and outlet boundary conditions compatible with
the approach used in Refs. [97,98], as well as of the boundary
conditions at the wall and channel center.

1. Inlet boundary conditions

The problem initially proposed in Ref. [98] was the sim-
ulation of the incompressible Navier-Stokes flow through the
gradually expanding channel introduced in Sec. VI B, subject
to an inlet parabolic velocity profile at & = 0 of the following

form:
2
. %(1 _ 41), =0,

> 7P (6.27)

such that the particle flow rate through half of the channel
cross section is Qp = %nouo, where ng is the initial fluid
particle number density throughout the channel. Equation
(6.27) uses the property that ¢(§ = 0) = 0. The Reynolds
number is then obtained as follows:

mQo  up

Re= — = —, (6.28)
nw Kn

where H = 2, nyp = 1, and uy = Qg under the nondimension-
alization employed in this section, while the viscosity u =
tnT = Kn by virtue of Eq. (6.23). As mentioned in Ref. [98],
this inlet boundary condition immediately raised the concern
that at & = 0, the channel already began its expansion, such
that the inlet condition u#* = 0 is not realistic.

Even though the results presented in Ref. [98] used
Eq. (6.27) as the inlet boundary condition, we instead impose
the parabolic profile upstream from & = 0, at a value &;, where
@' (&) =~ 0. Thus, Eq. (6.27) can be replaced by

3Q0 {1 _ 4x2 }
H[1 4 ¢(&in)] H2[1 + ¢ ()]

_LQ_ﬁ)
THI[ 4 ¢(En)] H2 )

where the inlet particle flow rate QI (1) at a given value of 1
is computed as follows:

Qﬂow( ) =

(6.29)

ST
Offw (M) = / dp*dp" f'—. (6.30)
After the discretization of the spatial domain and of the mo-
mentum space, the above expression can be computed using

the numerical flux 7z, | ,,; ; corresponding to p; ; = ( plA pi.),

as follows:

;ﬂnows = ﬂow()‘ ) - Z

ij

where the labels of p” [Eq. (6.14b)] indicate its explicit
coordinate and momentum space dependence:

pyl/ZtJ]_-

&:5,1/25i,j°

(6.31)

S A i
Poajasy = e P (6.32)
V9I+2A:92(E12)

As also remarked in Ref. [125], the inlet and outlet
boundary conditions can be imposed only at the level of
the distribution functions corresponding to velocities which
travel downstream from the inlet towards the fluid domain
(i.e., p¥ > 0). Thus, our strategy for imposing Eq. (6.29) is
the following. The distributions corresponding to particles
traveling upstream (p” < 0) are extrapolated at zeroth order
from the first fluid node:

/ / /
fs,—l;i,j = fs,o;i,j = fv,l;i,j’

A similar boundary condition is imposed for £’ ..
The flux for py 1/2,; < 0 can be computed by noting that
o3 = 0 by virtue of Eq. (3.16), such that

= fivip (Poijpaj <0)

The distribution functions for the particles traveling down-
stream (p, 121 > 0) are set using

Phipa; <0 (6.33)

Fesjzij (6.34)

/ /
fx,—Z;i,j = fs,—l;i,j = fv,O;i,j = f(eq);in;i,j’
, , (6.35)
fv,—Z;i,j zfy.—l;i,j = s()tj Of(eq)ml]’
where  fioqyini i = fleq, j(an“, u, Ty) is the reduced

Maxwell-Boltzmann distribution (4.21), Ty is the initial
temperature, and (u¥, uy) = (0, Qﬂowé) Since in this case
o1 = 0 by virtue of Eq. (3.16), the flux is given by

Frsayzig = feqyimi o (pz,l/z;i,j > 0). (6.36)
The density nl" is then obtained by imposing Eq. (6.31):
in _ 1 )
nif‘ _ flow;s m 217 /2 j<0 fl D3, jp) L j (637)

1
A m ZPE.I/Z::./>O f(eq):i,j(l’ uy, To)pi :

ExN

Setting the inlet boundary conditions as explained above
achieves the desired parabolic velocity profile shortly after the
simulation is started.

2. Outlet boundary conditions

In order to prevent the buildup of particles inside the flow
domain, a similar parabolic profile is imposed at the domain
outlet (where & = &,,,). The value of &, is again chosen
sufficiently far downstream such that ¢’(&,,) >~ 0. In this
case, the equivalent of Eq. (6.29) becomes

out 3Q0 ( 4k2>
M=\ )
Qﬂow( ) H[1 4+ ¢(&ou)] H?

The construction of the outlet boundary conditions is analo-
gous to the procedure described for the inlet.

(6.38)
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3. Specular reflection boundary conditions

Taking advantage of the symmetry of the channel, the
simulation domain can be restricted to its upper half when
specular boundary conditions are imposed at the centerline.
This amounts to populating the nodes with s € {0, —1, —2} as
follows:

/ / ! / / !
Jopii =Tipri Ty =opa Toopij = Fipag

(6.39)

and similarly for f! where the notation 7 refers to the

WD

index corresponding to the momentum component p;l which
satisfies

A "

pr = —pi. (6.40)

4. Diffuse reflection boundary conditions

Diffuse reflection boundary conditions are implemented on
the top boundary. Since the vielbein is constructed such that
the pf component of the momentum is always perpendicular
to the top wall, the procedure described in Sec. III F applies
unchanged to this case. In particular, the values of the dis-
tributions in the ghost nodes are populated for the particles
traveling back towards the fluid domain (p? < 0) following
Eq. (3.30):

! ! !
fo+1,p;i,j = fNA+2,p:i,j = fNA+3,p;i,j

= f(’eq);i,j(nw;pa Uy = Oa TW = T0)7 (641)

while for the particles traveling towards the boundary, the
second-order extrapolation given in Eq. (3.32) is employed.
Since the wall is at rest, we have u,, = 0, while the tempera-
ture Tp = 1 is that of the initial state. The wall density n,;), is
obtained using Eq. (3.34), as follows:

. A -
Zp}>0 Zj VNA+1/2,p;i,jf/\;N;“+1/2,p;i,j
R / _ A
20 22 Tl =10, T0VG 112 i

where F7.y 115, ; 1S the flux along the 2 direction corre-
sponding to the velocity Vy; [Eq. (6.18)].

, (6.42)

Rw,p = —

+1/2,pii. j

D. Hydrodynamic regime: Validation

In this section, our implementation is validated against re-
sults obtained in the incompressible limit of the Navier-Stokes
equations, in the case when Re = Re, = 100. In order to
achieve the incompressible Navier-Stokes regime, we set uy =
0o =0.1 and Kn = 103, which corresponds to Re = 100
according to Eq. (6.28). The results reported in this section
are obtained using the H(2;3) x H(2;3) model, employing
3 x 3 = 9 velocities.

In the incompressible (low Ma) regime, the continuity
equation reduces to V - u = 0, which allows the fluid velocity
in planar flows to be determined from the vector potential
Wine = kine through u =V x W, such that u, = 0,¥inc
and uy, = —0,Vinc [119]. However, V - u = 0 holds only ap-
proximately in gas flows. In the kinetic theory approach, the
fluid always presents some degree of compressibility. Thus,
the correct stream function is computed by noting that in the

(1+0(5))

2 +

1 //:/J

\
-1 \
L 1)
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y/Lo

FIG. 22. Streamlines for the flow through the gradually expand-
ing channel corresponding to Re. = 100, obtained for Qy = 0.1
and Kn = 0.001 (Re = 100), corresponding to the incompressible
hydrodynamic limit.

stationary limit, the continuity equation entails
V - (pu) =0. (6.43)

The above equation allows the product pu to be written as the
curl of the vector potential ¥ = ki:

pu=V x ¥, (6.44)
such that [119]
PUy = 3y1ﬂ,

The stream function v can be constructed starting from pu, =
—3d,¢. Setting ¢ = 0 on the channel centerline (s = %), Y can
be integrated along each line of constant £ as follows:

puty = — 3, (6.45)

Vst172.p = Ys—172.p — Ps.plhy ,(As172.p — As—172.p),  (6.46)

where the Cartesian components #* and u” are obtained from
the vielbein components u* and u® using

a_wa g
VI+R22E) VI+3267%E)

The streamlines corresponding to the gradually expanding
channel with Re. = 100 obtained from a simulation per-
formed with the H(2;3) x H(2;3) model (employing 9 ve-
locities) are shown in Fig. 22 and a good agreement can be
seen with the results obtained using the D2Q9 LB model
in Ref. [46]. The inlet and outlet boundary conditions were
imposed at &, = —10 and &y, = 40, respectively, and N, X
Ng = 30 x 200 nodes were employed.

We first consider the validation of our numerical results by
considering the pressure on the channel wall P, = Py, 1+1/2;p,
which is obtained via linear extrapolation along the A direction

from the inner nodes:
(xw - xNkfl)PNk,p - (xw - xN,\ )PN,\fl,p
PW;P = ’
XN, — XN, —1

(6.47)

(6.48)
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FIG. 23. Simulation results for the flow through the gradually
expanding channel with Re, = 100, Oy = 0.1, and Kn = 0.001. (a)
Normalized wall pressure AP, [Eq. (6.49)] with respect to the
normalized coordinate y/L. = 3y/Re. along the channel, validated
against the results reported by Cliffe [126]. (b) Normalized stream-
wise velocity u’/Qp at & = 100/12 >~ 8.33, validated against the
results reported by Roache [97].

where x,, = Xy, 41,2 is the wall coordinate. The value Py, of
the wall pressure at the center of the channel (where & =
Re./6 >~ 16.67) is further subtracted from P, and the result
is divided by ,oou% in order to conform with the nondimension-
alization conventions employed in Ref. [126]:

Pw;p _Pw;c

APW' =
P 2
Lol

(6.49)

It can be seen in Fig. 23(a) that our numerical results for APy,
are in very good agreement with the benchmark data reported
by Cliffe [126].

Figure 23(b) validates our results for the normalized down-
stream velocity w'/Qg [Eq. (6.47)] at £ = Re,./12 ~ 8.33,
by comparing with the results reported by Roache [97]. An
excellent agreement can be seen.

1.7

1.6

14 -

FIG. 24. Streamlines for the flow through the gradually expand-
ing channel corresponding to Re. = 100, obtained for (Qy, Kn) €
{(0.1,0.001); (0.5, 0.005); (1.2, 0.012)}, such that Re = 100, high-
lighting the outermost contour of the vortex. Only the region around
the vortex in the upper half of the channel is represented.

E. Compressibility effects

In order to probe the compressible, variable temperature
regime of the Navier-Stokes equations, we consider four val-
ues for the inlet particle flow rate, namely, Qy = 0.1, 0.5, 1,
and 1.2. The value of the Reynolds number is kept at Re =
100, such that the Knudsen number Kn is increased, tak-
ing the values 0.001, 0.005, 0.01, and 0.012 by virtue of
Eq. (6.28). The simulation corresponding to Kn = 0.001 was
performed using the H(2; 3) x H(2; 3) model, while for Kn =
0.005, 0.01, and 0.012, the HH(3;4) x H(4;5) model was
employed.

Using Eq. (6.46) to compute the stream function v, its
isocontours corresponding to the outermost closed loops of
the vortices corresponding to Qyp = 0.1, 0.5, and 1.2 are rep-
resented in Fig. 24 with purple, green, and cyan, respectively.
It can be seen that as Qy is increased, the vortex is enlarged.

The profile of the normalized local particle flow rate
0(x)/Qo at & =Re./12 is shown in Fig. 25(a). It can be
seen that, for the values of Kn considered in this section,
Q(x)/Qy is independent of Kn and Qy, as long as Re = 100
is kept constant. Thus, the flow remains in the hydrodynamic
regime even for Kn = 0.012. The temperature profile shown
in Fig. 25(b) has a nonmonotonic behavior with respect to
x, exhibiting a point of maximum around x 2 x;,p/2, Where
Xiop = 1.718. Finally, the normalized pressure difference AP,
is shown in Fig. 25(c). It can be seen that APy, increases at the
onset of the expansion (around & = 0), as well as towards the
outlet.

F. Rarefaction effects

In this section, the capabilities of our models to capture
nonequilibrium flows are highlighted by performing simula-
tions at fixed mass flow rate Qyp = 0.1 for various values of
the Knudsen number, taken between 0.001 < Kn < 0.5. The
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FIG. 25. Numerical results for the gradually expanding channel
flow for (a) normalized local particle flow rate Q(x)/Qo and (b)
temperature 7" across the channel at £ = Re./12, as well as (c) the
normalized wall pressure difference AP, [Eq. (6.49)] against the
normalized streamwise coordinate y/L. = 3y/Re,, at various values
of Kn. The particle flow rate is varied according to @y = 100 Kn in
order to maintain Re = 100 for all simulations.

TABLE IV. Mixed quadrature LB models, total number of ve-
locities Ny, and time step §t employed for the study of rarefaction
effects in the expanding channel in Sec. VIF. The inlet half-channel
mass flow rate is kept at @y = 0.1.

Kn Model Nyel ot
0.001 H(2;3) x H(2;3) 9 1073
0.002 H(4;5) x H4;5) 25 1073
0.005 HH(3;4) x H(4;5) 40 2x 10~
0.01 HH(3;4) x H(4;5) 40 2x 1073
0.05 HH(4;8) x H(4;5) 80 103
0.1 HH(4;12) x H(4;5) 120 1073
0.2 HH(4;20) x H(4;5) 200 5% 107*
0.5 HH(4; 40) x H(4;5) 400 5x 1074

models employed in order to conduct these simulations are
summarized in Table IV. The aim of this section is to highlight
the transition from the hydrodynamic to the rarefied regime as
the Knudsen layer develops at the diffuse reflective boundary.
Even though Re decreases as Kn is increased according to
Eq. (6.28), the simulations are performed in the channel
corresponding to Re, = 100.

We begin this Section with a discussion of the pressure. In
the limit when the inlet and outlet are positioned sufficiently
far away, the flow configuration is comprised of two pressure-
driven Poiseuille flow regions separated by the expanding
portion between them.

Around the expanding portion and for Kn < 0.01, the
pressure profile exhibits a nonmonotonic behavior, as shown
in Fig. 26(a). This kind of behavior was also observed in sim-
ulations of the micro-orifice flow performed using the direct
simulation Monte Carlo (DSMC) and the gas-kinetic unified
algorithm (GKUA) in Refs. [127] and [128], respectively. As
Kn is increased, the effect of the expanding portion becomes
negligible and the pressure profiles decrease monotonically
with &, as shown in Fig. 26(b).

Far from the expanding region, the pressure decreases
linearly with respect to the streamwise coordinate y. In the
hydrodynamic regime, the pressure gradient is given by [120]

dp 1214010t 300
=== =— Kn,

dy nf3 (1+¢) (6:50)

where Qo = 2Qp is the particle flow rate through the
full channel width £ = H(1 + ¢), while ¢(y <« 0) ~ —0.018
and ¢(y > 0) =~ 0.982 in the upstream and downstream re-
gions from the expanding portion. Outside the hydrody-
namic regime, the relation between the pressure gradient and
the Knudsen number is more complicated. Introducing the
notation

dp o
S R N— 6.51)
dy &Gy V2(1 + ¢)2G;,

where vy = +/2KzTy/m = /2 is the most probable speed and

£ =H( + ¢)=2(1 4+ ¢) is the channel width, the depen-
dence of the pressure gradient on the Knudsen number is con-
tained in the Poiseuille coefficient Gy [11]. In the linearized
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FIG. 26. Gradually expanding channel flow results for AP,
[Eq. (6.49)] in the hydrodynamic (a) and slip-flow (b) regimes with
respect to the normalized downstream coordinate y/L. = 3y/Re,, as
well as (c) for —dP/dy in the upstream (y/L. < 0) and downstream
(y/L. > 0.5) regions. The hydrodynamic limit curves —dP/dy =~
0.317 Kn (upstream, ¢ ~ —0.018) and —dP/dy ~ 0.0385 Kn
(downstream, ¢ ~ 0.982) are obtained from Eq. (6.50). The lin-
earized Boltzmann-BGK results for the pressure-driven Poiseuille
flow are represented with red dotted lines and are computed using
Eq. (6.51) using the values for Gy reported in Refs. [130,132]. The
half-channel particle flow rate is taken as Qp = 0.1.

limit of the slip regime, G§ can be written as

Gy =—+op
= op,
P g

where the rarefaction parameter § depends on the local chan-

nel width and Knudsen number Kn through

- - Q[l + o)l
Knﬁ Kn

The value of op in Eq. (6.52) depends on the particle-wall
interaction, having the value op >~ 1.0162 for diffuse reflec-
tion [11,129-131]. In the transition and free molecular flow
regimes, the values of G} can be computed numerically or
semianalytically and are tabulated in a variety of papers, of
which we recall [11,130-132], where the linearized limit of
the Boltzmann-BGK equation is considered. The values of
—dP/dy obtained from our numerical results far upstream
and far downstream from the expanding portion are compared
with the hydrodynamic limit (6.50) and the general formula
(6.51) in Fig. 26(c), where the values of G} correspond to the
linearized limit of the pressure-driven Poiseuille flow and are
taken from Refs. [130,132]. It can be seen that the increase of
the absolute value of the pressure gradient —dP/dy is linear
in Kn for Kn < 0.05, while for Kn 2 0.05, —dP/dy increases
at a much slower rate, in good agreement with the behavior
predicted in Refs. [11,130-132]. This is the first indication
that at Kn = 0.05, the rarefaction effects become important.

The normalized local particle flow rate profile at y =
Re./12 is shown in Fig. 27 for various values of Kn. The pres-
ence of the vortex in the Kn = 0.001 simulation (correspond-
ing to Re = 100 for the flow) is highlighted by the negative
values attained by «” close to the boundary. For Kn 2 0.002,
Re is significantly decreased, the vortex no longer forms, and
w decreases monotonically from the channel centerline to-
wards the boundary. In the hydrodynamic flow regime shown
in Fig. 27(a) (Kn < 0.01), the particle flow rate regains a
parabolic profile as Kn is increased, while the slip velocity
at the wall remains negligible. Figure 27(b) shows that the
slip velocity becomes non-negligible as Kn 2 0.05, when
the rarefaction effects become important, as also noted in
the previous paragraph regarding the pressure profile.

The previous discussion of the particle flow rate profile
clearly highlights the development of the Knudsen layer as
Kn is increased above ~0.05. In order to better assess the
capability of our models to capture the physics of the Knudsen
layer, we note that the velocity receives contributions of the
form d Ind inside the Knudsen layer, where d measures
the distance from the wall [17,133-136]. While this term is
difficult to highlight when discussing the velocity profile, it
becomes dominant in the profile of the vorticity w = dxu, —
dyu,, which can be written as

(6.52)

(6.53)

ou* n 1 ou’ n W(é_)aux
O=——+—| —

o0& 1+¢E)[ oA o
The derivatives with respect to & are computed using centered
differences and the second-order forward or backward Euler
scheme at the inlet and outlet nodes, respectively. For the
derivatives with respect to the nonequidistantly distributed
A coordinate, we used the following scheme for bulk nodes

] (6.54)
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FIG. 27. Numerical results for the normalized local particle flow
rate Q(x)/Qp across the channel at £ =~ 8.33 in the hydrodynamic (a)
and slip-flow (b) regimes for the gradually expanding channel flow
corresponding to Re, = 100 in Eq. (6.24). The half-channel particle
flow rate is taken as Qy = 0.1 for various values of Kn, such that the
resulting Reynolds number decreases as Kn is increased.

(1 <s<Ny):

af _ (As — As—1)fs+1.p
<ﬁ>,, T Gt = A)hgt — Ao)
Asy1 — 25 + As— D fsp
(Asr1 — A)(Ay — As—1)
(Ast1 — As)fs—1.p

— . (6.55)
()"H—l - )\s—l )O‘s - )"s—l)
In the first node (s = 1), the following formula is used:
(A3 —A)f2p

(%) :_()"2+)"3_2)\1)f1,p+
/sy, (A2 = A)(A3 — A1)
= ADfp
(A3 — Az — A2)

(A2 — A)(A3 — A2)

(6.56)
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FIG. 28. Numerical results for the normalized vorticity —w/Qy
as a function of (a) x; and (b) d [Eq. (6.58)], taken at y =
Re./16 >~ 8.33, where Re, = 100 defines the channel geometry
through Eq. (6.24). The half-channel particle flow rate is taken as
Qo = 0.1 for various values of Kn, such that the resulting Reynolds
number of the flow decreases as Kn is increased.

The derivative in the last node (s = N, ) is computed using

(g) _ (2)LN~A —AN—1 — )‘-NA—Z)fN;\,p

A Ni,p B ()‘N;\ - )‘N‘Afl)()”N»\ - )“N»\*Z)
()MN-A - )VN,\—Z)fN,\—l,p

()»NA - )"NA—I)()\NK—I — )»Nk—z)
(An, = AN 1) s ap

(XNA - )"NA—Z) ()\NL—I - )\N-A—Z) .

+ (6.57)

Due to the logarithmic singularity of the gradient of the
velocity, the vorticity cannot be defined on the diffuse reflec-
tive boundary. The logarithmic divergence of the vorticity is
highlighted in Fig. 28 with respect to (a) the distance x from
the channel center and (b) the non-dimensionalized distance d
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to the top wall, defined through

d=1+¢®)— Z (6.58)

H

At Kn = 0.002, no evidence of the Knudsen layer can be
seen. This is due to the fact that the point which is closest to
the boundary is at a nondimensionalized distance d >~ 0.0055
from the boundary, while at Kn = 0.002, the Knudsen layer
is localized closer to the boundary. When Kn = 0.01, the
Knudsen layer becomes visible especially in Fig. 28(a), where
the rapid increase of —w in the vicinity of the wall can be
clearly seen. At Kn = 0.5, —w increases roughly linearly with
respect to — In d, except for the last few nodes, which may be
affected by numerical effects caused by our formulation of the
diffuse reflection boundary conditions.

We finally consider the analysis of the flow far downstream
from the expanding region. At y = Re/3, the flow enters the
regime of the Poiseuille flow. At non-negligible values of Kn,
the temperature profile for the Poiseuille flow between parallel
plates can be written as [35,137,138]

T(x) =Ty + ax® + Bx*, (6.59)

where Tj is the temperature on the centerline. The bimodal
profile for the temperature occurs as a rarefaction effect and
was shown in Ref. [139] to be accounted for only at super-
Burnett level. After fitting Ty, o, and B to the numerical data,
it can be seen in Fig. 29(a) that the fluid temperature falls
below the temperature of the channel wall. This effect was
also observed in Refs. [6,139-141] and is due to the fact that
the viscous heating is superseded by the gas expansion [140].
In the hydrodynamic regime, the streamwise velocity u” is
approximately given by an expression similar to Eq. (6.27),
such that the vorticity becomes

3ugx
Wpois = —
X
Y

(6.60)

It can be seen in Fig. 29(b) that the results corresponding to
Kn = 0.002 and 0.01 agree very well with the hydrodynamic
prediction (6.60), except for the last few nodes which may re-
ceive errors from our formulation of the boundary conditions.
AtKn 2 0.1, the effects of the Knudsen layer become visible
as the magnitude of the vorticity —w increases almost linearly
with —Ind.

G. Cartesian decomposition of the momentum space

Let us now analyze the case when the momentum space
is discretized with respect to its Cartesian degrees of freedom
(p*, P). Making the coordinate change from (x, y) to (A, &),
the Boltzmann equation becomes

of phaf PFar_

(6.61)
a | mor  maE

[f £,

where px and pg are given in Eq. (6.7). Equation (6.61) can be
put in conservative form as follows:

af L AWVA) | AVES)

at A axé (6:62)
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FIG. 29. Numerical results for the temperature 7(a) and nor-
malized vorticity —w/Q(b) across the channel at & >~ 33 for the
gradually expanding channel flow corresponding to Re, = 100 in
Eq. (6.24). The half-channel particle flow rate is taken as Qy = 0.1
for various values of Kn, such that the resulting Reynolds number
decreases as Kn is increased.

where x¢ is defined in Eq. (6.19) and

s Ul P

=T =(+¢)—. (6.63)

The advantage of the Boltzmann equation written in Eq. (6.62)
with respect to the original Cartesian components (p*, p”) of
the momentum space is that the force terms appearing in the
vielbein equivalent (6.17) are absent. Thus, the coefficient as
corresponding to the computation of the force term can be set
to 0 in the runtime estimate given by Eq. (5.68). However,
we anticipate that this apparent improvement of the runtime
is compensated by increased quadrature orders, as will be
discussed below.

The drawback when the vielbein formalism is not em-
ployed is that the diffuse reflection boundary conditions must
be implemented judging by the sign of a linear combina-
tion of p* and p’. Considering that the momentum space is
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FIG. 30. Comparison of the simulation results for the normalized
wall pressure AP, [Eq. (6.49)] obtained using the VLB model
HH(4;6) x H(4;5) (solid line) and the CLB model HH(4;6) x
HH(4; 6) (line and points). The results are overlapped.

discretized using Gauss quadratures of orders Q, and Q, with
respect to p, and p,, respectively, the density n,, required to
construct the wall populations is computed using

ZVI:’;i»I/Z,n;i,j
Dy

! _ A
2 mny<0 Fe M= 10TV 4o i

A 7
>0 ‘FA;N‘AH/LP;I’]VNH]/z,p;i,j

, (6.64)

Ny = —

where the discretization of the spatial grid is performed as
discussed in Sec. VIA. In the regions where ¢’ is non-
negligible, n,, must be computed by integrating over regions
of the momentum space which are position dependent.

We now consider the flow through the gradually expanding
channel corresponding to Re, = 100 in Eq. (6.24). As before,
the flow region of interest is between & = 0 and Re./3 =~
33.33. The inlet and outlet are positioned at &, = —10 and
Eour = 40, thus giving enough space for the flow to adjust
itself before entering the region of interest. For definiteness,
we consider Qp = 0.1 and Kn = 0.2 for the remainder of this
section. The channel is discretized using N¢ = 200 equidistant
points along the & axis and N, = 30 points along the A
direction, which are stretched according to Eq. (6.20) with
A =0.95.

It can be expected that the differences between the
vielbein-based lattice Boltzmann (VLB) and Cartesian split-
based lattice Boltzmann (CLB) implementations will be most
significant in the expanding region of the channel. Moreover,
we expect that the VLB implementation will be more accurate
within the Knudsen layer. In Fig. 30, the normalized wall
pressure AP, [Eq. (6.49)] obtained using the VLB and CLB
implementations at similar quadrature orders is shown. It can
be seen that there are no visible discrepancies at the level of
the wall pressure. Next, Fig. 31 shows a comparison of the
VLB and CLB results for the normalized flow rate Q/Q, and
vorticity —w/Qy around the expansion region, along lines of
constant A. In Fig. 31(a), it can be seen that the flow rate
results are in general in good agreement, apart from along
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FIG. 31. Comparison of (a) the normalized mass flow rate Q/Qy
and (b) the normalized vorticity —w/Qp at A = {0.997, 0.982,
0.963, 0.939, 0.910} obtained using the VLB model HH(4;6) x
H(4;5) (solid lines) and the CLB model HH(4; 6) x HH(4; 6) (lines
and points).

the line which is closest to the wall (A = 0.997), where a
small discrepancy can be seen in the expanding region (around
y/L. >~ 0.1). Also in the expanding region, Fig. 31(b) shows
that the CLB results for the vorticity profile present oscilla-
tions with respect to y/L., which become more pronounced
as the wall is approached. On the other hand, the VLB results
vary smoothly with respect to y/L..

The amplitude of the oscillations observed in the vorticity
profile obtained using the CLB approach decreases as the
quadrature order increases. Similarly, the results obtained
using the VLB approach exhibit a convergence trend as the
quadrature order is increased. For the study of the quadrature
order dependence of w, we consider the transverse vorticity
profile at fixed values of y/L. inside the expansion region.

In Fig. 32, the typical convergence trend of the vorticity
profile obtained using the VLB implementation is shown
at y/L. = 0.25 by varying Q, at fixed Q¢ =5 (a) and by
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FIG. 32. Convergence study of the normalized vorticity with
respect to quadrature orders Q; (a) and Qg (b) for the VLB imple-
mentation at y/L. >~ 0.25.

varying Q¢ at fixed Q; = 16 (b). The half-range and full-range
Gauss-Hermite quadratures are used on the A and & directions,
respectively. From Fig. 32(a), it can be seen that convergence
with respect to Q, is achieved faster for the nodes closer to
the channel center than for the nodes in the vicinity of the
wall. Figure 32(b) demonstrates the remarkable property that
the VLB results for the vorticity corresponding to a fixed
value of Q, are overlapped for all values of Q¢ > 3. A similar
property is also observed in the context of the Couette [34]
and Poiseuille [35] flows between parallel plates. It is shared
by the VLB implementation because the p° momentum space
direction is always parallel to the wall. We note that Oy =3
is insufficient to capture the temperature profile shown in
Fig. 29(a). For small Mach number flows, Q¢ = 4 is in general
sufficient to obtain accurate results, even for the temperature
profile. When the Mach number is non-negligible (i.e., as
considered in Fig. 25), O = 5 must be used. Our simulations
indicate that further increasing the value of Q¢ does not

(@)
3 - .
25 1
2 - 4
(=)
g
? 45t :
1 - .
VLB - HH(4;20)xH(4;5) —8—
CLB - HH(4:6)xHH(4:6) —*—
05 CLB - HH(4;12)xHH(4;12) :
CLB - HH(4:16)xHH(4:16)
: CLB - HH(4'20)xHH(4:20) —v—
O ) 4 L L L
1 0.2 0.04 0.008
d
25 T T
(b)
2 - .
15 1
o
g
e
1 - 4
0.5 HH(4;16)xHH(4;6) —B— 1
HH(4:16)xHH(4:8) —=—
HH(4;16)xHH(4;12)
HH(4:16)xHH(4:16) —v—
ot ‘ X ‘
1 0.2 0.04 0.008
d

FIG. 33. Comparison of the VLB and CLB implementations.
Convergence study of the normalized vorticity for the CLB imple-
mentation with respect to quadrature order by (a) steadily increasing
the quadrature order on both axes at y/L. ~ 0.041 and (b) keeping
O, fixed and varying Q, at y/L. >~ 0.154.

affect the accuracy of the numerical results for all the flow
parameters considered in this section.

In order to study the convergence trend of the CLB results,
the transverse w profile is represented in Fig. 33 at selected
values of y/L.. According to Eq. (6.64), the computation of
the density n,, of the populations emerging from the wall back
into the fluid requires the recovery of integrals over the half
of the (p*, p”) plane for which p* — A¢’(y)p’, such that the
integration range does not cover the full (—oo, co) interval
on either p* or p’. Thus, the momentum space is discretized
using the half-range Gauss-Hermite quadrature for both the
p° and the p¥ degrees of freedom. Figure 33(a) shows that
increasing Qr = Q, simultaneously brings the CLB results
toward the VLB results obtained using Q; = 20 and Q¢ =5,
confirming that at high quadrature orders, the VLB and CLB
implementations yield similar results. However, Fig. 33(b)
shows that, contrary to the VLB implementation, the accuracy
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of the CLB results depends strongly on Q,. The results in
Figs. 33(a) and 33(b) are represented at y/L, ~ 0.041 and
0.154, respectively.

It is worth remarking that the profiles of the pressure P and
flow rate Q can be recovered with much smaller quadrature
orders compared to the profile of the vorticity w, even at
non-negligible values of Kn. Moreover, Figs. 31(b) and 30
show that the fluctuations in the profiles of Q and P are
almost negligible, even when the model HH(4; 6) x HH(4; 6)
is employed.

We end this section with a comparative analysis of the
performance of the CLB and VLB implementations. Since
the primary difference of these implementations is in the
way the momentum space is discretized, it is reasonable to
compare their performance on the same spatial grid, com-
prised of N, x Ny =30 x 200 = 6000 nodes. In the VLB
implementation, the full-range Gauss-Hermite quadrature of
order Q¢ = 5 can be employed along the flow direction, while
the half-range Gauss-Hermite quadrature of order Q; = Q is
employed along the direction which is perpendicular to the
boundary. In order to ensure the same degree of accuracy
between the VLB and CLB implementations, the half-range
Gauss-Hermite quadrature must be employed on both axes
in the CLB implementation, with quadrature orders equal to
the one employed in the VLB implementation, namely, O, =
0O, = Q. The total number of velocities in the VLB imple-
mentation is N® = 100, while in the CLB implementation,
NGB = 402 velocities are employed. The time AT required
to perform one iteration can be estimated as in Eq. (5.68) (after
minor adjustments to account for a two-dimensional grid). In
the case of the VLB implementation, AT can be estimated
through

ATyig = 10a,0 + 10b,(20 + 5)0 + ¢y, (6.65)

while in the case of the CLB implementation, the force term
is absent (b, = 0):

ATerg = 4a.0% + ce. (6.66)

Formally, the algorithmic complexity of the VLB and
CLB implementations is similar. At large values of Q,
ATyig/ATers =~ 5by/a., where b, and a. are the values of
the coefficients b and a corresponding to the VLB and CLB
implementations, respectively. In the context of the circular
Couette flow, the analysis in Sec. VG shows that 5b/a =~
0.11, thus, it can be expected that the VLB implementa-
tion is roughly one order of magnitude faster than the CLB
implementation.

In order to quantitatively assess the computational perfor-
mance of the VLB and CLB implementations, we evaluate
the number of million of sites updated per second (Msites/s)
MS [Eq. (5.73)], which in the case of the gradually expanding
channel reads as

N, x N, 0.006
MS = 2 X6

10AT AT

where AT is expressed in seconds. In order to account for

runtime fluctuations, we perform for each value of Q a series

of simulations with total number of iterations Ny, varying
between 5 < Njer < 15. For each simulation, the value of MS

, (6.67)
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FIG. 34. Number of millions of site updates per second in the
context of the gradually expanding channel flow for a system
with N, x Ny =30 x 200 nodes when the VLB HHLB(4; Q) x
HLB(4;5) (lines and squares) and CLB HHLB(4; Q) x HHLB(4; Q)
(lines and circles) models are employed. The solid lines correspond
to Egs. (6.65) and (6.66), where the parameters a, b, and ¢ are
obtained using a fitting routine.

is computed using the formula

0.006Nicer
T (Niter)

where T (N, ) is the total runtime to complete Nj, iterations,
expressed in seconds. The value of MS corresponding to a
given quadrature order Q is computed by averaging over the
values MS (N ).

Figure 34 shows the dependence of MS with respect to O
for the VLB (lines and squares) and CLB (lines and circles)
implementations. The solid lines correspond to the best fits of
Egs. (6.65) and (6.66) to the numerical data. The results of the
numerical fits for the particular case of a grid comprised of
N, x Ng = 30 x 200 = 6000 nodes are a, >~ 4.97 ms, b, >~
0.071 ms, a. >~ 4.12 ms, while the free coefficient ¢ appears
to be negligible in both implementations. Thus, at large
quadrature orders Q, it can be expected that the time per
iteration ratio between the VLB and CLB implementations
is 5by/a. >~ 0.086. For low Mach number flows, Q¢ can be
decreased below the value Q¢ = 5 considered above such that
the time per iteration ratio becomes Qgb,/a. >~ 0.0172Q.
Thus, it can be expected that the VLB implementation is in
general at least one order of magnitude faster than the CLB
implementation at the same level of accuracy.

MS(Niter) = (668)

H. Summary

In this section, the vielbein formalism was employed to
study flows through channels with nonplanar walls. In partic-
ular, we considered the case of the gradually expanding chan-
nel, for which the expanding section is governed by a hyper-
bolic tangent. Adapting the coordinate system to the channel
boundary induces a nondiagonal metric. Our choice for the
vielbein field allows the momentum space to be aligned along
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the boundary, such that the diffuse reflection boundary condi-
tions can be implemented just like in the case of planar walls.

Our implementation is validated in the incompressible
hydrodynamics limit, where our results obtained using the
H(2;3) x H(2;3) model (employing 9 velocities) are success-
fully compared with computational fluid dynamics (CFD) re-
sults. We further presented results for the compressible hydro-
dynamics case, when the temperature is no longer a constant.
Our analysis of the flow through the gradually expanding
channel ends with an analysis of rarefaction effects. In partic-
ular, we highlight the deviations from the hydrodynamic solu-
tion of the pressure-driven flow in the case when the pressure
gradient is no longer proportional to Kn. We further validate
the results for the temperature profile by successfully fitting a
quartic function of the distance from the channel center to the
numerical data. The ability of our implementation to capture
rarefaction effects was demonstrated by highlighting the log-
arithmic divergence of the vorticity inside the Knudsen layer.

Finally, we discuss the advantages of using the vielbein
formalism (VLB) in contrast with the case when the
momentum space is discretized with respect to its Cartesian
degrees of freedom (p*, p’) (CLB). In the context of the
gradually expanding channel, the flow domain cannot be
reduced to one dimension. However, the VLB formalism
allows the momentum space to be factorized such that one
component is always perpendicular to the wall. Our analysis
shows that this allows a full-range Gauss-Hermite quadrature
of low order to be employed on the direction which remains
parallel to the wall, while the accuracy of the simulation
depends only on the quadrature along the direction which is
perpendicular to the wall. In the CLB implementation, the
momentum space directions are always parallel to the (fixed)
x and y axes. Accurate simulation results of the flow inside the
expanding portion of the channel can be obtained only when
the half-range Gauss-Hermite quadrature is employed on both
axes, at equally high order. Moreover, the vorticity profile
obtained in the CLB formulation exhibits oscillations near the
wall (inside the Knudsen layer), which are not present when
the VLB implementation is used. An analysis of the runtime
of the CLB and VLB implementations at the same level
of accuracy (same values for the half-range Gauss-Hermite
quadratures) shows that, at large values of the quadrature
order, the VLB implementation is one order of magnitude
faster than the CLB implementation.

VII. CONCLUSION

In this paper, the Boltzmann equation with respect to
curvilinear coordinates was considered, written with respect
to orthonormal vielbein fields (triads in 3D), extending the for-
malism introduced in Ref. [48] for the relativistic Boltzmann
equation to the nonrelativistic case. The vielbein can be used
to align the momentum space along the coordinate directions,
while also decoupling the dependence of (p — mu)* appearing
in the Maxwell-Boltzmann equilibrium distribution on the in-
duced metric tensor. The vielbein formalism allows the Boltz-
mann equation to be obtained in conservative form for any
choice of coordinates using elementary differential geometry.

Choosing a coordinate system adapted to the boundary of
the fluid domain allows the momentum space to be aligned

such that the incoming and outgoing fluxes are described
by conditions of the form p® > 0 and p? < 0, respectively.
The separation of incoming and outgoing particles is directly
amenable to discretizations of the momentum space based on
half-range quadratures. In the case when the flow shares the
symmetries of the curvilinear grid, aligning the momentum
space to the coordinate grid results in a phase space which pre-
serves the symmetries of the flow, allowing the spatial dimen-
sions along which the flow is homogeneous to be suppressed.

To illustrate the advantages of this methodology, we
considered two applications, namely, the circular Couette flow
between coaxial cylinders and the flow through a gradually
expanding channel. In the first case, the use of vielbeins in
the momentum space allows a one-dimensional spatial grid
to be employed. In the second case, the vielbeins allow the
momentum space degrees of freedom to be aligned along the
boundary, making the implementation of diffuse reflection
using half-range Gauss-Hermite quadratures identical to the
case of Cartesian geometries.

The validation of our scheme in the context of the circular
Couette flow was performed by comparing our simulation
results with the analytic solutions in the hydrodynamic
and ballistic regimes and with the transition regime results
reported in Ref. [85], which were obtained using high-order
discrete velocity models. We performed simulations in the
incompressible (low-Mach number) regime, as well as in
the non-negligible Mach number regime. In the latter case,
we were able to successfully recover the temperature, stress
tensor, and heat flux fields. Thus, we conclude that our
resulting scheme is applicable for the simulation of the
circular Couette flow of a compressible gas obeying the
Boltzmann-BGK equation for all degrees of rarefaction.

In the context of the gradually expanding channel, our
numerical results were validated in the incompressible limit of
the Navier-Stokes regime by comparison with the benchmark
CFD solutions reported in Refs. [97,126] for the case when
the Reynolds number is Re = 100, achieved by setting the
inlet debit at Qg = 0.1 and a Knudsen number of Kn = 0.001.
Maintaining Re = 100 while increasing the viscosity 4 = Kn
brings the flow in the compressible, nonisothermal regime,
where we highlighted the temperature variation in the
transverse direction, as well as the enhancement of the vortex
dimensions with the increase of the debit at the inlet. Finally,
we explored the rarefaction effects by keeping Qyp = 0.1 for
increasing values of Kn. We highlighted deviations from the
Hagen-Poiseuille law for the pressure gradient, as well as the
formation of a Knudsen layer where the vorticity diverges
logarithmically with the distance to the boundary.

Since our quadrature-based lattice Boltzmann models
are off lattice, we employed high-order finite-difference
methods such as the total variation diminishing third-order
Runge-Kutta (TVD RK-3) method developed in Ref. [81]
for the time-stepping procedure, together with the fifth-order
weighted essentially nonoscillatory (WENO-5) method for
the computation of the numerical fluxes. Noting that the
nontrivial features of the flow form predominantly near the
domain boundaries, we employed a grid stretching method
inspired from Refs. [40,62]. We were thus able to obtain
accurate simulation results with a comparatively small
number of grid nodes, ranging from 96 points to 16 points
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in the hydrodynamic and ballistic regimes for the circular
Couette flow and 30 x 200 = 6000 nodes for the gradually
expanding channel.

During the analysis of the circular Couette flow, we consid-
ered two formulations of the Boltzmann equation, namely, the
f and x formulations. In the f formulation, the time evolution
and advection are performed at the level of f = f,/g and the
spatial derivative is taken with respect to the radial coordinate
R. In the x formulation, the time evolution and advection are
performed at the level of the distribution function f, while
the spatial derivative is taken with respect to x% = R?>/2. We
found that applying the TVD RK-3 and WENO-5 schemes
to solve the Boltzmann equation in the f formulation could
not recover the simple solution f = const in the case when
both cylinders were kept at rest and at the same tempera-
ture. We further demonstrated that in the f formulation, the
macroscopic variables (number density n, temperature 7', and
radial and tangential heat fluxes qie and ¢®) develop sharp
jumps near the boundaries, as well as nonphysical oscillations
when the lattice spacing is coarse. With our implementation
of the x formulation of the Boltzmann equation, we were able
to reproduce the exact solution f = const in the stationary
case, and in the case when the cylinders undergo rotation, the
resulting stationary profiles of n, T, u?, and ¢? are smooth.
However, the radial heat flux still exhibits jumps which are
formed in the two nodes which are nearest to the boundaries.
These jumps were visible only in the hydrodynamic regime,
while at larger values of the relaxation time (i.e., for t P
0.01), the stationary profile of g® became smooth. We found
that the effects of these irregularities on the bulk profiles were
greatly diminished by applying the grid stretching technique
to increase the resolution near the boundaries, while main-
taining a considerably coarser resolution within the bulk of
the flow. The gain in performance is evident since we were
able to obtain the same level of accuracy with a stretched
grid comprised of 32 points per unit radial length as with the
unstretched grid employing 128 points per unit radial length.

We finally draw some conclusions regarding the efficiency
of our implementation. Since the dynamics along the vertical
axis in the flows considered in this paper is trivial, we inte-
grated out the p* degree of freedom of the momentum space
and introduced two sets of reduced distributions.

In the incompressible limit of the Navier-Stokes regime,
we recovered the analytic solution in the circular Couette flow
problem, as well as the benchmark solutions of Refs. [97,126]
for the flow through the gradually expanding channel using
the H(2;3) x H(2;3) model (i.e., the third-order full-range
Gauss-Hermite quadrature on both axes) employing 3 x 3 =
9 velocities. While the number of velocities is the same as
that employed by the popular D2Q9 lattice Boltzmann model,
the efficiency of our implementation with respect to, e.g.,
Refs. [45,53], is immediately obvious in the context of the
circular Couette flow since the vielbein approach allows us
to employ a one-dimensional discretization of the spatial grid
(i.e., only along the radial direction).

In the slip-flow and transition regimes of the circular Cou-
ette flow, our models employ a number of velocities similar
to that used in the implementation presented in Ref. [43],
which is based on a Cartesian split of the momentum space.
Since the latter approach does not preserve the symmetries

of the geometry, a 2D spatial grid is required, which makes
our implementation more efficient by at least two orders of
magnitude. Furthermore, the number of velocities employed
in Ref. [85], where the cylindrical symmetry in the momentum
space is retained (allowing a one-dimensional spatial grid to
be used) is significantly larger than the one employed in our
models, mainly due to the fact that our models employ the
half-range Gauss-Hermite quadrature in order to implement
the boundary conditions. Thus, our implementation is at least
two orders of magnitude faster than that employed in Ref. [85]
for Kn < 10. It is worth mentioning that at larger values of
Kn, the number of velocities required for our models increases
dramatically, becoming of the same order of magnitude as the
number of velocities employed in Ref. [85].

The versatility of our models to probe rarefaction effects in
non-Cartesian geometries is demonstrated by our simulations
performed in the context of the gradually expanding channel
for values of Kn up to 0.5, highlighting the formation of
a Knudsen layer where the vorticity presents a logarithmic
divergence with respect to the distance to the channel wall.
Our results represent an account for rarefaction effects in
the gradually expanding channel geometry. Our investigations
show that the simulation of rarefied flows in the geometry of
the gradually expanding channel is around one order of mag-
nitude faster in the vielbein approach than when a Cartesian
decomposition of the momentum space is employed.

ACKNOWLEDGMENTS

This work was supported by a grant of the Romanian
National Authority for Scientific Research and Innovation,
CNCS-UEFISCDI, Project No. PN-II-RU-TE-2014-4-2910.
Computer simulations were done using the Portable Exten-
sible Toolkit for Scientific Computation (PETSc) developed
at Argonne National Laboratory, Argonne, Illinois [142,143].
The authors are grateful to Professor V. Sofonea (Romanian
Academy, Timigsoara Branch, Romania) for encouragement,
as well as for sharing with us the computational infrastructure
available at the Timisoara Branch of the Romanian Academy.

APPENDIX A: BOLTZMANN EQUATION WITH RESPECT
TO GENERAL COORDINATES

It is easy to check that Eq. (2.4) is in covariant form, i.e.,
that its form remains unchanged under a change of coordinate
system from {x"} to some new coordinates {x'}. Also, it can
be checked that Eq. (2.4) reduces to the Boltzmann equation
(2.1) when Cartesian coordinates are employed.

For completeness, this appendix presents a derivation of
the form in Eq. (2.4) without the use of the tools of differential
geometry. The first step in writing the Boltzmann equation
with respect to the new coordinates is to consider the differ-
ential of f:

a d .0 .
df = —fdt + —f dx' + —f.dp’ (Ala)
ot ax' ) i ap'
d a ~ 0 ~
= —fdt + —f~ dx' + —depl, (Alb)
ot ax' ) 5 ap'
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where the notation (9f/ 8xi),,j refers to the derivative of f
with respect to x' while keeping p’/ constant. In order to
replace the derivatives occurring in Eq. (Ala) with those
occurring in Eq. (A1b), the following results can be used:
;o axT ;o axT ;A"
dx' = —dx’/, dp' =-—d
oxi p dxi v 8 ko xJ

Thus, the Boltzmann equation takes the form

9 ~ 1 %"
—f+p——f+<F+ a

_dx*. (A2)

. il
fp") 3 _ g1 @)

or  m dx! m axigxk ¥ ap
Writing
NI Lk Sl e T S A e S
axiok Dl T oxT axk axiok P T Taxt axJaxkp 7,
(A4)

the identification (2.6) can be made above, such that Eq. (A3)
reduces to (2.4).

APPENDIX B: BOLTZMANN EQUATION WITH RESPECT
TO ORTHONORMAL TRIADS

The same methodology as in Appendix A can be applied
in the case when orthonormal triads are employed:

0 ~ 0 ~
df = —fdt + ( fN) dx' + —dep’ (Bla)
ox? 7 ap’
-9 R
= —fdt + 3 dx' + —fAdp“. (B1b)
8)61 P Bp"
In this case, it is possible to express dp® as follows:
dp’ :d(a)‘;ip’) = ot ’dx (B2)
Thus, the Boltzmann equation becomes
af 70f
—e;
a | om axT
ey L (29 ark )] 21 JIfl. (B3)
— — — il ) [ = = .
m? P\ 9x7 k=ti ) 1aph

The connection coefficients Fg@ are related to the covariant
derivative of @2 through
N 15 .
~of = —L — ATk
V5ot = P w5y

¢ a
w7Vga)7

_ a, b ¢
The above result is sufficient to render Eq. (B3) in the form of

Eq. (2.20).
APPENDIX C: BOLTZMANN EQUATION

IN CONSERVATIVE FORM

Starting from Eq. (2.20), it is possible to arrive at Eq. (3.1)
by forcing a g~!/? factor in front of each term on the left-hand

side, as follows:

1 afye) 1 @
VT +f3x’< “irve)

(e )]

P19 0 P
L - w2 |

(ChH

The only step required to arrive at Eq. (3.1) is to show that the
last term in the left-hand side of Eq. (C1) vanishes.
First, we use the following property:

1 9 ,~ ~

ﬁajy(eé«/g) = Ve

We note that in the above, the covariant derivative refers

only to the coordinate 7. Since the covariant derivative V7

transforms as a tensor with respect to changes of coordinates,

it is possible to express Eq. (C2) in terms of a covariant
derivative in the tetrad index i), as follows:

(C2)

- bo T
Ve, = w7V;e;. (C3)
The covariant derivative of eg with respect to b can be writ-
ten, by definition, using the connection coefficients I‘g];, as
follows:

WPV el = Wl el (C4)

Noting that, by construction, a)llieg~
is obtained:

= (Sg? , the following result

1 3 7 7
ﬁﬁ(eﬁ“@ =Ty

With the above result, the last term in the left-hand side of
Eq. (C1) reduces to

(C5)

Pl N

—— ry+rid)—=

m faxl( a\/_) ( ab bu)m
Expression (2.24) is obtained after noting that F“ =0, due
to the antisymmetry of the connection coefficients in the first
pair of indices.

b
—rz2 - (ce)
m

APPENDIX D: PROJECTION OF THE FORCE TERM
ONTO THE SPACE OF ORTHOGONAL POLYNOMIALS

In this section of the Appendix, the implementation of
the momentum space derivatives 3,z f and 9, (f p?) of the
distribution function f (or its reduced versions f’ and f”
introduced in Sec. IV A) in the LB models employed in this
paper is reviewed for the cases when the full-range and half-
range Gauss-Hermite quadratures are employed. We consider
that the momentum space is two dimensional since in the
applications considered in this paper, the third dimension is
reduced by analytic integration, as described in Sec. IV A. It
is understood that all instances of f can be replaced directly
by the reduced distributions f” and f”.
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1. Projection on the space of full-range Hermite polynomials
a. Projection of 3f /dp°

The projection of df/3dp® onto the space of full-range
Hermite polynomials has been discussed in the context of
the LB models employed in this paper in Refs. [35,36]. For
completeness, we include in this section a brief review of the
results presented therein.

Let us consider the expansion of the distribution function
f with respect to the momentum component p® in terms of
full-range Hermite polynomials:

e Pil?
Z —fg Hy(p"). (D1)
The expansion coefficients F; can be obtained using
o0 ~ ~
Fi= / dp® f He(p"), (D2)
—00

where the following orthogonality relation of the Hermite
polynomials was used:

/ T LAY ey OH () = 015 (D3)
> ¢ v(X) = £20¢.¢.
The derivative of f with respect to p? is given by

af e —ri/?

P Z e,ﬂ Heat (P, (D4)

where the relation d:[e ™ /2H,(x)] = —e*/?H,,1(x) was
used.

For definiteness, let us consider a full-range Gauss-Hermite
quadrature of order Q1 along the first momentum space
direction, such that p' takes the discrete values p} (i =
1,2,...,0y) satisfying Hp, (pi) = 0. The other component

p2 — {p%} (j=1,2,..., Q,)is also discretized according to
an arbitrary quadrature, such that Eq. (D1) is replaced by

011

1
fij = wil (@) Z i it (P)). (D5)

where le (Q) is the full-range Gauss-Hermite quadrature
weight defined in Eq. (4.10). The above definition of f;; allows
the integral in Eq. (D2) to be exactly recovered using the
full-range Gauss-Hermite quadrature formula [37,38]

o1 .
Foj = Zfinz(Pz!)-

(D6)
i=1
Truncating Eq. (D4) following the above recipe gives
[
af 1.H
(8_pi>ij B ;’CM fui ®7

where the elements of the Q; x Q; matrix ICE,;I/L] are given in
Eq. (4.15).

b. Projection of 3(fp?)/dp®
Starting from the expansion (D1) of f with respect to P a
similar expansion for a(fp®)/dp® can be assumed:

AP _eMPINT
= T ZE,J-'He(p )-

(D8)

The coefficients F; , can be obtained by multiplying Eq. (D8)
by H,(p") and integrating with respect to p®:

Fi=— [ ap s,

where integration by parts was used to arrive at the above re-
sult. Using the property xH,(x) = £H(x) + £(£ — 1)H;_»(x),
the integral in Eq. (D9) can be performed in terms of the
coefficients F;:

Fp = —F; — Lt — DF s,

(D9)

(D10)

We now assume that a represents the first momentum space
direction and pi — p; (i=1,2,...,0) according to a full-
range Gauss-Hermite quadrature of order Q;. In this case, F, é
can be written as
0 . .
Fiy ==Y flt (o) + 6t = DH-a(p))]
i=1

(D11)

Thus, B(fpi)/api [Eq. (D8)] can be written as a linear
combination of f;;:

1 [
A(fp") =1
- = E K3 fri,
|: 8[71 :|ij — ii fJ

where the elements of the Q; x Q; matrix IEZIZH are given in
Eq. (4.18).

(D12)

2. Projection on the space of half-range Hermite polynomials
a. Projection of 3f | 3p°

The construction of the derivative 3f/dp? in the frame of
LB models based on the half-range Gauss-Hermite quadrature
was presented in Ref. [36]. In this section, the construction
procedure and the main results are briefly reviewed.

The idea behind LB models based on half-range Gauss-
Hermite quadratures is to acknowledge that the wall interac-
tion induces a discontinuity in the distribution function since
the distribution of particles emitted by the diffuse reflective
boundary has in general a different functional form compared
to that of the distribution of the incident particles. Thus, it
is natural to separate the space of incoming and outgoing
particles as follows:

FP =0 (") +0(=p)f~ ().
Taking the derivative of Eq. (D13) with respect to p® gives

NI A NEIAY
R CARERE AR

af \*_ af* X
(3 -t auro

(D13)

(D14)

where

— O] (D15)
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The Dirac delta function is obtained as the derivative of the
Heaviside step functions:

8(x) = £0,0(%x). (D16)

In obtaining Eq. (D15), we used 8(p?) — 8(p®)[0(p?) +
6(—p™)], while f(0) are defined through
fHfO = lim fp", fO= lim f(p". DI
pi—0+ pi—0—
In general, f7(0) # f~(0) due to the interaction with the
boundary.

Let us now consider the expansion of f*(p?) with respect
to the half-range Hermite polynomials [34,36]:

Zfihmp ),

e P2
V2r

where the expansion coefficients F, gb are given as

ff= (D18)

00 0
7= [ arrna m= [t o
(D19)
The expansion of (3 f/3p®)* [Eq. (D15)] was obtained in
Ref. [36]:

af \*
(319@)

22 [ )
e Z {Z Z |:h.; 0{)[0 _ alalys+1j|h§(|pa|)
s=0+1 $

+
w_[z(f +F; m} [;hvoh (1p" |>”

(D20)

where the notation fy,  is defined in Eq. (4.13).

Let us now consider that & refers to the first momen-
tum space direction and p' is discretized using p; (i =
1,2,...,20,) according to the half-range Gauss-Hermite
quadrature, as described in Eq. (4.6). Considering also that
P’ — p? according to an arbitrary quadrature method, the
equivalent of Eq. (D5) becomes

01—1
fi= "(Q»Z e,fz,m (r}),

01—1
fivorj =wl Q) Y e,f“m(p,)

=0

(D21)

where i = 1,2, ..., Q; and the expansion on the second line
corresponds to the negative momentum semiaxis. The expan-
sion coefficients }"Zj can be obtained using the following
quadrature sums:

0
Fri=Y_ fironibe(p):

O
Fi= Zﬁjbe(p}), (D22)
i=1 i=1
Truncating Eq. (D20) following the above recipe gives
20,
af ip
(), = it P
] i'=

where the elements of the 2Q; x 20Q; matrix IC , are given in
Eq. (4.16).

b. Projection of 3(fp?)/dp*

Since the product p®f vanishes at p® =0, the § term
appearing in the expression of 9 f /0 p? does not appear in this
case, such that d(p“f)/dp* can be expanded as

IPrf) el
—_ = FooUp),
ap? V2 ; ¢

(D24)

where o = £1 when £p? > 0. The coefficients F*’ can be
obtained by virtue of the orthogonality of the half-range
Hermite polynomials using integration by parts:

o0
F =—/0 dp” f p"by(p*),

0
Fl == / dp” f p"b,(—p"). (D25)

o0

The product xh), (x) appearing above can be written as [34]

beo+H7 10
ag_ 1V 2
1

+———h ().
ag—1a¢—2

xby(x) = €h,(x) + be—1(x)

(D26)

Substituting the above result into Eq. (D25) and using
Eq. (D19) yields

/ b0+ b7 10 1
T =—|tF + = SFi o+ Fia |
¢ |: ¢ a2 TN aiay” R
(D27)

Let us now consider that the a direction corresponds to the
first direction of the momentum space and p' is discretized
according to the half-range Gauss-Hermite quadrature of or-
der Qy, such that Eq. (D24) takes the form

(D28)

where the elements of the 2Q; x 20Q; matrix IEII lh are given in
Eq. (4.19).
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