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Numerical solution of the Boltzmann equation by time relaxed
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SUMMARY

A new family of Monte Carlo schemes has been recently introduced for the numerical solution of
the Boltzmann equation of rarefied gas dynamics (SIAM J. Sci. Comput. 2001; 23:1253-1273). After
a splitting of the equation the time discretization of the collision step is obtained from the Wild
sum expansion of the solution by replacing high-order terms in the expansion with the equilibrium
Maxwellian distribution. The corresponding time relaxed Monte Carlo (TRMC) schemes allow the use
of time steps larger than those required by direct simulation Monte Carlo (DSMC) and guarantee
consistency in the fluid-limit with the compressible Euler equations. Conservation of mass, momentum,
and energy are also preserved by the schemes. Applications to a two-dimensional gas dynamic flow
around an obstacle are presented which show the improvement in terms of computational efficiency
of TRMC schemes over standard DSMC for regimes close to the fluid-limit. Copyright © 2005 John
Wiley & Sons, Ltd.
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1. INTRODUCTION

The mathematical model we consider is the kinetic Boltzmann equation for rarefied gas
dynamics (RGD) which characterizes the temporal evolution of a particle density function
f(x,v,t) according to

0 V=10 XEQCR, ve® (1)
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948 L. PARESCHI AND S. TRAZZI

supplemented with the initial condition

S(x0,t=0)= fo(x,v) (2)

The non-negative density function f depends on position x € R3, velocity v€ R? and time
t>0 and can depend on other independent variables like an internal energy [1].

In (1) the parameter ¢>0 is called Knudsen number and it is proportional to the mean free
path between collisions. The bilinear collisional operator Q( f, /) which describes the binary
collisions between particles in a mono-atomic gas is given by

Q(f,f)(v)Z/D; /SQ a(|v = 0], ) (W) f (L) = f(v) f(v:)) do dv, (3)

where for simplicity the dependence of f on x and ¢ has been omitted.
In the previous expression @ is a vector of the unitary sphere S?>C R3. The collisional
velocities (v, v),) are associated to the velocities (v, v, ) and to the parameter @ by the relations

V=340 +lglo), vi=3(0+ 0.~ |qlo) 4)

where ¢ =v — v, is the relative velocity.

The kernel ¢ is a non-negative function which characterizes the details of the binary in-
teraction between particles. In the case of a kth power forces inversely proportional to the
distance between particles, the kernel is

a(lql,0) = b.(0)]g” (5)

where « = (k—5)/(k—1) and 0 is the scattering angle between ¢ and |q|w. The variable hard
sphere (VHS) model is often used in numerical simulation of rarefied gases, and consists in
choosing b,(0) = C, with C, a positive constant. The case o =0 corresponds to a Maxwellian
gas, while o =1 is called a hard sphere gas.

In this paper we consider the multidimensional extension of the time relaxed Monte Carlo
(TRMC) methods recently introduced in Reference [2] and present a numerical comparison
with a classical direct simulation Monte Carlo (DSMC). Since TRMC methods are based
on a suitably time discretized Boltzmann equation we use as a DSMC comparison the time
discrete Nanbu—Babovsky (NB) [3, 4] method instead of Bird’s method [5].

Let us recall that the main difference between Bird and NB methods is that in NB scheme
particles can collide only once per time step, while in Bird’s scheme multiple collisions are
allowed. This has a profound influence on the time accuracy of the methods as well as on their
mathematical analysis. In fact, while the solution of the NB scheme converges in probability
to the solution of the time discrete Boltzmann equation [6], Bird’s method converges to the
solution of the time continuous Boltzmann equation [7].

A modified version of TRMC which avoids the introduction of a time discretization error
and which is based on a recursive strategy has been recently presented in Reference [8]. A
comparison of the recursive TRMC method with Bird’s algorithm is actually under develop-
ment [9] and will be presented elsewhere.

The goal of TRMC methods is to construct simple and efficient numerical methods for the
solution of the Boltzmann equation in regions with a large variation of the mean free path
[2,10—13]. These methods are based on a splitting of the Boltzmann equation and on a time
discretization of the collision step [2, 14], which is robust in the fluid-limit.
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As a consequence the resulting TRMC methods have the following features:

e For large Knudsen numbers, the TRMC method behaves as a classical DSMC method.
In particular the sampling of new colliding particles is the same as in classical DSMC
methods.

e In the limit of the very small Knudsen number, the collision step replaces the distribution
function by a local Maxwellian with the same moments. The TRMC method will behave
as a stochastic kinetic scheme for the underlying Euler equations of gas dynamics [15].

e Mass, momentum, and energy are preserved.

Previous techniques for acceleration of DSMC close to fluid regimes, such as [16—19],
have divided the spatial region into two subregions: a fluid region in which the Euler or
Navier—Stokes equations are solved and an RGD region in which DSMC is used. The focus
of these methods has been to determine how best to choose the two domains and on design
of boundary conditions to couple the fluid and RGD regions. These coupling methods have
proved to be very useful, but they are still limited by their performance close to fluid regions,
where DSMC is slow but the fluid equations are inaccurate. In References [20,21] an adaptive
mesh refinement strategy has been included into DSMC to overcome some of the problems
introduced by small Knudsen numbers. We see these approaches as complementary strategies
to the unified TRMC approach. For example to improve coupling based methods, it may make
sense to use a TRMC-like method in a near continuum region between the pure fluid and
pure DSMC regions.

After this introduction we will recall some basic facts about the Boltzmann equation and its
fluid-dynamic limit. Next in Section 3 we will discuss the problem of the time discretization
of the Boltzmann equation. Section 4 is devoted to a short description of the different Monte
Carlo methods. Finally, in the last section we present the detailed numerical results of the
simulation of a two-dimensional flow around an ellipse for several values of the mean free
path. The results show a marked improvement in the efficiency of computations given by
TRMC for small Knudsen numbers.

2. PHYSICAL BACKGROUND

2.1. Collisional invariants and the Euler equations

Let f and ¢ be such that [, O( f, f)¢(v)dv exists. Then it is possible to show the identity

1 avdi I /
[ocrnewao=5 [ [ [ i + ¢ o= gelglordvdndo 6

where f'= f(x,v,1), fl= f(x,v,¢).
If ¢ is such that

¢+ =9+ ¢,
then the previous integral vanishes independently from the function f.
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More precisely ¢(v) is a linear combination of the elementary collisional invariants 1, v, |v|?,
which corresponds to the conservation of mass p, momentum pu and energy E

o= [ rdo pu= [ pode E=3 [ ffa )
R3 R3 2 Jrs

The gas temperature is then recovered as

1 1
TZE/Wf(Ufu)zdv:%QEfuz) (8)

Now, if we consider the Boltzmann equation (1) and multiply it for 1,v,|v|> by integrating
in v we obtain

op 2.4 B
E+;5—xi(pui)—0 )

0 3.0 .
E(puj)+;§(puiuj+pij)—0, j=1,2,3 (10)

i

5 1 2 3 a 1 2 3 —
> <2 plul +,Oe> +Z:157X, [Pui <2|”| +e> +j;”ipii+qi =0 (1

These equation are the corresponding conservation laws for mass, momentum and energy.
Unfortunately the differential equations system is not closed, since it involves higher order
moments of the density function f.

Taking ¢ = log( f) in (6) it is easy to show that the collisional operator is such that the
H-Theorem holds

[ ocr. et rdn <o (12)

This condition implies that each function f in equilibrium (i.e. Q( f, f)=0) has locally the
form of a Maxwellian distribution

M TY(v) = —P— exp (1= i (13)
Pk = @nryr P 2T

Formally as € — 0 the function f is locally replaced by a Maxwellian. In this case it is
possible to compute f from its moments thus obtaining the closed Euler system of compress-
ible gas dynamics

ap _
d
(gtu)—i—vx-(pu@u—i-p):o (14)
%+Vx~(Eu+pu):0

p=pT, E=3pT +}pluf
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More in general using for small values of ¢ the Chapman—Enskog expansion
f:M+€f1+52f2+-~-—|-Enfn

it is possible to obtain the compressible Navier—Stokes equations (at the order n=1) and
going further the Burnett system (at the order n=2). We refer to Cercignani [1] for more
details.

2.2. Boundary conditions

Typically, Equation (1) is completed with boundary conditions for x € 0€). The boundary
conditions for mono-atomic gases are described by

v~ n(x)|f(x,v,t)= / [0 - n(x)|K(x,0" — v,8)f(x, 0, 1) dv (15)

v -n(x)<0

where n(x) is the inner normal vector in x of 02 and the entering flux is described by the
outgoing one modified by the kernel K. Such definition of the boundary conditions preserve
the mass if

K(x,v' — v,1) =0, /() OK(x,v’—H),l)dv:l (16)
v-n(x) =

The conditions most used are the Maxwellian ones, in which particles that collide with a
surface are remitted in local equilibrium with the same temperature of the object. This is just
an approximation of the true physical behaviour. More accurate descriptions are obtained if
a fraction o is absorbed by the obstacle and remitted with the object temperature, while the
remaining part 1 — a is completely reflexed

fo,0)=(1— )Rf(x,0,0) + aMf(x,0,1), x€0Q v-n(x)>0 (17)

where
Rf(e,v,0)=f (6,0 — 2n(x)(n(x) - v), 1) (18)
Mf(x,v,t)=n(x,1)Mu(v) (19)

If T, is the object temperature, then M,, is determined by

2
M, = exp <_2T )

while 5 is given by the conservation of the mass at the surface of the object

n(x,t) M,(v)|v - n(x)|dv= / f(x,v,t)|v-n(x)|do (20)

v-n(x) =0 v-n(x)<0

The coefficient o, with 0 <o <1 is called absorption coefficient. Diffusion with total
absorption by the surface (x=1) is the classical model used to describe the behaviour of
a mono-atomic gas, since o has been experimentally estimated to be close to 1.
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3. TIME RELAXED SCHEMES

The time integration of the Boltzmann equation represents a challenging problem, since the
nonlinear collision operator becomes highly stiff near the fluid regime (¢ < 1). An additional
limitation is given by the high computational cost required for evaluating the fivefold colli-
sional integral.

3.1. Time discretizations of the Boltzmann equation

The starting point is the usual first order splitting in time of (1), which consists of solving
separately a purely convective step (i.e. @ =0 in (1)) and a collision step characterized by
a space homogeneous Boltzmann equation (i.e. V,f =0 in (1)). Clearly, after this splitting,
almost all the main difficulties are contained in the collision step. For this reason, in what
follows we will fix our attention on the time discretization of the homogeneous Boltzmann
equation

of 1
F=2010) 1)

For example, let us consider the simple forward Euler scheme

= 2o m (22)

which has been widely used in simulation. It leads to a stability condition which requires the
time step A¢ to be of order . Thus for small values of ¢ the scheme is unusable for practical
purposes. Clearly better stability properties can be obtained using fully implicit schemes.
However the computational difficulties related with the implicit evaluation of QO( f, /) make
this alternative unpracticable.

3.2. Wild sums and time relaxed discretizations

As proposed in Reference [14], a general idea for deriving robust numerical schemes, that
is, schemes that are unconditionally stable and preserve the asymptotic of the fluid-dynamic
limit, for a nonlinear equation like (21), is to replace high-order terms of a suitable well-posed
power series expansion by the local equilibrium. Here we briefly recall the schemes. For more
details we refer the reader to References [10, 14].

Let us consider a differential system of the type

of 1
S =P~ ] (23)

with the same initial condition (2), and where p # 0 is a constant and P a bilinear operator.
Now, the solution to the Cauchy problem for (23) can be expressed in the form of a power
series

f(v,t)=e H- i (1 — e M=) fi(v) (24)
k=0
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where the functions f; are given by the recurrence formula

1 A1
>~ PCfu fi—n)s k=0,1,... (25)

f}(+1(v): k+ l h:(),u

The method was originally developed by Wild [22] and Carlen et al. [23] to solve the
Boltzmann equation for Maxwellian molecules. In Reference [14], the method has been ex-
tended to take into account more general hypothesis on P. In the case of the Boltzmann
equation, that is P( f, f)=0(f, f)+ uf formally we have that

Jm  fi(v)=lim f(v,1)=M(v)

where M (v) is the local Maxwellian equilibrium.
Using this remark, in Reference [14], the following class of numerical schemes, based on
a Maxwellian truncation for m > 1 of (24), has been constructed

fn+l(v) — ef,uAt/e Em: (1 o efyAt/E)kfkn(v) 4 (1 o efyAt/E)erlM(U) (26)
k=0

where f" = f(nAt) and At is a small time interval. It can be shown that the schemes obtained
in this way are of order m in time.
Furthermore, we have [14] the following properties for P( f, f)=0(f, f)+ uf:

(i) Conservations:

/ P(S, f)b(v)dv=p / Fd(0)dv 27)
R3 R3
and

/ S () do= / S b(v)dv (28)
R3 R3

for ¢p(v)=1,v,|v|*.
(ii) Asymptotic preservation (AP):
For any m > 1, we have
lim "' =M(v) (29)

NAt/e— 00

In the case of the Boltzmann equation if we denote by Qs( f, f) the collision operator where
the collision kernel ¢ has been replaced by the bounded one ;(v,v.)= max{a(v,v.),6},
where 6 >0 is a constant, we have

Ps( 1, )=0s(f, /) +uf >0
for u=4nap.

Under this assumption, which is numerically essential, the solution provided by TR schemes
is also non negative.
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Remark 3.1
We point out that for m=0 TR schemes are equivalent to the exact solution in a time step
At of the space homogeneous BGK approximation of the Boltzmann equation.

Remark 3.2

The method described can be generalized by using different weight function, with the goal of

finding a best approximation for the highest order coefficients of Wild sum expansion (24).
In general this schemes can be written in the form

F=3 A fi + AwaiM (30)
k=0

where the coefficient f} are determined by (25).
The weights A, = A,(¢) are not negative functions which satisfy

(i) Consistency:
lim 4i(7)/t=1, lim A(7)/t=0, k=2,....m+1 31)
—0 —0

(ii) Conservations:

m+1

S Ai=1, t€[0,1] (32)
k=0

(iii) Asymptotic preservation (AP):

lim Ax(7)=0, k=0,...,m (33)
T—1

A possible choice of function satisfying the above conditions is
A= —-1)", k=0,....m, Ay =1"" (34)

which correspond to scheme (26).
A better choice of parameter has been presented in Reference [10]

Ar=0 -1, k=0,....,m—1 (35)
Ap=1—3 Ag— Ay, Ay =72 (36)
k=0

that correspond to consider f,+1= fu, fi=M, k =m+2 in (24).

We emphasize that other choices of parameters are possible, and the individuation of the
optimal ones is an open problem. Some interesting results for Maxwellian molecules have
been obtained recently in Reference [24].
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4. TRMC METHODS

In this section, we describe the TRMC method for the evolution of the density function f.
We shall include the description of the classical DSMC no-time counter algorithm, so that it
will be easier to make a comparison between the new formulation and the previous one.

4.1. The Nanbu—Babovsky DSMC method

Here we will describe the classical DSMC method in the general framework we have intro-
duced in the previous sections. More specifically, we consider the Nanbu—Babovsky algorithm
[3,4]. The convergence of this scheme has been proved by Babovsky and Illner [6].

In the sequel we will implicitly assume that the collision kernel in the Boltzmann equation
has been replaced by the bounded one. For simplicity of notations we will omit the subscript

¢ when referring to Qs( f, f) and Pz( f, f).
The Boltzmann equation can be written in the form

of 1
2 = L) ] (37)

We assume that f is a probability density; i.e.

p= /Rsf(v,t)dvzl

Let us discretize time and denote by f”(v) an approximation of f(v,nAt). The forward
Euler scheme applied to (37) is written as

fn+1:<l_lu8At>fn+1u8AtP(f;’fn) (38)

Note that for bounded collision kernels P( f, f)/u = 0 if u=4né and thus by mass conser-
vation is a probability density. Note also that P( f, f)/u= f1 that is the first term in the Wild
expansion.

Thus the equation has the following probabilistic interpretation. To sample one particle
from f7*!, with probability (1 — uAt/e) we sample the particle from f” and with probability
uAt/e we sample the particle from P( f”, f")(v)/u.

We remark here that this probabilistic interpretation of (38) breaks down if At/e is too
large because the coefficient of /™ on the right-hand side may become negative. This implies
that the time step becomes extremely small when approaching the fluid-dynamic limit. There-
fore Nanbu—Babowski method becomes almost unusable near the fluid regime. We refer to
Reference [25] for a more detailed discussion on the time step limitations of standard DSMC
methods.

The essential feature of the Monte Carlo method is the way particles are sampled from
P(f, f)/u. This is done with the aid of an acceptance—rejection technique combined with a
collision strategy of the samples. In its first version, Nanbu’s algorithm was not conservative;
i.e. energy and momentum were conserved only in the mean but not at each collision. A
conservative version of the algorithm was introduced by Babovsky [4]. Instead of selecting

Copyright © 2005 John Wiley & Sons, Ltd. Int. J. Numer. Meth. Fluids 2005; 48:947-983
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single particles, independent particle pairs are selected, and conservation is maintained at each
collision.
The algorithm for evolving the density up to time ¢ =n,,; At is the following.

Algorithm 4.1 (DSMC for VHS molecules)
e compute the initial velocity of the particles, {1?,i =1,...,N},
by sampling them from the initial density fo(v)
o for n =1 to Nyor
given {v',i=1,...,N},
o compute an upper bound & for the cross-section
o set u=4nc
o set N, = Iround(uN At/(2¢))
o select N, dummy collision pairs (i,j) uniformly
among all possible pairs, and for those
o compute the relative cross-section ¢;; = o(|v; — v;|)
o if 6Rand < gy;
— perform the collision between i and j, and

compute v; and v; according to the collisional law
n+l _ o o+l o

—set viT =, U Ui
else

n+l _ .»n n+l _ .n

—set vit =i, v =]

o set v"™' =7 for the N — 2N, particles that have not been selected

end for

Remark 4.1

The terminology ‘dummy collision’ is here used to denote a fictitious collision between two
particles which undergo the acceptance—rejection procedure. Sometimes other authors refer to
these kind of collisions as ‘trial collision’ or ‘candidate collision’.

During each step, all the other N — 2N, particle velocities remain unchanged. Here, by
Iround(x), we denote a suitable integer rounding of a positive real number x. In our algorithm,
we choose

[x] with probability [x]+ 1 —x

Iround(x) = {
[x]+ 1 with probability x — [x]

where [x] denotes the integer part of x.
The post-collisional velocities are computed through relations

U;:Ui_gljjl"“vi;vj‘w, Uj(:Ui_z"_Uj_|Ui;Uj|(U (39)
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where o is chosen uniformly in the unit sphere, according to

cos ¢ sin 6
w= | sin¢sinf |, 6O=arccos(2é —1), ¢=2n& (40)
cos 0
and &, &, are uniformly distributed random variables in [0, 1].
The upper bound & should be chosen as small as possible, to avoid inefficient rejection,

and it should be computed fast.
An upper bound can be derived taking & as

¢ = max o(|v; — vj|) (41)
Vi,

However this computation would require O(N?) operations. Thus it is preferable to use an
upper bound of (41) given by

6=0(Av), Av=max |v;— 0|, v=> v;/N (42)

Remark 4.2

Note that if the time step is small enough, only a small fraction of particles, let us say N,
will collide. The computational cost of the collisions is therefore O(N.). On the other hand,
the cost of the computation of the upper bound & is O(N), which may be much larger than
O(N.). A possible way to overcome this difficulty is to update at each time step the value of
the upper bound ¢ only if it increases. This may be done as follows. During the computation
of the collision between particles i and j, let 0; and 0; denote the new particle velocities.
Then the quantity Av is updated according to

Av = max(Av, |; — |, |5 — 1]) (43)
At the end of the collision loop, the upper bound on the cross-section is computed as
6d=0(2Av)

In space non-homogeneous calculations, assuming that there are several collisional time
steps during a convection time step, the bound can be computed according to (42) the first
time step and then updated as described above.

4.2. First- and second-order TRMC methods
The first-order TRMC algorithm is based on the TR schemes
[T =Aof" + A1 fi + AM (44)

The probabilistic interpretation of the above equation is the following. To sample a particle
from ™! with probability 4o we sample the particle from f”, with probability 4, we sample
the particle from f1 =P( f, f)/u (as in standard DSMC method) and with probability 4, we
sample the particle from a Maxwellian.

Copyright © 2005 John Wiley & Sons, Ltd. Int. J. Numer. Meth. Fluids 2005; 48:947-983
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In this formulation, the probabilistic interpretation holds uniformly in pAt/e, at variance
with standard DSMC, which requires uAt/e <1. Furthermore, as pAt/e — oo, the distribution
at time n+1 is sampled from a Maxwellian. In this limit, the density f/”*! relaxes immediately
to its equilibrium distribution. In a space non-homogeneous case, this would be equivalent to
a particle method for Euler equations proposed by Pullin [15].

The Monte Carlo schemes described above are conservative in the mean. It is possible
to make it exactly conservative by selecting collision pairs uniformly, rather than individual
particles, and by using a suitable algorithm for sampling a set of particles with prescribed
momentum and energy from a Maxwellian. To this aim one can adopt the original algorithm
proposed by Pullin [26]. An alternative and simpler method consists in rescaling the particles
sampled from the Maxwellian in order to have exact preservation of the moments.

Suppose that we want to sample N, particles by a Maxwellian with mean velocity u and
energy E. First we have to sample the particles v;, i=1,..., Ny from a Gaussian density. To
sample two of this particles v;,v; we can use the Box—Muller method

vi=u+V2Tp cos(0;), v;=u+ V2Tp sin(0;)
with 7 given by (8) and

p=+/—log(&), 0;,=2n&

where &, &, are uniformly distributed random variables in [0, 1].
Let now

=

_ !
-5

1
v, E'=-—=> v

v
i 2N 5

be the mean velocity and energy of the sampled particles (we fix for simplicity the mass of
a single particle m=1). We want to rescale the samples using a scalar 7 and a vector 4 such
that

1 X Vi — A
NI = (45)
and
1 X (Ui — )\,)2 o
o =F (46)

Solving the system we obtain

(-9 (e%)
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and
A=0v—1u (48)

Note that the right-hand side of Equation (47) is non negative and thus the system admits
always a solution.

Remark 4.3
Since the v; are normally distributed and the transformation v; = (v;—4)/7 is linear, the rescaled
velocities v; remain normally distributed.

The conservative version of the methods can be formalized in the following
algorithm.

Algorithm 4.2 (first-order TRMC for VHS molecules)
e compute the initial velocity of the particles, {1?, i =1,...,N},
by sampling them from the initial density fo(v)
o for n =1 to Nyop
given {v!, i=1,...,N},
compute an upper bound & of the cross-section
set T=1—exp(—pdAtfe)
compute Ai(t), Ay(7)
set N. = Iround(NA4,/2)
perform N. dummy collisions, as in Algorithm 4.1
set Ny = Iround(NA;)
select Ny, particles among those that have not collided,
and compute their mean momentum and energy
o sample Ny particles from the Maxwellian with the above
momentum and energy, and replace the Ny, selected particles
with the sampled ones
o set v"™' =7 for all the N — 2N, — Ny particles that
have not been selected

O O 0O 0O 0O O O

end for

A second-order Monte Carlo scheme is obtained by the TR scheme

S =AM+ A fi + Ao fr + AsM (49)
with
- (fn’fn) _ (fn’fl)
fl_ L 5 f2 1

Given N particles distributed according to f”, the probabilistic interpretation of scheme 49 is
the following: NA, particles will not collide; N4; will be sampled from f; (as in the first-order
scheme); NA, will be sampled from f,; i.e. NA,/2 particles sampled from f” will undergo
dummy collisions with NA,/2 particles sampled from fi; and NA; particles will be sampled
from a Maxwellian.

Copyright © 2005 John Wiley & Sons, Ltd. Int. J. Numer. Meth. Fluids 2005; 48:947-983
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Once again, the methods can be made conservative using the same techniques adopted in
the first-order scheme. The various steps of the method can be summarized in the following
algorithm.

Algorithm 4.3 (second-order TRMC for VHS molecules)
e compute the initial velocity of the particles, {1?, i=1,...,N},
by sampling them from the initial density fo(v)
o for n =1 to Nyop
given {v!, i=1,...,N},
compute an upper bound & of the cross-section
set T=1—exp(—pdAtfe)
compute Ai(t), A»(7), A3(7)
set Ni = Iround(NA,/2), N, = Iround(NA,/4)
select Ny + N, dummy collision pairs (i, j) uniformly
among all possible pairs
o for Ny pairs
— compute the relative cross-section ¢;; = o(|v; — v;|)
— if 6Rand < ¢;;
o perform the collision between i and j, and
compute v; and v, according to the collisional law
o set vt =, vyt =/
o for N, pairs
— compute the relative cross-section o;; = o(|v; — v;])
— if 6Rand < g;;
o perform the collision between i and j,
compute v; and v according to the collisional law and
store them
o select 2N, particles from f"
o perform the collision of these selected particles with the
second set of 2N, particles that have collided once
o update the velocity of the 4N, particles with the outcome
of the 2N, collisions (of particles that have never collided
before with particles that collided once)
o set Ny = Iround(NA4;)
o replace Ny particles with samples from Maxwellian, as in Algorithm 4.2
o set vl’f“ =" for all the N — 2N, — 4N, — Ny particles that
have not been selected

O O O O o

end for

Similarly, higher order TRMC methods can be constructed. For example, a third-order
scheme is obtained from

frr=A0f" + AL fi + Ao fr + As f3 + AM (50)
with
f=P LDy PR e P f) + POA )
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We omit for brevity the details of the resulting Monte Carlo algorithm. We remark here that
the TR scheme is a direct consequence of the time discretization of the Boltzmann equation. In
this respect, the choice of a particular Monte Carlo scheme used to model the collision is not
crucial. Here we considered a commonly used Monte Carlo scheme. If a different technique
is used to model the collision, then the same technique could be used in conjunction with the
TR discretization.

5. NUMERICAL RESULTS

In this section we compare DSMC and TRMC methods on a two-dimensional space non
homogeneous test problem. We will refer to first- and second-order TRMC methods as TRMC
I and TRMC 11, respectively.

The physical problem we will study is represented by a rarefied gas flow around an elliptical
section of an object. The rectangular domain {2 has been divided into a regular grid of cells.
If we assume that in each cell the density is constant during the collision step, we can apply
the algorithms previously seen. This is physically equivalent to say that each particle can
collide only with particles of the same cell.

5.1. Free transport

In a spatial homogeneous case we supposed that the density function to be a probability
function, that is with unitary mass. In spatially non-homogeneous cases the integral in the
velocity determines the gas density number

/sz(x,v,t)dvzﬂ (51)

m

where m is a gas molecule mass. The algorithms seen in the previous sections can be modified
considering

w=4nép/m (52)
The density p is proportional to the number of particles in each cell j
py=Nm* (53)

where m* is the mass of the particles used in the simulation.
The transport step is made easily applying to each particle i

x{ =Xx; + U,’At (54)

5.2. Particle—surface interaction

At the surface of the obstacle the particles are absorbed and remitted in according with the
Maxwellian distribution of a gas at the same temperature of the object.

To compute the new ingoing velocity we must sample an ingoing particle from the flux
corresponding to a Maxwellian with zero mean velocity and at the temperature of the wall.
We describe here the method we used in the case of a two-dimensional elliptic object.
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Let Ar* be the time of free flow of the particle before colliding the object (which can
be computed analytically for simple geometries such as the case of circular or elliptical
objects, or using a suitable numerical method for more general geometries). The contact point
particle-object will then be

xf =X; + U,’A[*

There are several ways to calculate the new position and velocity of a particle after a
collision with the boundary. For example, if vy = (v}, v},,vi,) is the velocity sampled by
the Maxwellian flux corresponding to the thermal equilibrium gas-obstacle and {k,n,¢} is the
orthogonal set of unitary vectors that characterize, respectively, the z-axis, the normal and
the tangent to the surface at the contact point, then the new outgoing velocity of the particle
will be

v = |vyy|n + vyt + vi k (55)
and its position will be determined by
X =x} + vj(At — At*) (56)

where x} is the contact point and At is the time step.

5.3. Two-dimensional flow past an ellipse

In our calculations, the upstream state is characterized by a Mach number M with
p=10, T=50, Tu=10.0

where T and T, are, respectively, the gas and the object temperature. The upstream mean
velocity is then given by

uy= —M~/(yT), u,=0, u.=0
5

with y =3 since we have considered a three-dimensional monatomic gas in velocity space.

The infinite physical space is truncated to the finite region [0, 1.5] x [0, 1.2]. We report the
results obtained with the different schemes using 75 x 60 space cells and 30 particles ingoing
in each downstream cell.

Since we are computing a stationary solution after a fixed initial time, we can strongly
improve the accuracy of the Monte Carlo solution by averaging in time the solution itself. In
all our simulations we report the results obtained after averaging the solution over 400 time
steps after a sufficiently large computational time has been reached. As a reference solution
to estimate the relative L,-error norms we used 50 particles per cell and 2000 averages with
DSMC.

The collisional time step in DSMC has been computed adaptively cell by cell to satisfy the
stability condition. At variance in TRMC the collisional time step has been taken CA¢, where
C <1 is a constant and At is the free flow time step. In the graphs reporting the number
of collisions in time we have considered the sampling from a Maxwellian in TRMC like a
collision. We refer to Reference [27] for similar results on DSMC computations of flows past
an ellipse.
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Figure 1. Iso-values of the density p (left) and mean velocity u (right) for e=0.1 and M =5;
DSMC (top), TRMC I (middle), TRMC II (bottom).
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at y=06 and x =35, respectively, for e=0.1 and M =5; DSMC (o), TRMC I (+), TRMC II (x).
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DSMC(top), TRMC I (middle), TRMC II (bottom).
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Figure 4. Longitudinal and transversal sections of density and velocity (left) and relative errors (right)
at y=06 and x =35, respectively, for e=0.01 and M =5; DSMC (o), TRMC I (+), TRMC II (x).
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Figure 9. Iso-values of the density p (left) and mean velocity u (right) for ¢=0.01 and M =10;
DSMC (top), TRMC I (middle), TRMC II (bottom).
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Figure 10. Longitudinal and transversal sections of density and velocity (left) and relative errors (right)
at y=06 and x =5, respectively, for e=0.01 and M =10; DSMC (o), TRMC I (4), TRMC II (x).

Copyright © 2005 John Wiley & Sons, Ltd. Int. J. Numer. Meth. Fluids 2005; 48:947-983



NUMERICAL SOLUTION OF THE BOLTZMANN EQUATION 973

DSMC Method DSMC Method
T T T T T

L L L L L L L L
0.2 0.4 0.6 0.8 1 1.2 1.4 . . 0.6 0.8
TRMC1 Method

TRMC1 Method
T

L L L L L L L

1 1.2 1.4 0.2 0.4 0.6 0.8 1 12 1.4

TRMC2 Method TRMC2 Method
=T T T T T

L L L L L L L L L L L hd
0.2 0.4 0.6 0.8 1 1.2 1.4 0.2 0.4 0.6 0.8 1 12 1.4

Figure 11. Iso-values of the density p (left) and mean velocity u (right) for ¢=0.001 and M =10;
DSMC (top), TRMC I (middle), TRMC II (bottom).

Copyright © 2005 John Wiley & Sons, Ltd. Int. J. Numer. Meth. Fluids 2005; 48:947-983



974 L. PARESCHI AND S. TRAZZI

Density Density

: f‘ﬁb&@f &&ﬁ al

X
Density

X
Density

0.6 . 1.2 . . Oyﬁ . 2
Velocity

y
Velocity

0.9 0.9

0.8 0.8
0.7 0.7
0.6 0.6
0.5 0.5
0.4
0.3 0.3

0.2 0.2

0.1

0.1

Velocif

0.9

0.8

0.7

0.6

0.5

0.4

0.3

0.2

0.1

0 bonosoenscatrartSe) ol msscresecnnccy
0 02 04 5 08 i T2

Figure 12. Longitudinal and transversal sections of density and velocity (left) and relative errors (right)
at y=6 and x =35, respectively, for e=0.01 and M =10; DSMC (o), TRMC I (4), TRMC II (x).

Copyright © 2005 John Wiley & Sons, Ltd. Int. J. Numer. Meth. Fluids 2005; 48:947-983



NUMERICAL SOLUTION OF THE BOLTZMANN EQUATION 975

DSMC Method
T

DSMC Method
T

0.6

0.5f

0.4

0.3

0.2

0.1

L L N s L L L L L L L L L

0.2 0.4 0.6 0.8 1 1.2 14 0.2 0.4 0.6 0.8 1 1.2 1.4

TRMC1 Method TRMC1 Method
T

———r

B

s L L L L L 1 L s s
0.2 0.4 0.6 0.8 1 12 14 0.2 0.4 0.6 0.8 1 12 14

TRMC2 Method TRMC2 Method
T T

L h L L L L L L L L L L
0.2 0.4 0.6 0.8 1 12 1.4 0.2 0.4 0.6 0.8 1 12 14

Figure 13. Iso-values of the density p (left) and mean velocity u (right) for ¢=0.1 and M =20;
DSMC (top), TRMC I (middle), TRMC II (bottom).

Copyright © 2005 John Wiley & Sons, Ltd. Int. J. Numer. Meth. Fluids 2005; 48:947-983



976 L. PARESCHI AND S. TRAZZI

Density Density

y
Velocity

Figure 14. Longitudinal and transversal sections of density and velocity (left) and relative errors (right)
at y=06 and x =35, respectively, for e=0.1 and M =20; DSMC (o), TRMC I (+), TRMC II (x).
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Figure 16. Longitudinal and transversal sections of density and velocity (left) and relative errors (right)
at y=06 and x =35, respectively, for ¢=0.01 and M =20; DSMC (o), TRMC I (4), TRMC II (x).
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Figure 19. Number of ‘collisions’ in time, respectively, for M =1 (left), M =10 (centre), M =20
(right). From top to bottom &¢=0.1,0.01,0.001; DSMC (o), TRMC I (4), TRMC II (x).

We studied the dynamic of the gas for different ranges of the Knudsen number and different
values of the Mach number. The isovalues of the density and mean velocity for each test case
has been reported. For each value of the Mach number ranging from 5, 10,20 the first example
shows the case of a very rarefied gas (i.e. é=0.1) the second the intermediate regime (i.e.
£¢=0.01) and the last closer to the fluid regime (i.e. ¢=0.001) (Figures 1-19).

In the rarefied regime we cannot expect any computational gain of TRMC with respect
to DSMC. The numerical results obtained for C=1 in TRMC with the different schemes
are very similar as well as the efficiency (see Figure 12 left). As expected the sections
along the lines x=15 and y =y emphasize the higher accuracy obtained with TRMC II (see
Figures 2, 4, 6).

For the intermediate regime we have considered the solutions obtained by TRMC with a
collisional time of one third of the free flow time (C =1/3). Again the solutions are compa-
rable, with an improvement obtained by TRMC 11, but with a better computational efficiency
in TRMC methods (TRMC I is almost two times faster then DSMC, see Figure 12 centre).
The plots of the sections (see Figures 8, 10, 14).
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Finally, the last example is near the fluid regime. The improvement of TRMC with C=1/5
over DSMC is clearly evident. The same degree of accuracy is reached with a speed up of
computing time of approximatively 10 times for TRMC I and approximatively 5 times for
TRMC II.

For lower values of ¢ the DSMC method becomes unusable due to the increasing number
of collisions, while the computational cost of TRMC reaches a constant value which depends
only from the number of particles used in the simulation.

6. CONCLUSION

We have presented a Monte Carlo method which is suitable for the numerical simulation
of the Boltzmann equation close to fluid regimes. In such fluid limit the methods become a
kinetic particle scheme for the Euler equations and result in a greater efficiency if compared to
standard DSMC schemes. The methods presented in this paper have limited accuracy in time
and for such reason have been compared to Nambu version of DSMC. A recursive TRMC
method that does not contain time discretization error is currently under development [9].
Numerical comparison of this last method with Bird’s DSMC algorithm will be presented
elsewhere.
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