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The kinetic theory for lattice-gas cellular automata is extended beyond Boltzmann’s mean-field ap-
proximation by including correlated ring-type collisions. This theory provides explicit expressions for
time-correlation functions for all times in terms of a ring collision integral. We also obtain some exact
results for time-correlation functions for short times. In particular, deviations from the Boltzmann
equation result observed in computer simulations of the velocity-autocorrelation function of three-
dimensional systems after two time steps are explained. For long times the results obtained reduce to
those found using phenomenological mode-coupling theory.
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I. INTRODUCTION

Although lattice-gas cellular automata (LGCA’s) as
models for nonequilibrium fluids have been extensively
studied since 1986 [1-5], the kinetic theory of these sys-
tems beyond the Boltzmann mean-field approximation of
uncorrelated collisions is nonexistent. As far as the
transport coefficients are concerned, there are no compel-
ing reasons for such an extension, because the transport
coefficients measured in computer simulations of LGCA’s
are at all densities in good agreement with the predictions
of the Boltzmann equation [6].

However, in the past few years deviations from the
Boltzmann prediction have been observed in the behavior
of time-correlation functions at long [7-11], intermediate
[9], and short [8,10] times. Best known are the observed
long-time tails, ~t 472 in d-dimensional systems,
whereas the Boltzmann equation predicts an exponential
decay of correlations. Of course, the long-time tails have
been explained in quantitative detail by the phenomeno-
logical mode-coupling theory [7,9,11], but this theory has
never been derived or justified on the basis of the micro-
dynamic equation for any LGCA.

Furthermore, at short and intermediate times extensive
computer simulations on the velocity-autocorrelation
function (VACF) show unexplained deviations from the
Boltzmann-equation result already after two time steps in
three-dimensional simulations [8,10], while in one-, two-,
and four-dimensional systems [8,10] there are only devia-
tions from the Boltzmann-equation result after three time
steps.

One expects, of course, that sooner or later sequences
of correlated collisions, which are neglected in the
Boltzmann approximation, will give observable contribu-
tions to the time-correlation functions with increasing
density. But why should three dimensions be qualitative-
ly different from one, two, or four dimensions?

The goal of this paper is to present a fundamental ex-
tension of the kinetic theory for LGCA’s beyond the
Boltzmann equation by accounting for correlated ring
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collisions. Our theory will not only provide a formal
derivation and justification of the long-time mode-
coupling theory, as is done in Sec. V, but it also gives an
explicit expression in Sec. IV for the short and intermedi-
ate time behavior of the time-correlation functions at
t=1,2,3,... in terms of ring collision integrals, analo-
gous to the case of continuous fluids [12]. In Sec. III we
will explain why the measured results for time-
correlation functions after two time steps in three-
dimensional systems show deviations from Boltzmann,
which are absent in the simulations for d+3. These
three-dimensional result will be related to the peculiar
properties of the quasi-three-dimensional face-centered-
hypercubic (FCHC) model [13] that will be discussed in
Sec. I1. In this section we also discuss the microdynamic
evolution equations for general d-dimensional LGCA’s.

II. FORWARD AND BACKWARD MICRODYNAMICS

Lattice gases are defined on a regular or periodic lattice
in a d-dimensional space. We consider a system of NV par-
ticles in a box of dimension L, lattice spacings wide in
the ath direction (a=x,x,,...,x;). We use units
where the lattice constant is unity so that the total num-
ber of sites in the system is equal to its volume and is
given by V =L, L, L. In general we assume

periodic boundary conditions. A b-bit lattice-gas model
is defined as follows. It contains a set of b different veloc-
ity channels c; per lattice site r, which includes the
nearest neighbors and possibly a rest particle with zero
speed, c;=0. The occupation number n,(r,¢) of the ith
velocity channel can only take the values O (“empty”) or
1 (“occupied”) (Fermi exclusion rule). Collisions occur
only among particles at a single node (“point particles”).
For a complete review of lattice-gas dynamics see Ref.
[1].

The time evolution of a LGCA consists of a collision
step over a time interval (¢ ~,t%) with tt=t+e (£l0)
and a propagation step over the interval (¢, +1).
The collision step can be represented by,

8051 ©1991 The American Physical Society



8052

nr,t T )=n;(r,t ) +I(n(t7)), 2.1
and the propagation step by

ni(r,t V) =n;(r+c;,t "+ )=8;n;(r,t " +1). (2.2)

A combination of both equations yields the forward evo-
lution equation (¢ >0),

n(r+c;,t~ +1)=n;(r,t ")+ IL;(n(t7)),
or

n(r,t =+ 10)=8"n(r,t )+S L(n(zt7)). (2.3

In a b-bits model the collision term I;(n) is a polynomial
of degree b in the occupation numbers n,;, each of which
refers to a different velocity channel. Its explicit form
has been discussed extensively in the literature [13,5].
The collision rules may be deterministic or stochastic and
in general conserve particle number and momentum but
not energy. Therefore, the LGCA’s discussed in the
present paper have no temperature (athermal models).
Thermal LGCA’s with nontrivial energy conservation
and with the proper symmetry of the isotropic fluid are
still lacking.

The quantities of interest in this paper are the equili-
brium  time-correlation  functions,  {n;(t)n;(0))
=(n;(0)n;(—¢)), which depend only on the time
difference. It is also convenient to have a backward evo-
lution equation, expressing n;(—1) in terms of n;(0). As
the collision rules are invariant under the reversal of ve-
locities c;, the backward collision and streaming steps
can be represented by

nr,—t )=n;(r,—t ) +IL(n(—t7)),
nr,—t)=n,r,+c;,,—t " +1)

=S, (r,—t~+1).

l’l‘-

(2.4)

A combination of both expressions yields the backward
evolution equation (¢ >0)

n(r,—t = —1)=S;n,(r,—t ) +I,(Sn(—t7)) . 2.5)

From now on we write n;(r,t)=n;(r,t ) and all occupa-
tion numbers refer to precollisional states.

For use in later sections it is convenient to expand the
collision operator I;(n) in Egs. (2.3) and (2.5) into fluctua-
tions around equilibrium,

5n,-(r,t):n,-(r,t)—<n,~)=n,-(l',t)—f . (26)

Here { ) denotes an average over an equilibrium ensem-
ble, and {(n;)=f =p/b is independent of the velocity c;
in athermal LGCA'’s and is equal to the reduced density
(0= f =1). Expansion of the collision operator yields,
b—1
- A

L(n)—g1 Q... 8n; 8ny - Bny 2.7)
where the relation I;(f)=0 and the Einstein summation
convention have been used. Equation (2.7) defines the
coefficients Q{M. . i,- They have the following properties
that will be frequently used later on:
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@ Qﬁ-,?‘l’. .
(ii) Qf,kl) -1, Vvanishes if A=b and if at least one pair of

indices out of (i - - + i, ) is equal [see below Eq. (2.3)].
(iti) Qf} is the linearized Boltzmann collision operator
which has the additional symmetry Q{}'=Q{}).

i, 18 symmetric in (iy....7,).

These symmetry relations can be derived from the sym-
metry of the collision rules under interchange of ingoing
and outgoing particles.

In order to be able to understand why three dimensions
is special, it is important to note that all LGCA’s are con-
tained in a macroscopic box with periodic boundary con-
ditions and with ¥V =L ¥ sites, except for d =3 [13]. The
reason is that there does not exist a regular space lattice
in three dimensions, on which fourth-rank tensors, such
as the viscosity, are isotropic so that the Navier-Stokes
equations have the required symmetry of the isotropic
fluid [14,15]. D’Humieres, Lallemand, and Frisch [14]
therefore introduced the FCHC model that gives the
three-dimensional (3D) fluid symmetry, by considering a
quasi-three-dimensional slab with 2V =L XL XL X2
sites, embedded in a four-dimensional (4D) simple cubic
lattice. Further, only even sites (7, +r,+r,+r, =even)
are accessible, so that the number of available sites is
V =L3. There are 24 allowed velocity states per node,

(*+1,%1,0,0), (#1,0,%+1,0), (0,%1,%+1,0),
(£1,0,0,x1), (0,£1,0,%1), (0,0,%=1,%1).

It will turn out that the observed non-Boltzmann-type
correlations in 3D LGCA’s after two time steps are actu-
ally a finite-size effect, caused by the very small linear ex-
tent of two lattice spacings in the fourth (unphysical) di-
mension. These correlations are therefore of geometric,
rather than dynamic origin.

To analyze these geometric correlations, it is con-
venient to consider a simpler quasi-one-dimensional strip
in the Frisch-Hasslacher-Pomeau (FHP) model [13], two
lattice spacings wide in the y direction, embedded in a
two-dimensional (2D) triangular lattice and shown in Fig.
1. The model allows six velocity states per site (FHP-I)
and possibly an additional rest particle (FHP-II and -III)
[16].

The main object of study will be the time-correlation
function of the fluctuation {&n,(r,#)8n,(r',¢')), which de-
pends only on (r—r’) and (¢ —¢'). Its equal time value is

(Sn,-(r,O)Snj(r’,O))=K8,»j8(r,r’) R (2.8)

where 8;; and 8(r,r') are Kronecker deltas and where « is
determined by Fermi statistics, i.e.,

2eq ©p
eyI: C 2 2 ILY:Z
ex ca
L.=L

FIG. 1. Quasi-one-dimensional strip with periodic boundary
conditions with periods L, =L and L,=2, and e, =c;, ¢, =¢,,
and ¢, =cg.
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k={(8n;)*)=(n2)—(n)?=f(1—f).

The normalized time-correlation function is referred to as
the kinetic propagator,

L;i(r, )= (8n,(r,2)8n;(0,0))

(2.9

(2.10)

with I';;(r,0)=8,;8(r,0). Its Fourier transform is denot-
ed by
f,‘j(q, Z)K=2 e _iq'rr,'j(r,t)K
r

=V~ Yni(q,0)n}*(q,0)) , .11

where n;(q,t) is the Fourier transform of &#n,(r,?) and the
asterisk denotes complex conjugation.

All two-point time-correlation functions can be ex-
pressed in terms of the kinetic propagator. For instance,
the van Hove function or density-density correlation
function is

(8p(r,1)8p(0,0)) =, T';(r,2)k , (2.12)
i’j

where 8§p=7; 6n; is the microscopic density fluctuation.

Another example is the single-site velocity-correlation

function,

(g, (r,1)8,(r,0))= Ec,x Dy (r=0)k

=— 5_; S cncplyla e,  (2.13)
q bj

where g(r,t)=3,; ¢;n;(r,t) is the microscopic momentum

density and f( q) is the Fourier transform of I'(r). Addi-

tional important time-correlation functions are the

|

r,.j(r,l)x=<anj(0)s,.—1

where &n(r) is short for 8n(r,0). Consider the first term

inside the average which yields

(8n;(c;)dn;(r)) =k8,8(r,c;) (3.2)

on account of Egs. (2.2) and (2.8). In addition we have
used translational invariance to replace 6n j(O)S,-“1 inside
the average by S;8n;(0)=6n,(c;).
The next set of correlation functions contains the fluc-
tuations,
(8n;(c;)8n; (1) - - - n, () =x8, 8; 8(r,c;) . (3.3)
The labels iy, ...,i, are all different on account of the
property (ii) below Eq. (2.7). The kinetic propagator after

one time step then becomes
L(r,D)=(8,;+0{Md(r,c;) . (3.4)

Its Fourier transform is
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current-current correlation functions or Green-Kubo in-
tegrands,

d()=V KT ()J(0))
=3 j(e;)j(c)f (0,0 , (2.14)
ij
where the total current is
(2.15)

J()=7, jlc;)dn,(r,t) .

The one-particle currents j(c;), corresponding to the
shear viscosity 1 and to the bulk viscosity &, are, respec-
tively, j,(¢;)=c;cc;, and je(c;)=d ~'c¢}—cf, where d is
the number of dimensions and c, is the sound velocity for

the LGCA under consideration [17].

III. SHORT-TIME BEHAVIOR

In principle we have now introduced the basic
definitions needed to calculate the kinetic propagator
Tjj(r,8)=T;;(—r, —1). The last equality follows from the
translational invariance in space and time of the equilibri-
um state. To calculate I'(¢#) one can iterate the forward
or backward equation ¢ times. In doing so one generates
an enormous number of terms, and one needs to develop
a systematic kinetic theory to account for the different se-
quences of uncorrelated and correlated collisions, such as
ring collisions.

In the present section we use exact methods to study
the short-time behavior of the propagator I'(#). Subse-
quent sections will be devoted to its long-time behavior.
The kinetic propagator after a single time step follows
directly from Egs. (2.10) and (2.3),

Sn,-l(r) J> R

f

(3.1

fiqD=e "5, +0P) . (3.5
It shows that I'(1) is exactly given by the linearized
Boltzmann collision operator.

Next we consider the propagator after two time steps,
which would be given by Eq. (3.1) with 8#n,(r,0) replaced
by &n,(r,1). The last quantity should subsequently be ex-
pressed in 8n,(r,0), using the forward equation (2.3) a
second time. This second iteration of Eq. (2.3) yields a
huge number of terms. For a b-bits model the total num-
ber of terms in I'(2) is

b—
2‘,(b+1

=1

[(1+b)b—b -1], (3.6)

which is approximately 2X10* for b =6 (FHP model)
and 10 for b =24 (FCHC model). Fortunately there ex-



8054

ists a simpler method to calculate I'(2) by using the sta-
tionarity of the equilibrium state, i.e.,

L;;(r,2)c=(8n,;(r,1)8n;(0,—1)) ,

I‘ij(r,2):c=<

(3.7

J

S;6n;(0)+ 2 Qg

1,187,8n, (@)]-- [S; 8n; (0)]
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and applying the forward equation (2.3) to the first factor
inside the average and the backward equation (2.5) to the
second factor, yielding only a total of (1+5)? terms. This
yields in combination with Eq. (2.7),

b
1 (A
<3n,-(r)+x§=1 Q... 8m; (1) 8n; (r) ] ]

> | 53

On account of property (ii) below Eq. (2.7) the nonvanishing terms in Eq. (3.8) contain the same number of 6n’s origi-

nating from 8n (r,1) as from 6n (0,

I‘ij(r,2)K= (aik +Q$/1())(8ﬂ+

—1), yielding,

i A(Snil(r—c[)“-

b
+3 o))
A=2

Using Egs. (2.8) the first term in Eq. (3.9) is

L(r,2)=(8; + Qi )8 +Q4)8(r,¢; +ci ), (3.10)
or in Fourier language,
P(a,2)=e B, +Qe TR, Q) (B

where the symmetry property (iii), quoted below Eq. (2.7),
has been used. Below we will show that all terms in Eq.
(3.9) with A =2 are vanishing provided the macroscopic
periodicity cell is more than two lattice spacings wide in
every space directions. Therefore, I'(2), as given by Eqgs.
(3.10) and (3.11), is exact for sufficiently large systems.
Furthermore, it is correctly given by the Boltzmann ap-
proximation, i.e., f(q,2)=[f(q, 1)1? using a matrix nota-
tion.

We consider the remaining terms in Eq. (3.9) starting
with A=2, which contains the fluctuation formula

(8n; (r—c;)8n; (r—c;)8n; (c; )8n; (c; ))

K*(8; 8212 )8(r,¢c; +c; )6(r c;+c; )

i1y i1J; ‘11

(3.12)

with i,7i, and j,;7j,. The constraints imposed on r

yield 8(cj1,cj2)=1 and require ¢; =c; . However, Qum1

vanishes if j; =j, and the total contribution of the (A=2)
term in Eq. (3.9) vanishes. The same argument applies to
all other contributions with A > 2.

So far we have not taken the periodic boundary condi-
tions into account. Suppose that the system is contained
in a macroscopic periodicity cell with periods I,
(a=x,,%x,,...,x;). Then the spatial § functions in Egs.
(3.10) and (3.12) should be replaced by 5, defined as

x4
1 ifr'=r+ 3 M,L_,e,

5(r,r')= a=x; (3.13)

0 otherwise ,

Qi) (8ny (r—c;)8m(c;))

8n; (r—c;)8n; (c; )~ 8n; (c; ) .

where (e, ,a=x,x,,...,x,) represents a set of vectors
in the independent directions and M ,=(0,%1,%+2,...).
Suppose all periods L, >2, then the conditions imposed
by S(cjl,cj2 )=1 cannot be met, and all terms in Eq. (3.9)

with A = 2 are still vanishing.
However, if the periodic box in one space direction, say
ey, would only be two lattice spacings wide, the condition
6(c]1,cjz)=1 can be met with j;¥%j,, and
C;,=¢C Zi(ca —c, ) and there exist nonvanishing contribu-
tions to Eq. (3.9) given by
8l ;(r,2)= 2% Q4 8le

AR LINA ,¢;,)0(r,¢;+¢; ) . (3.14)

J

As an example we show in Fig. 1 how Eq. (3.14) applies
to a quasi-one-dimensional strip. Here e, and e, are unit
vectors in the x and y directions. The dimensions of the
system are L, =L (— o) in the x direction and L,=2 in
the y direction. The lattice is a triangular lattice and we
show a pair (ab) of velocity vectors, ¢, and c,, satisfying
c,—c,=2e,. The condition imposed by the first § func-
tion in Eq. (3.14) has the following set of four solutions:

(c; ==c,, cj2=icb) ,

11
(3.15)

(c;

]1=icb, c; ==xc,),

Ja
contributing to Eq. (3.14). Subsequently one must sum
over all possible pairs (ab), satisfying ¢, —c, =2e,.

The terms with A > 2 can be analyzed similarly and one
finds that the Ath term,

A(A) ) N ...5
(A0 Qe AS(cjl,cjz) d(c; ,¢; )

Xg(r,ci+cjl) (3.16)

is vanishing, because two intermediate § functions cannot
be satisfied simultaneously since ¢ jzic jﬁ& - FcC i

Collecting results from Egs. (3.14) and (3.15) we find
for the kinetic propagator I'(2) in a quasi-(d —1)-
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dimensional system, contained in a d-dimensional slab of
linear dimensions L% ~1X2,

£,(a.2)= [[ﬁq,l)]z].-,-
TS @e 0

(ab)
@), +iae, 5(2)
+Q. Q) (3.17)
where we sum over all parts (ab), satisfying c, —c, =2e,,

and j denotes the label referring to the velocity —c ; when
Jj denotes c;. In deriving Eq. (3.17) we have also used the
relation exp[iq-(c,—c,)]=1, as implied by periodic
boundary conditions. As an illustration we mention that
the FHP model of Fig. 1 has one pair (a,b), with c,=c,
and c,=cg, and that the FCHC model has three pairs
(ab) with c, =eg+e, and ¢, =eg—e,; (B=x,y,2).

As a further illustration we have applied the result
given by Eq. (3.17) for the excess geometric correlations,
to calculate at time ¢ =2 the correction to the Boltzmann
value of the stress-stress correlation function for a 1D
strip (see Fig. 1) of the FHP-I model (FHP-I has no rest
particles). This has been done in Appendix A.

The values of I'(¢) for t =3,4,... involve rings and

. b
e ini(q,t +1)=n,(q,0) +QPn (g, + 3 VI
A=2 q,

2 )
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more complicated collisions that have not been con-
sidered here. In the subsequent sections on long-time be-
havior the ring collisions will be analyzed in more detail.

IV. RING KINETIC EQUATION

To study the long-time behavior of the kinetic propa-
gator {8n,(r,2)8n,(0,0)), we derive a formal identity
that expresses the time evolution of this correlation func-
tion in terms of higher-order ones. Finally we do a loop
expansion with a one-loop diagram, the ring integral, that
gives the long-time tails.

We start from the forward microdynamic Eq. (2.3)
combined with the fluctuation expansion, Eq. (2.7), and
represent each 8n;(r,t) by a Fourier series

S (r, )=~ 3 ¥ (q,1) (@.1)
V q

and we use the relation

L s -ira-ai—gq,q) . 4.2)
V r
The Fourier transform of Eq. (2.3) then becomes
0 z a, |9, | T 7p(,00) @.3)

p=1

where we have used that the streaming operator S; becomes diagonal in the Fourier representation S;(q)=exp(iq-c;).

To proceed we introduce a discrete Laplace transform,

0

ﬁ';(q,Z) 2

n;(q,1) .

The microdynamic Eq. (4.3) can then be written as

Lik(q,z)h’k(q,z)=ez +iq-c;

Here we introduced the wave number and frequency-dependent Boltzmann collision operator L;(q,z)

matrix notation

L (q’z)=ez+iq'c__l_ﬂ(l) ,

with the convention that a function 4 (c) represents a diagonal matrix with 4,;(c)=

© b
n(q,00+3F e *TVIF T 8

1=0 A=2 q

(4.4)

(4.5)

A A
q, 2 qp QEIAi) i)» H nip(qp’t) .
q p=1 p=1

, which reads in

(4.6)

A (c;)8;;. The symmetry of all
ij

three terms on the right-hand side (rhs) of Eq. (4.6) under (ij) interchange implies that L (q,z) is a symmetric matrix.
After multiplying Eq. (4.5) with L ~! and inserting Eq. (4.5) into the discrete Laplace transform of Eq. (2.11), we ob-

tain the result

Fij(q’z)K: K[L —l(q,z)]ijez +iq-cj
o0 b A
+ 2 e—Zt 2 v A 2 o} q, 2 qp [L 1((1,2)],, ﬂg);)l “ik< H n; (qp’t) n;(q?o)> . 4.7)
t=0 A=2 q;° g, p=1 7"
[

This formula expresses the (11)-correlation function, I';;, kinetic propagator, i.e.,
in terms of the (Al)-correlation function with =0 ® a0
A=2,3,...,b. In the first term on the rhs we have used (q,2)= g e (q,7)
that the Fourler transform of Eq. (2.8) equals ¥3,;«x. This 1=0 .
first term is in fact the Boltzmann approxxmatlon to the =(e?tiac—1—Ql))~lgztige (4.8)
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Expansion i tric series yields th =
Xpansion in a geometric series yields en ﬁj(q,z)= 2 e Ztnj(q, _ t) ) (410)
£0(q, 1)=[e ~19°(1+ Q)] . 4.9) =0

Now the Laplace transform in the last term of Eq. (4.7)
The results given by Egs. (4.8) and (4.9) have been used  can be carried out, i.e.,
extensively in the literature [18,19] to calculate Green- )
Kubo formulas and current-current correlation functions > ¢ n; (q,0) - nix(qk’o)n;‘((b —1))
in LGCA’s within the Boltzmann approximation. =
By employing stationarity of equilibrium averages, ={(n. e o %
(A4 (yt)B((I)J))y: (gA (0)B( —t));, we u‘sle the backward egvo- <n'1(q1’0) i, (W O (@,2)) . @10
lution equation (2.5) to further reduce Eq. (4.7). For that By manipulations similar to the ones used in deriving Eq.
purpose we define (4.5) we obtain from the backward dynamic equation (2.5)

+iq«c, . _
Atqz)=e " I[L7Yq,2)];n}(q,0)

—z b iq-; —
+Xe ’226 L q’z)]J] 111 J,,,V1 k3> 8
=

t=0 ql . qu

q’qu H PRCALIACI P (4.12)

=1

We note that this equation for the complex conjugate of the backward equation contains exactly the same inhomogene-
ous symmetric Boltzmann operator L (q,z) as the forward equation (4.7). Next we insert Eq. (4.12) into Eq. (4.11) and
observe that the term containing 7 (q,0) yields a vanishing contribution because i; 7, = - - - 7i,.

The remaining terms in Eq. (4.11) yield in combination with Eq. (4.7)

- =0
I';(q,2)k= I‘,-j(q,z)K
A— < —zty — oIy~
+2 2 | > 3 3 e L IQ(A: ’ij,‘Q}‘,‘j’ll..»

j#
A=2u=2 q;- q}qu cl'ut—O
e ’ . ..ol ’
X6(q,q,+ q,)8(q,q;+ +qH)S Yqy) - Sj” (q,)
X <ni1(‘11’t) oy (qutng(q),0) - - nj’;(q;,O)) , (4.13)

where L =L (q,z). The formal (unclosed) equation of motion for I" expresses the (11) correlation in terms of the (Au)
correlation functions with (A,u=2,3,...,b).

In the subsequent part of this section we will introduce a factorization approximation that converts Eq. (4.13) into a
closed equation for I'(q,#). The basic idea is that Fourier components of occupation numbers are approximately distri-
buted as a Gaussian, at least for small wave numbers, as a consequence of the law of large numbers. Further, we note
that by constructing higher-order hierarchy equations and by using factorization approximations in these equations a
systematic loop expansion can be developed. The factorization approximation used here gives the one-loop theory ex-
actly. In the Gaussian decoupling approximation the higher-order correlation functions can be expressed in products of
pair-correlation functions and all higher cumulants are neglected.

Next we observe that the (Au) correlations in Eq. (4.13) are only nonvanishing in the Gaussian approximation if
every i label out of (iy,...,i;) is paired to a j label out of (j,,...,j,). Consequently A=y and the (AA) correlations
factor into a sum of products of I'(¢). For the (22)-correlation function we obtain in this manner

(n(q),Dn,(qp, 0 1(q},00n3(q,,0)) = Vk ((h’q'l)5((127qlz)f11(Q1,t)f22,(‘I2”)
+V228(q,,q5)8(q,, )1 10, (a5, 1, (a4, 1) (4.14)

For the time being we neglect all higher-order terms with A > 2 in Eq. (4.13). As will be shown in the next section, the
terms with A=2 yield the two-mode contributions, yielding long-time tails ~¢~%/2 in current correlation functions.
The terms with A=3 yield three mode contributions with subleading long-time tails ~¢ ~4 where d is the number of di-
mensions. Also note that the A=3,4,5, ... terms are all higher order in a loop expansion then the A=2 terms and
should not be retained without also improving the approximation given by Eq. (4.14).

Insertion of Eq. (4.14) into Eq. (4.13) and using that L (q,z) is a symmetric matrix gives

[(q,2=T%q,2)[L " (q,2) 1 Q3R 5 12(q, QP [L "N (q,2)]pe " 7, (4.15)

where R(q,z) is the discrete Laplace transform, defined in Eq. (4.4), of the ring collision integral,

Ry512(q,t) 21‘11 q,087 (g, (q—q, 0S5 (q—q) . (4.16)
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The structure of the ring integral given by Eq. (4.15) is a discrete time convolution. It describes a Boltzmann propaga-
tor (L ~!), a collision (Q), two independently propagating particles (I'S ~!)(I'S ~!), and a subsequent correlated col-
lision () followed by a Boltzmann propagator (L ~!). We further observe that R 12,122(q,?) vanishes for ¢ =0. The for-
mal reason is that Zq exp[zq (c;—¢,)]=V8,, whereas 1'#2’ because of Q7). Phys1ca11y the reason is that the (1'2')
collision, denoted by 2’2 cannot be followed by a second collision, denoted by Q.3), between the same pair, if the par-
ticles are only freely propagatmg during the intermediate time interval ¢. Therefore ¢t = 1, allowing that particle 1
and/or 2 can at least suffer one intermediate collision with another fluid particle. Of course in a (d —1)-dimensional
slab, which is only two lattice spacings wide in the dth dimension, R, ;. ,:(q,0)~38(c},c}) is in general nonvanishing
[see Egs. (3.13)-(3.15)]. It gives rise to the excess geometric correlations, discussed in Sec. III. This is the standard

structure of the ring collision term in the kinetic theory of continuous fluids {12].
Including all A terms in Eq (4.13) in the Gaussian approximation leads similarly to the result

[,(q,2)=T)(q,2)+ E Li71'o%), . 'q'Cij;1Q§ng)’2’ RB e a,2) 4.17)
where
) _ At A —1
RG e n(@0="T5=0 3 Slgat - +a) 1T (£,,(a,,)S, 1 (q,)] . (4.18)
q; "4, p=1

By extending the arguments below Eq. (4.16) one can show that R “"(q,O)=0 for all A=2,3,...,

b. The kinetic propa-

gators in Eqgs. (4.16) and (4.18) are the full propagators and Eqgs. (4.16) or (4.18) give a self-consistent equation from
which I'(q,?) can be solved in principle. This e?uatlon is referred to as a self-consistent ring equation. In the next sec-

tion we shall only consider the ring integral R ©

with all I'’s replaced by their Boltzmann approximation, I'° in Eq.

(4.9). This approximation is called the simple ring approximation [12].
A particularly interesting application of these results would be the calculation of the current-current correlation
function ¢(¢) in the ring approximation for all times ¢, as there exist many simulation data, in particular for the velocity

autocorrelation function (VACF) [7-10].

In order to do so we write the correlation function in Eq (2.14) as ¢(t)=j- £ 0,1)-jk, using a notation with a b Xb

matrix f* and a b vector j(¢) with components j(c;) (i =1,2, .

tain for the discrete Laplace transform

®(z)=kj(c) [1—e A1+ Q)] L j(c)
+xk[exp(—2z)][j(c)

In time language the last term involves time convolutions.

[1—=e 751+ "] QR 1y, 12(0,2)QF L [[1—e ~*

,b). Combining Eq. (4.15) with Eq. (4.6) at g=0 we ob-

(1+2"]7j0)]; (4.19)

A further simplification follows from the observation that j(c) is an eigenfunction of Q! for almost all LGCA’s, i.e.,
QVj(c)=—Aj(c), where A is positive. Consequently Q! in Eq. (4.19) may be replaced by the corresponding eigenvalue
—A. This certainly holds for all 4-, 8-, and 9-bits models on the square lattice [14,20,21], for all 6- and 7-bits models on
triangular lattice [13], and for all versions of the FCHC models [14,22] in three- and four-dimensional lattices.

As the inverse Laplace transform of [1—e %(1—A)]"
, the current correlation function in the ring approximation has the form

(t+1D(1—=1)

t—1

$O=(1=1$(0)+x 3 T(1=A) " ()RR 15 12 (t —1—1)QRLj (c;) .

7=1

In fact the upper limit on the 7 summation can be re-
stricted to 7=t —2 in systems with linear dimensions
larger than two, because R, ,(0)=0 [see below Eq.
(4.16)]. This shows again that the Boltzmann result
(1—A)" is exact for £ =2. As this expression cannot be
evaluated analytically, it will be computed numerically in
a separate publication [23] for the VACF, and compared
with existing simulation data.

The contribution from the ring integral to the total
transport coefficient can be obtained from ®(z) in Eq.
(4.19) by setting z =0. This leads to a meaningful result
for dimensionalities d >2. However, in two-dimensional
systems R (¢) decays algebraically as 1/¢, as we shall see
in the next section. Consequently, R(z) diverges as In(z)

! and [1—e %1—A)]"2 are, respectively, (1—A)" and

(4.20)

for z—0, which is in complete agreement with the funda-
mental observation for continuous fluids that Navier-
Stokes-type hydrodynamics does not exist in two-
dimensional systems.

V. LONG-TIME TAILS

In order to analyze the long-time behavior of the ring
integral R ¥(q,?) in Egs. (4.6) and (4.7) we need the slow
modes of the kinetic propagator [*° (q,t). We therefore

introduce the kinetic eigenvalue problem [24],
L(q,z,)a,(q,c)=0 (5.1)

With the help of Eq. (4.6) it can be rewritten, using ma-
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trix notation, as

e ie(1+0M)a,(g,c)=¢"*"a,(g,c) . (5.2)

Once the eigenvalue problem is solved, it follows directly
from Eq. (4.9) that a,(q,c) is a right eigenfunction of the
propagator, i.e.,

fo(q,t)a“(q,c) ="

We note that 9% lisa symmetric matrix on account of
Eq. (4.6). However, s nonsymmetric, so its left eigen-
function is

a (q,c) . (5.3)

a,(q,c)=e'%a,(q,c) . (5.4)
The spectral decomposition of 10 is then
z,(q)
fo(q,t)‘Za (g,c; qtﬁu(q,cj)
=S a,(ac)e ™ a (e, (55)
u

provided the normalization is chosen such that the Carte-
sian inner product is

b
a,(q)a,(q)=3 a,(q,c;)a,lq,c;)=5, (5.6)

i=1

The eigenvalue spectrum of the b X b matrix ['° contains
(d +1) slowly decaying (‘“soft”) hydrodynamic modes

|

—22‘1 (k,cy)a, (gq—k,cy)e (zuotz.a
k uv

0
(12)12(‘1”)
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with z,(g)~0(z) or O (g?) for small wave numbers (orig-
inating from particle and momentum conservation), and
(b —d —1) rapidly decaying kinetic modes with
z,(q)— —A as ¢g—0, where —A is an eigenvalue of Qv
with 1/A typically on the order of the mean free time ¢,
between collisions. The hydrodynamic modes are linear
combinations of the collision invariants a (c;)=(1,c;).
The eigenvalue problem determined by Eq. (5.1) for the
hydrodynamic modes was solved by Brito, Ernst, and
Kirkpatrick [24] for small g. There are two sound

modes, (c==), a,lg,c)=N,(G-ctoc,)  with
z,(g)=—iqocy—vq?% and (d—1) shear modes
a,i(g,¢)=N,q,;c with z,(¢)=—(7/p)g*, where N, is a
normalization  constant. The  vectors {q,q;,
i=1,2,...,d —1} form an orthonormal set of unit vec-

tors, with q=q/q. Furthermore, ¢ is the sound velocity,
and 717/p and y are the Boltzmann values for the kinemat-
ic viscosity and the sound damping constant for the
LGCA under consideration [24]. Both transport
coefficients include the so-called collision and the propa-
gation part [13,15].

If we restrict ourselves to the long-time behavior
(t >>t,) of the kinetic propagator given by Eq. (5.5) and
the ring integrals of Egs. (4.16) and (4.18), the kinetic
modes in Eq. (5.5) can be neglected. The analysis below
of the ring integral is very similar to the one for the con-
tinuous fluid [12].

Using the spectral decomposition given by Eq. (5.5) the
simple ring integral R ‘©) in Eq. (4.16) can be written as

" (k,cp0a,(qk,cy) (5.7)

where the (uv) summations extend only over hydrodynamic modes. In Appendix B the following identity is proved for

the hydrodynamic modes [to 0(g"]:

_(A=27) ~m
2f(1 G S Qiayleya,lcy) .

1t allows us to write Eq. (5.7), using k=f(1—f), as

leza (c))a,(cy)=

Q112R121 2(q,t 9112_9(1) (0)(‘1’”9(1}1? >

and the ring integrals becomes

(1—=2f)? 1

(0) -
R;(q,t)= 2f(1 e Eza(kc)a (q—k,c;)e

The above expression is essentially the mode-coupling re-
sult. It describes the long-time behavior of the ring in-
tegral for times ¢ large compared to the mean free time
to. For the time-correlation function given by Eq. (4.20)
at times ¢ >>t, one should consistently neglect the first
exponentially decaying term on the rhs of Eq. (4.19) and
set z =0 in the first and last factor of the second term.
Subsequently we substitute Eq. (5.9) into Eq. (4.20), and
obtain the long-time behavior of the Green-Kubo correla-
tion function in the simple ring approximation,

(5.8)
(5.9)
u (k)ﬂv(q‘k)]ta#(k,cj Ja,(q—k,c;) . (5.10)
I
é(1) sz'R(O)(O t)-j
22 | 4,,,(q)|2e @ TH@ (5.11)
q mwv
The amplitudes are given by
A4,,(q)=(1-2f) 2](0 u(a,¢)a,(—q,c;)
=V NIy (Qe(—q)) . (5.12)
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The result is identical to that of the phenomenological
mode-coupling theory for arbitrary density. It has been
used by Naitoh et al. [9] as the starting point for calcu-
lating the long-time tails of correlation functions in
LGCA’s. The second line in Eq. (5.12) quotes the expres-
sion of Naitoh et al., where

Y@ =3 a,(a,¢)n(Q)/V Xy

(5.13)
X =V N (@ (—a))=F(1—f) .

A discussion of this result is given in the next section.

VI. CONCLUSION

This paper presents a kinetic theory description for
fluid-type LGCA’s that includes correlated collisions,
which are absent in the mean-field-type Boltzmann equa-
tion. From these extensions we have obtained a number
of interesting results.

(i) Time-correlation functions at time ¢ =2 are exactly
given by the Boltzmann-equation result, Eq. (3.11), pro-
vided the periodic box, containing the particles, is more
than two lattice spacings wide in any space direction.

(ii) Due to the severe restriction of isotropy of fourth-
rank tensors there exist only quasi-3D isotropic LGCA’s,
the so-called FCHC models [13,14], which are defined on
a 3D slab, two lattice spacings wide in the fourth (un-
physical) dimension. The geometric correlations given by
Eq. (3.16), observed as deviations from the Boltzmann-
equation result, appear to be finite-size effects related to
the unphysical fourth dimension. The general formula
for an arbitrary (d —1) dimensional slab is given in Eq.
(3.16) and the explicit evaluation for a 1D strip is given in
Appendix A. In a planned separate paper [25] this result
will be extended to the velocity-correlation function of a
tagged particle and compared with the available 3D com-
puter simulations.

(iii) Within the approximation of the ring kinetic equa-
tion we have calculated the current-current correlation
function given by Eq. (4.20) in terms of the ring collision
integral, Eq. (4.16). This integral has been evaluated nu-
merically [23] for the triangular lattice-gas models, not
only at short and intermediate times (¢t =1,2,...,20),
but also for asymptotically long times (say ¢ >20), where
the numerical results approach the long-time tails 1/¢ de-
rived in Sec. V.

(iv) The phenomenological mode-coupling theory, Egs.
(5.10) and (5.11), for LGCA’s has been derived from the
fundamental microscopic theory, using the methods of
kinetic theory.

We next make a number of comments and conclusions
on the mode-coupling results for LGCA’s. The kinetic
theory derivation of the long-time behavior in LGCA’s,
as presented here, gives a much stronger result than in
the case of continuous fluids. This LGCA kinetic theory
result is valid for arbitrary density and identical to the re-
sult of the phenomenological mode-coupling theory. In
continuous fluids, however, the corresponding kinetic
theory derivation of Eq. (5.11) is only valid in the limit of
low densities [12]. The mode-coupling result, Eq. (5.11),
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gives the well-known long-time tails ¢ ~¢/2 that have been
discussed extensively in the literature [7—11] and are in
good agreement with computer simulations of LGCA’s
for the VACF. For a further discussion of its conse-
quences we refer to the literature [7-11].

In the derivation of the mode-coupling theory one
needs to solve a kinetic eigenvalue problem defined by
Eq. (5.1). Here we have restricted ourselves to modes
that become soft [z,(q)—0 as ¢—0]. In the analysis of
Brito, Ernst, and Kirkpatrick [24], it was shown that
there exist in many LGCA’s additional spurious modes,
for which the real part of z,,(q) becomes soft, when g ap-
proaches special reciprocal-lattice vectors, usually locat-
ed at the corners of the Brillouin zone. These modes
must be included in the mode-coupling formula, Eq.
(5.10). The present analysis can be simply extended to in-
clude such cases. The spurious soft modes give rise to ad-
ditional long-time tails [11].

Finally it can be shown, starting from the spectral
decomposition given by Eq. (5.5) and using an analysis
similar to the one in Sec. V for the two-mode contribu-
tions, that the ring integral R‘* in Eq. (4.18), involving A
one-particle propagators, reduces to a long-time result
similar to (5.10), involving A slow modes instead of just
two. The leading long-time tail, however, is only deter-
mined by the two-mode terms. The three-mode contribu-
tions (A=3) yield a subleading tail ~¢ ¢,
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APPENDIX A

In this appendix we use Eq. (3.17) to calculate at time
t =2 the correction to the Boltzmann value of the stress-
stress correlation function for a quasi-one-dimensional
strip of the FHP-I model. To this end we define the

correlation function
#(=3"T;(q=0,0)j\" , (A1)

with j; a momentum flux. For a two-dimensional system
there are two independent fluxes,

jE’l )= Cix ciy (A2a)
iP=Hci—c2), (A2b)

and we note that for a spatially isotropic two-dimensional
system one has ¢'"(t)=¢*(¢). However, it is clear that
for the finite 2D system shown in Fig. 1 one does not
necessarily have ¢'V(¢)=¢?(z).

The second term in Eq. (3.17) gives the correction to
the Boltzmann value of the stress-stress correlation func-
tion at ¢ =2. We define this contribution by 8¢(2). The
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Egs. (3.17) and (A1) and the discussion below Eq. (3.17)
gives

8¢ (2)=4f (1= NGPOZP+(POF?] .

(A3)
The matrix elements Q{2 7% in Eq. (A3) have been tabulated

in Ref. [15]. Using these results yields
8¢'"(2)=0
3¢ P(2)=18f31—f)°.

(Ada)
(A4b)

APPENDIX B

In this appendix we indicate how Eq. (5.8) can be de-
rived for a general LGCA. We begin by considering a
particular binary collision, labeled a, operator for parti-
cles with velocity i and j for a generic b-bits LGCA,

b _ b _
L= \11 fr |f2— |\ 1L 7o |fif ;- (B1)
I1#i, j I#ij
Here f,=1—f;, fi=f(c;) is a general nonequilibrium

single-particle distribution function and the asterisk
denotes post-collisional velocities. The factors f in Eq.
(B1) enforce the Fermi exclusion rule. For reasons that
will become clear, we next define

F=1 (B2a)
fi’
so that Eq. (B1) can be written
b
I/ = [H fi |(F*F} —F,F;) . (B2b)
1
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Next, let us suppose that f is a (fermion) local equilibri-
um distribution of the form

(LE)— 1
fi 1+exp(b-a;) B3
Here a; (=1 or c;) is a collision invariant and b is the
thermohydrodynamic  variable conjugate to a;:
b=b,,+8b ={v,y} with v proportional to the chemical
potential, ¥ proportional to the macroscopic flow veloci-
ty, and b, is the equilibrium value of b.
To obtain a useful identity we use that I\ vanishes if f
is replaced by £ as can be seen by using momentum
conservation, and

FtB=exp(—b-a;) . (B4a)
This gives
(=0 (B4b)

We next use Eq. (B3) in Eq. (B2) and expand in powers of
8b. To zeroth and linear order only trivial identities are
obtained. To quadratic order one finds

*
(aw witay i v,J —a

=—(a +a

—a

wi%v,i u,jav,j) '

—a,;a,;—a,a,;) . (B5)

’l,] Vl ui%v,j 2% Rl 274

To make use of Eq. (B5) we relate this equation to the
expansion given by Eq. (2.7). For our particular (ij)
binary collision the operator Q! in Eq. (2.7) is given by

QOSf;=f (=P X8fF+8fF—8f,—8f;) . (B6)

Similarly, the operator Q{3 for the binary collision (ij) is

QRS 8f=—f(1—f)P°~* [Zka ](Sf, +8f; —8f,—8f))

+ A=A BFF P+ (B P —(8f )P~

Now let us suppose that §f is a collision invariant. The
first term on the rhs of Eq. (B7) then vanishes due to the
conservation laws. The second term on the rhs of this
equation is proportional to the linearized collision opera-
tor given by Eq. (B6). Similarly, Eq. (B5) can be used to
relate the final term on the rhs to Eq. (B6). Combining
these terms yields

(8 1+ =)0 ~HEf 8 —8f:8f;)

(B7)

_(1=2f)
2f(1 f) Q a (ci)a‘v(cl) . (Bg)

Summing over all possible binary collisions then proves
Eq. (5.8) for this type of collision. The same considera-
tion can be used to prove Eq. (5.8) for triple- and higher-
order collisions.
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