PHYSICAL REVIEW A

VOLUME 29, NUMBER 5

MAY 1984

Decay of the direct correlation function in linear lattice systems

M. Robert
Baker Laboratory, Cornell University, Ithaca, New York 14853
(Received 2 September 1983)

The direct correlation function of the one-dimensional lattice-gas (Ising) model with nearest-
neighbor and next-nearest-neighbor interactions is calculated exactly. It is shown that, depending
on the strengths and signs of the coupling constants, the direct correlation function can either have
a finite range equal to that of the interactions, or decay exponentially in a monotonic or oscillatory
fashion. At the critical point, which occurs at zero temperature, the direct correlation function is
found in all cases to have exactly the range of the interactions, while its values become unbounded;
this is in contrast to earlier nonrigorous results. The second moment of the direct correlation func-
tion is found to diverge at the critical point, in the neighborhood of which it becomes proportional
to the correlation length of the density (spin) fluctuations, confirming a prediction of scaling theory

in one dimension.

I. INTRODUCTION

The direct correlation function, introduced by Ornstein
and Zernike'! in 1914 in their study of the scattering of
light by fluids near their critical point plays a central role
in the statistical mechanics of both uniform*® and
nonuniform?® classical systems.

The motivation for introducing the direct correlation
function was to describe the long-ranged density fluctua-
tions of a near-critical fluid in terms of correlations
which, like the molecular interactions themselves, would
remain short ranged in the critical region.

Ornstein and Zernike originally assumed that at the
critical point of a three-dimensional fluid the Fourier
transform of the direct correlation function is analytic at
the origin, which amounts to assuming that in real space,
the direct correlation function is a bounded function
which is either of finite range or decays exponentially.

That such a property of the direct correlation function
cannot hold in general was established by the exact results
for the pair correlation function of the two-dimensional
lattice-gas (Ising) model with nearest-neighbor interac-
tions,® which imply that at the critical point, the Fourier
transform of the direct correlation function is not analytic
at the origin, although the precise nature of the asymptot-
ic decay in real space of the direct correlation function of
that model is not known.

In a series of studies of one-dimensional lattice or con-
tinuum models with nearest-neighbor interactions,*~’
Percus has shown that the direct correlation function has
always exactly the range of the interactions. Similar exact
results hold for the spherical model and the ideal Bose gas
in any number of dimensions®® and, as is well known, for
the one-dimensional fluid of hard rods.!'® Their validity
has recently been extended by Percus to Baxter’s model of
sticky hard rods.®

In this paper we study the decay properties of the direct
correlation function of a somewhat more complex linear
system, the one-dimensional lattice-gas (Ising) model with
both nearest- and next-nearest-neighbor interactions.

In Sec. II, we present the results of the calculation of
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the pair correlation function of the model. In Sec. III, the
expression of the pair correlation function obtained in Sec.
II is used to calculate the direct correlation function. The
decay properties of the direct correlation function are
determined in Sec. IV in terms of the nearest- and next-
nearest-neighbor interactions and of the temperature. In
Sec. V, we analyze the critical behavior of the direct corre-
lation function and that of its second moment. Section VI
concludes this paper with a summary and a discussion of
the results.

II. PAIR CORRELATION FUNCTION

It is straightforward, although lengthy, to calculate, us-
ing the transfer-matrix method, the exact expression of
the pair correlation function of the one-dimensional
lattice-gas (Ising) model with nearest- and next-nearest-
neighbor interactions. Since this calculation had already
been carried out by Stephenson,!! we shall not present our
detailed calculations but only quote the final result.

In the Ising transcription of the lattice gas we have
spins 11 located at the lattice sites. We shall denote by J;
and J, the interaction energies between a pair of nearest-
neighbor spins and a pair of next-nearest-neighbor spins,
respectively, and by A( |n |) the pair correlation function
between spins located at sites an integer distance
|n |[nE€Z, the set of all (positive and negative) integers,
including 0] apart.

The interaction energy Uy for a configuration {s} of N
spins sy, . .., Sy is

N N
Un({s)=J1 3 sisis1+J2 D, SiSia

ip=1 i=1

with periodic boundary conditions s, y=s; for all k.
The corresponding pair correlation function is

—Un({s})/kgT
> sospe w({s))/ky

hy(|n )=

o~ UNs)/kgT n70

{s}
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with kp Boltzmann’s constant and 7 the absolute tem-
perature.
At the thermodynamic limit we find

h(|n )= lim hy(|n|)

—Ky|n |

—ae " 4 ge , |n|=0 @.1
with
ki=—In(u /A),
Ky=—In(p_/A), (2.2)
a=+(1+e),
and
B=+(1—¢),

where, in terms of the dimensionless coupling constants

/IEJl/kBTand fZEJz/kBT,
K—_—efz[coshfl+(sinh2f1+e_4/2)l/2] ,
ps=e” sinh £ +(cosh £ —e " 2)172] | (2.3)

and
_1_ sinh(2/1)
2 [(sinh2/1-+—e—4’(2)(cosh2/1—e—‘WZ)]I/2

€=

III. DIRECT CORRELATION FUNCTION

The direct correlation function c¢(|n |) is defined in
terms of the pair correlation function A(|n |) by the
relation?®
(| nD=c(|n|)++ 3 h(|n—n'])(|n’']).

n'ez

(3.1

Relation (3.1) is the discrete version of the more fami-
liar Ornstein-Zernike relation appropriate to spatially uni-
form continuous systems:'

h(|r=c(|r+p [ h(|r—r (|7 )dr',

where |r| denotes the distance between two particles
separated by the vector » and p is the average density. The
factor 5 appearing in the right-hand side of (3.1) is the
density p of the lattice gas in the absence of an external
field, in which a particle is present or absent in a given
cell with an equal probability of 5. Defining the discrete
Fourier transforms

hig)=3 h(|n|)e

neZ
and (3.2)

Ag)= 3 cl|n])em,
neZ
relation (3.1) becomes
é*(q):—-%h(Tq)—— .
2+hiq)
Using expression (2.1) for A( | n | ) gives for h(q)

(3.3)
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R=h0)+ 3 emae ™" 17"y (34

n€Z
n+0
where the term £(0)=h(|0|)=h(n =0) has been separat-
ed from the sum.
h(|n|) is related to the distribution function g( |n |)
by h(|n|)=g(|n|)—1, and g(n) is proportional to the
probability of finding the spin at site n in a given state
given that the spin at the origin is in that same state. But
in the Ising model two spins cannot lie on the same lattice
site, so that g(0)=g(|0|)=g(n=0)=0 and therefore
h(0)=g(0)—1=—1.
The sums in (3.4) are readily carried out with the result

K
e 'cosq—1

hlg)=—1+2a
e —2eK‘cosq +1

K
e “cosq —1

+2B ) (3.5)

e _2¢ “cosq + 1

where we have used 4 (0)= —1.12
Inserting (3.5) into (3.3) gives

a,+bcosq +c;cos’q

clg)=2 a,+b,cosq +c,cos’g 6.6
with
ay=—e T2 _(142B8)e™ — (14 2a)e™
—1=2(a+p),
by 21 +a)e™ L 21 4 Bl
+2(1+a+2B)e" +2(1+B+2a)"?
c1————4(1—}—0:-{—B)e“1+"2 , 3.7

L (1 2B)e™ - (1—2a)e ™21,

K1+2K2+2(B_1)e
+2a+28—1)e " +22a+B—1)",

cy=4(1—a—B)e 1.

ar=

261+,

by=2(a—1)e

These expressions can be rewritten by using the fact
that a=1—p3, which follows from (2.2). We find

ar=—e 2 _(142B)e™1 —(3—2B) -3,

bi=22—Be T2 21+ B 1T
+2(24+B)e 1 +2(3—B)e"?

cy= —geM1t ,

ay=e T L (1-2B) e —e™)—1 (3.8)

by=—2Be T2 L2 (B—1)e 1"

+2Be 1 +2(1—B)e"?

CZ=O »

so that (3.6) reduces to
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a; +bcosq + ¢ cos?
1 1€08q +C; q (3.9)
a,+b,cosq

lg)=2

with ay, by, ¢y, a3, and b, given by (3.8).

We remark that in (3.9) the numerator cannot be a mul-
tiple of the denominator because this would turn ¢(g) into
the form a| + b cosq, and would imply
~ ay+bicos
hig)= 2_.___1_7_.1_’_._q_.__ s
2—a]—bjcosq
which is incompatible with (3.5) when #,; and #, are
nonzero.

IV. ASYMPTOTIC DECAY

It is apparent from expression (3.9) for é(g) that the de-
cay properties of the direct correlation function c¢(|n |)
for |n | — o will be determined by the nature of the root
of the equation

a,+bycosqg=0, 4.1

where a, and b, are defined in (3.8). According to (3.8),
a, and b, are functions of k,, k5, and 3, and these are all,
in turn, because of (2.2) and (2.3), functions of J;, J,, and
T. We will find it more convenient to view a, and b, as
functions of J,, J,, and T rather than as functions of «,
K, and fB.

If there are values of the couplings J; and J, and of the
temperature T which are real and are such that the term
b,=b,(J,J,,T) vanishes, then (3.9) will become

8g)= ;2—(a1 +b,cosq +c cos’q)
2

2 €1 Ci
=— |a;+——+b;cosq+—cos2q | . 4.2)
aj 2 2

Viewed as a function of the complex variable g, é(g) is
then an entire function and comparison of (4.2) with (3.2)
shows that ¢(|n | )=0for |n | >2. Because c(|n|) can-
not vanish for |n | <2 when T is finite (see remark at the
end of Sec. III), it then follows that c¢( |7 |) has exactly
the range of the interactions.

If, on the other hand, there are no real values of the
coupling constants J;, J, and of the temperature T such
that b,=b,(Jy,J5,T) vanishes, then ¢(q), viewed as a
function of the complex variable g, has a pole given by the
root of (4.1) and ¢( | n | ) will no longer vanish identically
for |n| >2.

The remainder of this section is devoted to the discus-
sion of these two cases b, =0 and b,740.

A. Case bz(-’],-’z, T)=0

In order to discuss the equation b, =0 in terms of the
couplings J; and J, and of the temperature T, we first
rewrite b, as given in (3.8) by using the expressions for
and k; as given in (2.2). The equation b, =0 then becomes

2 2
B v -2 gL ya-p-L o,
M My My M

which can be reexpressed as
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MBus+(1—Pu_l=pip_[Bu_+(1—Buy]l. @43

Using the expressions for A, u4, and B given by (2.2)
and (2.3), we find that (4.3) can be rewritten, after some

algebra, as
x(x2= DV x¥x2—1)4p(1—p)172
—(x2=p)?[x +(x?—14y)'?]=0, (4.4)
where we have introduced
x =cosh ¢ (4.5)

and

—4
y=e 4

Observing that x >0, and discarding the solution x =1

which corresponds to # =0, i.e,, to T= + «, wWe see that
Eq. (4.4) is equivalent to

[x2x2—=1)+y(1—p)]"*—(x2—p)/2=0,

that is, to

xH(x?=2)=p(y—2). (4.6)
The only solution of (4.6) is

x2=y, 4.7)

since the equations x>=y —2 and x?—2=y are incompa-
tible.
With (4.5), result (4.7) reads

cosh g =e 72,
or, equivalently,
cosh(J, /kBT)ze—uz/kBT. (4.8)

For a given finite nonzero value of the temperature T, this
equation will admit a solution J; in terms of J, (or vice
versa), provided that J; and J, satisfy 0>J,> —+ |J; |.
Alternatively, and perhaps more naturally, Eq. (4.8) can
be viewed as an equation for 7, given J; and J,.

It remains to determine the behavior of the other terms
ay, by, by, and a, of é(q) [see (4.2)] when condition (4.8) is
met.

We first note that when (4.8) holds, we have, according

to (2.3),

sinh £,
He=t-= (cosh 7 )!/?
and it follows, using (2.2), that
Kj=K,=k=In cosh/l—{—%—]—lﬁ (4.9
With (4.9), we then find from (3.8) that
at=a;(kj=k=K)=—e* —4e*_3
b} =b,(ky=Kk,=kK)=2e"(3e*+5) , (4.10)
¢l =c|(k;=Ky=K)=—8e™,

so that the numerator of é(g) is well behaved when (4.8)
holds.
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Concerning the term a3 =a,(k;=kKk,=«), we must
evaluate [see (3.8)]

a3 = lim [e™"2 4 (1-28) ™ —e™)—1]
Kl-—->K2
—e*_14 lim [(1—28)e™1—e™)].

Kl—-sz

—4
As Kk,—k,, cosh # —e h—»O, so that B— o [see

(2.3)] and e”'—e*2—0, and, consequently, a3 appears in-
determinate. But we have, using (2.2) and (2.3),

1
(COShzfl —e _4/2)1/2

~

and
2 2 —4
e™—e™~(cosh’ g —e )12
so that a3 is actually a finite constant. A detailed calcula-
tion shows that

a3 = [coth #+(1+4coth? #)1/2]*—1

coth?
—4?—115;%{ 3COSh2f1——1
COs. 1

+2cosh £ [cosh(2,7)]'?} .

(4.11)

We have therefore found that when the couplings
J1, J,, and the temperature T are related to each other by
Eq. (4.8), the Fourier transform £(q) assumes the form

I I ci

— 1+7+b1cosq+—2—cos(2q) (4.12)

with a}, b}, ¢}, and a} given by (4.10) and (4.11).
Equations (4.10) and (4.11) show that all coefficients

appearing in (4.12) are nonzero so that, comparing (4.12)

with (3.2), we have shown that if condition (4.8) holds,

then

c(|n|)=0 forall |n|>2
and
c(|n|)0 for |n|=0,1,and 2. (4.13)

In other words, the range of c¢ is exactly that of the in-
teractions, neither longer nor shorter.
It may also be noted from (4.10) and (4.11) that

2 | ., cl
c(0)= a ; a; + P
is always negative, whereas c(1) is always positive. These
properties of ¢(|#n | ) may be compared to the results ob-
tained by Percus®® for the Ising model with nearest-
neighbor couplings only, where c(0) is always negative,
whereas c(1) is always positive, just as they are here.

When condition (4.8) holds, i.e., when, for given J; and
J, satisfying 0>J, > —~ | J; |, the temperature T crosses
the value T* defined by
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*
cosh?(J; /k}gT")=e4|J2 | 7ksT

b

then the eigenvalues u, and u_, given by (2.3) change
from real to complex, or vice versa, depending on whether
the temperature is increasing or decreasing. Correspond-
ingly, the decay lengths ki ' and ;! also change from
real to complex, or vice versa, and the asymptotic
behavior of the pair correlation function 4( | n |) changes
from a monotonic exponential decay to an oscillatory ex-
ponential decay. This temperature 7* at which this
change in the nature of the decay of the pair correlation
function takes place was named a disorder point of the
first kind by Stephenson.!! However, it must be stressed
that no singularities occur in the thermodynamic func-
tions or in the correlation lengths at T="T*.!!

B. Case bz(Jl,Jz, T)—‘,&O

When b,=40, the function &(g), considered as a function
of the complex variable g, is no longer analytic in the
whole g plane. This is because when b,540, the denomina-
tor of &(q), which is equal to a, + b,cosg, vanishes when

(4.14)

q=q* =arccos
2

Consequently, £(q) has a pole at g =g*; this pole is simple
provided that |a,/b, | 1.

The nature of the asymptotic decay of the direct corre-
lation function ¢( |n |) is determined by the location of
the pole ¢* in the complex plane. It follows from the
Paley-Wiener theorem that if ¢* has a nonzero imaginary
part, c( | n | ) will decay exponentially as |n | — oo. Three
cases may occur.

In the first case, if ¢* is pure imaginary, c(|n|) will
have a monotonic exponential decay, the decay length of
which is equal to 1/ | Img* |.

In the second case, if ¢* has both a nonzero imaginary
and a nonzero real part, ¢( |n |) will also decay exponen-
tially as |n | — o, but the exponential tail will exhibit os-
cillations.

Finally, if ¢* is pure real, i.e., if &(q) has a pole in the
interval (0,27), ¢(|n |) no longer decays exponentially
and special care is required in calculating the Fourier in-
verse of £(q), which is defined by

27 .

e(|n|)= fo dq e "'"¢(q)
2 .

= [, dgemetq),

where we have used the fact that £(gq)=¢(—q).

Whether ¢* is real or complex will depend on the
strengths and signs of the coupling constants J;,J, as well
as on the value of the temperature 7. When J,, J,, and T
are such that

(4.15)

—4J,/kyT

cosh®(J;/kgT)—e >0, (4.16)

examination of (2.2) and (2.3) shows that «; and S are real
and that k, is complex with ¢"? real negative. It then fol-
lows from expressions (3.8) determining @, and b, that
both a, and b, are real when condition (4.16) holds.
Alternatively, viewing inequality (4.16) as a condition
for the couplings J; and J, to be fulfilled for all values of
the temperature 7, we may replace it by the simpler con-
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dition
Jy>0, forall Jy .
When condition (4.17) holds, the pole ¢g* given by (4.14)
is either pure real or pure imaginary. This is because

when (4.17) is satisfied, a, and b, are pure real, as we
have just seen, and the identity

(4.17)

Im cosq* = —sin(Reg* )sinh(Img*)=0 (4.18)

implies that either Reg* =0 or Img* =0.

We will now show that when condition (4.17) holds and
when T0 (the case T =0 will be treated in detail in Sec.
V), then necessarily
a

by

The proof of this property is based on a reductio ad absur-
dum. Assume that inequality (4.19) is violated. Then the
identity

(4.19)

| cosg* | = >1.

Recosg* = —cos(Reg*)cosh(Img*) , (4.20)

together with identity (4.18), implies that Recosg*
= —cos(Reg*), i.e., that g* lies on the real axis in the in-

terval (0,27). Consider next (4.15) which reads, using
(3.9)

2r ay+bcosq +ccos?
c(ln|)=fﬂ1 1€08q +C q

iqnd .
0 a,+b,cosq ¢ra

(4.21)

Since |a,/b, | <1, the integrand has a pole at g* locat-
ed on the open interval of integration. Without any loss
of generality we shall assume that | a,/b, |1, so that ¢*
is a simple pole. We note that there is also a second sim-
ple pole at 27m—g*. The integral (4.21) must be evaluated
by taking its principal value according to Cauchy, which
may be done by indenting the contour of integration and
using the method of residues. We consider the following
closed contour of integration I' in the complex g plane
which consists of the segment I'j=(0, 27), the vertical
segments I’y and I'y given by Reqg=0 and Reg=2m,
respectively, and the horizontal segment I'; given by
Img =gy =const. This contour is pictured in Fig. 1.

P
Imq
I3
a5 <
s Y L P
ol g~ = 2r-q*27

FIG. 1. Choice of contour of integration for evaluating the
principal part of the integral (4.21).
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The integrand in (4.21) is periodic of period 27, so that
the contributions on the two vertical segments, which are
integrated upon in opposite directions, cancel each other.
As we let g¢ tend to infinity, the contribution to the in-
tegral from I3 becomes vanishingly small because of the
factor

eiqn:ei(Req +ilmg)n

—einReq, —4o" .

Since the integrand has no poles inside the closed contour
T, we have!?

c(|n|)=2mi[;Res(g*)+sRes(2mr—g*)] .
The residue at g*, Res(g*), is

, 41 +b,cosq* +c cos’qg* .

PL A
b,sing*
and since sin(27—¢*)= —sing®, we find
a,+bcosq* +c cos’g*

cl|n|)=2mi -
b,sing*

. % . %k
X(eM"n_g—ig*n)

a,+bcosq* +c cos’q*

= —4arsin(g*n) 4.22)

b,sing*

That the result (4.22) leads to a contradiction is most
easily seen by considering the Ornstein-Zernike relation
(3.1) which we rewrite as

cln])=h(|n])=% 3 h(|n—n'])e(|n']). (4.23)

n'€z

Clearly we have 2( |n | ) <M < o, so that
leln D] < 1hn D]+ 20 <o

because £(0)=2k(0)/[2+A(0)] is finite for all nonzero
values of 7. We can therefore take the limit |n | — o of
both sides of (4.23), to get

lim ¥ h(|n—n'|)e(|n'|)=0,

'nl—»mn:ez

so that

lim c(|n]|)=0,
|n] >

in contradiction to (4.22), as we wished to show. Conse-
quently the pole g* of £(q) cannot lie on the real axis, and
must have a nonzero imaginary part. From (4.18) and
(4.20) it then follows that ¢* is pure imaginary and finally
we conclude, by taking a closed contour around ¢* and
applying the residue theorem, that ¢(|n|) has a mono-
tonic exponential decay as |[n | —> oo.

Next we turn to the case where inequality (4.16) is re-
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versed, i.e., where

cosh2(J 7k T)—e 237 <0, (4.24)

We shall again assume 740, the case T=0 being dealt

with in Sec. V. Note that for condition (4.24) to be satis-

fied for all values of T, we must have 0>J, > —+ | J |.
When condition (4.24) holds, examination of Egs. (2.2)

and (2.3) reveals that «; and «, are no longer pure real but

are now complex conjugate. We write accordingly

|

A AZ_ 2ip _ _ —2ip
P (e —e 1251
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(4.25)

with u the modulus of p 4 in (2.3).

To determine the nature of the asymptotic decay of
¢(|n]), we need to know the complex character of the ra-
tio —a, /b, with a, and b, complex. We first determine
the imaginary part of —a,/b,. Using (4.25), we have

b, 2 A3

Multiplying numerator and denominator by the complex
conjugate of the latter and observing that ReB:%, we
find that

Im(az/b2)=0

if and only if
2 4 2

1422 1|2 _2Rreg | |2 42 (1mp)sin(2p)—1 |=0.
N 15 Iz

(4.26)

Clearly the first factor is nonzero and since 2Ref=1 and
A/u>1 (when T5£0) [see (2.3)], so is the second. Noting
that

Im(p?) _Imp, R
sin(2g)= l:+ -2 ,u+2 G+
u
and using
ImB-—i sinh(2,#)
4 (sinh2/1+e“4/2)1/2(_Cosh2/1+e_4/2)1/2

(4.27)

which follows from (2.2) and (2.3), we find, after some
algebra, that

Im(a,/b,)=0

if and only if

e 20 ,
i.e., #2=+ «. But this contradicts the assumption that
cosh? 7| —e e <0, and we conclude that Im(a, /b,) can
never vanish whenever condition (4.24) holds and T is
nonzero.

Finally, we discuss the equation Re(a,/b;)=0. From
the previous discussion of the equation Im(a,/b,)=0, it
may be shown that

Re(a2 /b2)=0
if and only if

3
B (et —emiv) 4 g (eiv_emin)_tpin Koo
p 1 p

[
2 2
2

A
7

A

7

Since, on the one hand, Im3>0 [see (4.27)] and on the
other hand 0 <@ <(7/2) and (A?/u?)—1>0 when T£0,
both terms of the left-hand side of (4.28) are always nega-
tive and consequently (4.28) can never be satisfied. We
therefore conclude that Re(a,/b,) can never vanish. To-
gether with the previous result that Im(a, /b,) never van-
ishes either, this establishes that when condition (4.24)
holds, c¢(|n | ) has an exponential decay which is always
oscillatory.

We conclude this section by discussing the limiting
behavior of ¢(|n|) as T—+ . As T— + w0, examina-
tion of (2.2) and (2.3) shows that both «; and «, diverge, so
that both &, and &, vanish, in accord with intuition. Con-
sequently, we have from (2.1) that as T—+ o,
h(|n|)—0 for all |n|s0. The behavior of c(|n|) is
found from the Ornstein-Zernike relation (3.1) in which
we set | n | 540 and define n''=n —n’, to get

O=c(|n|)+5 3 h(|n"|e(|n—n"])
n"€Z

—2ImpBsing cosp=0. (4.28)

=c(|n|)+5h0)k(|n|)
=zel|n]),

where we have made use of the identity #(0)=—1 (see
Sec. III).

The behavior of ¢( | n |) at the origin is obtained by set-
ting n =0 in (3.1) and making use again of A(0)=—1.
We have

—1=c(0)+5 3 h(|n'|)e(|n'])

n'€ez
=c(0)—5¢(0),

so that
c(0)=-2.

Therefore as T— + «, we get

¢(|n])=0,all |n|50,
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and (4.29)
c(0)=—-2.

The range of the direct correlation function therefore
reduces to naught as the temperature increases without
limit, in accord with one’s expectation. When only
nearest-neighbor interactions are present, precisely the
same exact result (4.29) holds.2®

It may be noted that (4.29) is consistent with the earlier
result (4.13) derived in Sec. IV A; this is because condition
(4.8) is trivially satisfied in the limit as T— + o0.

V. CRITICAL BEHAVIOR

Because the linear model we are considering has finite-
range forces, a phase transition from a disordered to an
ordered state can only occur at T=0.

In the present model, which, for convenience, will now
be discussed in magnetic language, T'=0 is a critical point
for all values of J; and J, except when J,=—+ |J |, the
ground state being ferromagnetic in all cases except when
Jy<—+|Jy|, where the next-nearest-neighbor coupling

2
is strong enough to make the ground state antiferromag-

netic.!!

As the critical point T, =0 is approached, the correla-
tion length increases and at T=0 it ultimately diverges,
the pair correlation function 4( | n | ) assuming the simple
form h( |n|)=1 for all |n| >0 when the ground state is
ferromagnetic, and h(|n|)=(—1)!"!"2 for even n and
h(|n|)=0 for odd n when the ground state is antifer-
romagnetic. But what happens to the direct correlation
function is far from being so obvious.

We shall determine the behavior of ¢(|n |) as T—0"
by examining the limiting behavior, as T—0", of each
term of c¢(|n|) as given by (3.8) and (3.9), and distin-
guishing in Secs. V A and V B the cases where the ground

state is, respectively, ferromagnetic and antiferromagnetic.
I

214,

a1=—~4e4f‘——4e +8e

—32¢ 1TV _3p, 1712y

b

2/, VW pge 1782

b1=4e4/1—8e +8e +8e
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Finally, we discuss in Sec. V C the critical behavior of the
second moment of ¢( |z | ).

A. Ferromagnetic ground state

We first examine the behavior of the denominator of
&(q) as given by (3.9). When J{,J, >0, all quantities, ex-
cept k,, are real; k, is complex because p_ is negative for
J >0 [see (2.2) and (2.3)].

As T—0, e /2 vanishes while cosh#; and sinh ¢
diverge. This suggests expanding all quantities in the pa-

2

—4, . —4
rameter e 7 2 << 1. We find, to first order in e s s

—4g 4
B=4e S1742
—2,—4
el=142¢ 1772

2= _e -2/ ,
from which we calculate a, and b, as given by (3.8). We
obtain
e

27 —4 —47, -8
e/] /2 e /1 f2

ay=4e 244 +4
_ge V1TV _3p, 7817120

3712 g T (5.1)
and
by=—8¢ 12 16717 230,171
—32e V1TV g, TV ImV
from which it follows that
im 22— fim (—te¥ ) _ . (5.2)

T—0t 02 T—0t
Next we turn to the numerator of é(g) and expand all

. —4 .
terms in powers of e 72 We find

4T g1V _goTWITV gm0

(5.3)

—4f =47,

—32e VY30, 1T 6o T2 8, TV 160 244

and

c —8e™ 1162,

Combining (5.3) and (5.2) gives, to leading order,

a 26, +4
2L _ My ,
a
b 4 4
LtV .My, (5.4)
a
and
4
—l—=2e £2

r
Finally, inserting results (5.1)—(5.4) into expression (3.9)
for é(q) gives the desired answer:

Blg) = —271 M2y
T—0+
+2(e2f‘+4/2—2e4f2+2)cosq
+2e4’/2c082q . (5.5)

Comparison of (5.5) with (3.2) shows that the direct corre-
lation function c( | n | ) is given by
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21224 1) for |n|=0

71TV 0 2% for |n|=1
e*? for |n|=2
0 forall |n|>2.

c(|n]) =

T—0+ (5.6)

As T—07, ¢(0), ¢(1), and ¢(2) are all seen to diverge; but
while

c0
Jm D =2, (5.7)
.oc(l)
Tlir{)1+ c2) =+, (5.8

so that as T—0%, ¢(0) and c¢(1) are both of the same
strength, while c(2) becomes negligible compared to either
of them.

It may also be noted that in the present case where
F1572>0,h(|n|)=1at T=0, and therefore

h(g=0)= 3 h(|n|)=+c ,

nez
so that it follows from (3.3) that
&lg=0)=2, T=0. (5.9)

As explained earlier in Sec. III, (5.9) is the special case
p=r of the more general relation’

i‘\(q=0)=p_l ,

which holds at the critical point of a fluid of density p.

Relation (5.9) provides a useful consistency check of the
expressions (5.1)—(5.3) we derived above. From (3.6) we
have

ai+by+c

a,+b,
and from (5.1)—(5.3) we find that as T—0%,
20145,

&lg=0)=2 , (5.10)

a,+b;+cy~4e
and
aj +b2~482/1_4/2 N

so that (5.10) becomes, at T =0,

in agreement with (5.9).
Alternatively, we can use result (5.6) in conjunction
with the relation

€(g=0)=c(0)+2c(1)+2c(2),
which follows directly from definition (3.2), to get

251+45,

&g =0)=—2e —242e*7

27,445,

+2e —4e* 244 420*

=2,

again reproducing (5.9), as it should.

Finally, it will be observed that the case # >0, ¢,<0,
with | #,| < #1/2, which also yields a ferromagnetic
ground state at T'=0, reduces to the case J;,J, >0, which
we have just dealt w1th The reason for thls is that expres-
sions of the form e 2/smhz/ Lore 2/coshZ/ L in
terms of which ¢(q) was expanded, behave, as T—07, as
Te #2721 and therefore vanish as T—0% provided
that *4f2~2f1<0 le that —/2—— |/2| <(/1/2)
And this last condition is precisely that which guarantees
the ferromagnetic character of the ground state.

B. Antiferromagnetic ground state

When |,| > #1/2, examination of (2.2) and (2.3)
shows that the appropriate small parameter in terms of
which ¢(q) is to be expanded near T=0 is of the form
smhzf l/e 2 0r cosh? 7 /e I Both of these behave
as e 21741720 when T—07, and ~*1721 Ganishes,
as T—07%, whenever 27 ,—4|#,]| <0, ie., precisely
when | #,| > 71/2.

In order to determine the behavior of &(g) as T—0,
we shall first need (see Sec. IV) the expansions of A/u,

ImB, e*?, and e*%? in terms of the small parameter
(e it I)2, the notations being those introduced in
(4.25).
We find
__%__1_’_ 1 /1—2!/2|+%62f1_4{/2| ,
u
ImB= 11747 é—e”l‘mh' ) (5.11)
etiv_ (%efl_ZIle—f-i F1—61.,] )
Ti(l— 2/1 'le+%e_4|/2|—%e2’/1~8|/2{) ,
and
ej_—izq;:_(l__;_ez/]—“fz[ +e—4|/2| -—~%82/1—8|/2l)
Ti( e/1—2’/2|_%e3f1—61f2|
+e/1_6[f2|—%63/1_10|le) .
Let us first discuss the denominator of ¢(g). Using
(4.25) and (3.8), we may rewrite a, and b, as
4 2
ay= +2i(1-2B) |[— | sin(2p)—1,
and
1 o | A . Y
=by,=2iB |— | sinp+2iB—sin
202 P P 0 P
— _;f_ e‘@_*_&'_e—l
7 7
For a, we then obtain, using (5.11),
ay=2e"1721721 (5.12)

while the first term of +b, becomes
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':—e2/1_4l/2l—i(1+—;‘e/1_2l/2|) ,

the second
LT 1 32
the third
_“x_e2/1—4ifz\ —i(l—i——;—efl—z‘/zl)
and the fourth
1717200 g L2
so that
b= 17472l (5.13)
Combining (5.12) and (5.13) we get
lim ~2= fim 2¢ 72 g o (5.14)

T—0t 02 T—0t

Consequently, as T—07, the pole of é(q) moves arbitrari-
ly far from the real axis, signaling, just as in the ferromag-
netic case dealt with in Sec. V A [see (5.2)], a strictly finite
range of ¢( | n |) in direct space.

The detailed behavior of c¢(|n |) is determined by
analyzing the terms a;, b;, and c;. It is found that, as
T—07%,

a,=2e/1_2|/2l(l—e/1—2|/2| —62/1_‘”/2') ,

bl=4ef1"2|f7_\(2+e/1—2‘f2|), (515)

and

e =—8(14e"1 721720y

Because

[see (5.14)], expression (3.9) for ¢(q) reduces to (4.2) and
results (5.12), (5.13), and (5.15), when combined with defi-

nition (3.2), imply that

4”217 for || =0

+4—|—2e/‘_21')r2l for |n|=1
2172177 for |n | =2

0 for |n|>2.

c(|n]) =
T—0%t

(5.16)

As T—0%, ¢(1) tends to the constant +4, while ¢(0) and
¢(2) both diverge negatively at the same rate:

.oc(0)
Tlin(;1+ c(2) =2. (5.17)

Result (5.17) may be compared to (5.7), its analog for the
case of a ferromagnetic ground state. Results (5.7) and
(5.17) may be understood intuitively as follows. As
T—07%, the nature of the ground state is determined by
the strongest of the two coupling constants J; and J:
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When the ground state is ferromagnetic, the correlation is
governed by J;, while it is governed by J, when the
ground state is antiferromagnetic. Indeed, in the latter
case, there is no correlation between nearest-neighbor par-
ticles (spins) at 7'=0, so that results (5.17) and (5.7) may
be considered to be similar, the opposite signs reflecting
the opposite nature of the correlation between pairs of
nearest-correlated particles (spins) at 7'=0.

It will finally be noted that although in the present case
T=0 is a critical point, the relation (g =0)=+ does not
hold, in contrast to the situation prevailing in the previous
case [cf. (5.9)]. Indeed, we find here that

a;+by+c
lim &g=0)=2 lim |————
T—0+ T—0t a
=2 lim (—8¢>721="y
T—0%t
- — 00 .

The reason for this result is simply that at 7=0, we no
longer have h(qg=0)= + o, as we did when #>2| 7],
but rather

hig=0= 3 h(|n|)

n€zZ

=—1+42 3
n€Z\ {0}
n even

(_l)ln]/Z’

which oscillates finitely.!*

C. Second moment of the direct correlation function

The second moment A4 of the direct correlation function
is defined by

A=53 c([n]|n|?, (5.18)

n€ez
which is the discrete, one-dimensional version of the ex-
pression of the second moment of the direct correlation
function,
=ﬁ e([rD)|r %%
appropriate to a spatially uniform d-dimensional fluid.

To determine the critical behavior of A4, direct use will
be made of the fact, established in Secs. V A and V B, that
as the critical point is approached, the direct correlation
function acquires exactly the range of the interactions.
Consequently, Eq. (5.18) becomes, as T—07,

A=7[0c(0)42¢(1)+8¢(2)]
=c(1)+4c(2),

with ¢(1) and ¢(2) given by (5.6) or (5.16), depending on
whether the phase transition occurring at T=0 is of the
ferromagnetic or antiferromagnetic type.

When the ground state is ferromagnetic, we find, insert-
ing (5.6) into (5.19),

24 as T—0%
b

(5.19)

Afcrro=e (5.20)
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while when the ground state is antiferromagnetic, we get,
combining (5.16) and (5.19),

25051 0 Tt . (5.21)

Finally, we shall use results (5.20) and (5.21) to test the
scaling prediction that as the critical point of a d-
dimensional system is approached, one should have!’

A=cgtn

A antiferro = — 8e

(5.22)

with £ the correlation length of the spontaneous density
(spin) fluctuations in the system, 7 the critical exponent
measuring the departure from mean-field behavior of the
asymptotic decay of the pair correlation function at the
critical point, and ¢ a nonuniversal constant which de-
pends on the details of the system.

The behavior of the correlation length £ as the critical
point is approached is readily extracted from the above re-
sults. We shall denote the correlation length & by &ferro
(Eantiferro) When the system undergoes a ferromagnetic (an-
tiferromagnetic) phase transition at T'=0.

As we saw at the beginning of this section, the diver-
gence of &g, at T=0 is induced by the eigenvalue ratio
A/u . approaching unity as T—0%. From definition (2.2)
we get

—1
A
gferro: In—
K ferro
and from the result ("")gerro~ 1 +2¢ 7172 which was

derived earlier in Sec. V A, we find

25+45,

gferroz '%"e — + o0 as T—0%. (5.23)

As regards &,niiferro, it follows from definition (2.2) and
results (4.25) and (5.11) that as T—0%,

§antifeno=[ln( 1+ %e/l—z |72 )]_1

92l A2l =1

—>+ w0 . (5.24)

Combining (5.20) with (5.23) and (5.21) with (5.24),
respectively, we get the desired relations:

Aferro= %gfen'o (5.25)

and

(5.26)

A antiferro = — 45 antiferro *

We thus confirm the scaling prediction (5.22) with n=1.
And we note that n=1 is the exact value of the critical
exponent 7) in one-dimensional systems with short-range
forces as follows trivially from the mere definition of 75
and the fact that at T=0, Ago(|n | )=1 for all n and
R antiferro( | 7 l )=0 for |n | odd and Agugiferrol | 2 [)
=(—=1)I"1"2 for |n| even.

It may be mentioned that the scaling prediction (5.22)
has also recently been confirmed, in another context, for
the simpler model of a lattice gas with interactions re-
stricted to nearest neighbors.!® For that model it was
found that (5.22) holds with the nonuniversal constant ¢
equal to 2.
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VI. SUMMARY AND DISCUSSION

We have presented an exact calculation of the direct
correlation function of the one-dimensional lattice-gas (Is-
ing) model with both nearest-neighbor and next-nearest-
neighbor interactions, with special emphasis on its asymp-
totic decay and its behavior near and at the critical point,
which occurs at zero temperature.

Depending on the value of the temperature and on the
strengths and signs of the coupling constants, it has been
found that the direct correlation function can either van-
ish exponentially at infinity, with an asymptotic decay
which is either monotonic or oscillatory, or can have a
strictly finite range which is exactly equal to that of the
interactions. Moreover, we have seen that whenever the
asymptotic decay of the direct correlation function is
monotonic or oscillatory, so is that of the pair correlation
function.!’

A remarkable exception to this similarity between the
asymptotic decay of the direct and the pair correlation
functions occurs when the nearest-neighbor and next-
nearest-neighbor couplings, denoted J; and J,, respective-
ly, satisfy the condition 0>J,> —5 |J; |. In that case,
there is a unique value T* of the temperature T at which
the direct correlation function no longer decays exponen-
tially at infinity, but has a strictly finite range exactly
equal to that of the interactions. For all T <T*, the
direct correlation function has a monotonic exponential
decay while for all T > T, its exponential decay is oscilla-
tory. The same qualitative change in the nature of the
asymptotic decay characterizes the pair correlation func-
tion with the fundamental difference that when T'=T%, it
still decays exponentially,!! unlike the direct correlation
function. The transition in the character of the asymptot-
ic decay which takes place at T* is therefore more pro-
nounced for the direct correlation function than for the
pair correlation function.

At the critical point, which occurs at T=0, the direct
correlation function always has a finite range which is
identical to that of the interactions. This exact result is in
full agreement with one of the central ideas of the
Ornstein-Zernike theory of critical fluctuations, in which
it is assumed that the direct correlation function remains
of finite range at the critical point.

However, while the range of the direct correlation func-
tion reduces to that of the interactions as the critical point
is approached, at the same time the values assumed by the
direct correlation function become unbounded.

That is to say, at the critical point, particles (spins)
which do not interact directly through the interaction cou-
plings are also no longer “directly” correlated, while those
particles (spins) which do interact directly become infi-
nitely strongly ‘“directly” correlated. In contrast to its
strictly finite range at the critical point, the unbounded-
ness of the direct correlation function at the critical point
does contradict another central assumption of the
Ornstein-Zernike theory according to which, at the critical
point, the direct correlation function admits a Fourier
transform which is analytic, and therefore bounded, at the
origin.

The second moment of the direct correlation function
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has been shown to become increasingly large as the critical
point is approached, ultimately diverging at the critical
point itself. Moreover, the second moment of the direct
correlation function has been found to diverge proportion-
ally to the correlation length of the spontaneous density
(spin) fluctuations, confirming a prediction of scaling
theory in one dimension.

That the second moment of the direct correlation func-
tion of a system exhibiting nonclassical critical behavior
diverges at the critical point had been proposed by
Green.!®® But in the present model this divergence does
not occur by Green’s mechanism, according to which the
divergence of the second moment of the direct correlation
function is due to the slow asymptotic decay of that func-
tion, predicted!®® to be inversely proportional to the dis-
tance squared in one dimension. As the present exact re-
sults demonstrate, the divergence of the second moment of
the direct correlation function is not induced by the
change of the asymptotic decay of that function from an
exponential to a power-law-like form, but rather by the
values of the direct correlation function itself which be-
come unbounded at the critical point, while at the same
time the range of the direct correlation function becomes
equal to that of the interactions. It should be observed
that such lack of boundedness of the direct correlation
function is not a priori prevented by the definition of this
function: The direct correlation function lacks the obvi-
ous physical interpretation of the usual pair correlation
function and is, in particular, not restricted to remain fi-
nite, since it is not, unlike the pair correlation function,
defined as a probability.

Clearly, the exact results obtained here cannot ade-
quately describe all the details of the behavior of more
realistic systems. First, in real systems, the oscillations in
the tail of the pair correlation function are induced by the
hard core of the molecules. But in the present model, the
oscillations in the tails of the pair and direct correlation
functions are not produced by the hard core, which is here
trivially imposed by the lattice rather than by the particles
themselves,!® but by the differing signs of the coupling
constants. Evidently, in lattice systems an extended core
is necessary to imitate the hard core of a real particle.?’
Second, it should also be recalled that the interactions in
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real systems often decay like power laws at infinity, so
that the monotonic or oscillatory exponential asymptotic
decay discussed above will not be seen in these systems in
the truly asymptotic regime.?!

It appears reasonable to assume that the results found
here should remain valid in more general linear lattice sys-
tems with finite-range interactions and, on the basis of
universality, one may also conjecture that the critical
behavior found here may also be that of linear continuous
systems with finite-range interactions. It would also be
interesting, following the studies of Percus,’~7 to see
whether or not the results found here are affected by the
presence of an external field.

Further rigorous work on models exhibiting nonclassi-
cal values of the critical exponents will be required to
know whether the properties of the direct correlation
function described above are restricted to one-dimensional
systems or whether they do have a more general validity.

It may be mentioned that for Ornstein-Zernike systems,
in which the direct correlation function c(n) is related to
the intermolecular potential ®(») by

c(n)~— d(n)

kgT
for all values of the temperature, Stell has shown®22 that
for one or two dimensions of space and for ®(n) restricted
to nearest-neighbor molecules, ¢ necessarily becomes un-
bounded at the critical point which must then occur at
zero absolute temperature.
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