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Magnetic systems of lattice dimensionality d are considered, with interaction strength J in d lattice
directions and RJ in the remaining (d-d) directions; recent experimental work on
quasi-one-dimensional and quasi-two-dimensional systems are germane to the cases d =1, 2, respectively
(and d = 3). Rigorous relations are established for the first few derivatives with respect to R of the
susceptibility x (R), the second moment of the correlation function p,(R), and the specific heat
C 4(R). These results permit detailed statements about the coefficients in the expansions of x (R),
1(R), and C 4(R) in Taylor expansions in R about the d -dimensional limit (R = 0), and thus
permit estimates concerning the temperatures at which each of these functions exhibits significant
departures as T — T} from its high-temperature d -dimensional behavior. These are the first estimates
of the “crossover temperature” at which the system crosses over to d-dimensional behavior from its
limiting high-temperature behavior (at which the weak interactions RJ are ineffective compared to the
strong interactions J in the d lattice directions). In particular, they emphasize the fact that the
crossover temperature depends upon the function being considered as well as upon the system and the
value of R. These results also give strong support to the generalized scaling hypothesis in which R is
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scaled.

I. INTRODUCTION

An extremely large number of real magnetic ma-
terials'™ are not “directionally isotropic” in the
sense that the coupling strengths in all lattice di-
rections are not identical. Many systems display-
ing such lattice anisotropy are described by special
cases [e.g., Egs. (1.2), (1.3) and Fig. 1] of the
general interaction Hamiltonian

seld,d)=- 23 J;; 8§ -R T J;;8 . §.
uj=uj Gi#;l
(1.1)

Here the d-dimensional lattice vector T = (x;,%5,+..,
x7) is partitioned into a (d-d)-dimensional vector
U= (xy,%p, - =+, %5q) and a d-dimensional vector v
= (X3-gs1y + -+, %3), and T'= (4, V). The first summation
is over pairs of magnetic sites whose relative dis-
placement vector T;; = (j; - 4;, 0) has no component
in the directions V= (Xgg.q, « - , ¥7), While the second
summation is over pairs of sites for which v; #v;.
The “spins” S’ of (1.1) are D-dimensional unit
vectors, so that D=1, 2, 3, and © correspond to
the S=31Ising, classical planar, classical Heisen-
berg, and spherical models, respectively.®'®

Although many of the theoretical results of this
paper are valid for the general Hamiltonian (1.1),
a principal motivation of the authors has been in-
terpretation of the plethora of recent experiments!™
(pioneered by Birgeneau, Shirane, and others), on
quasi-two-dimensional and, most recently, on
quasi-one-dimensional systems. These cases,
sketched in Figs. 1(a) and 1(b) respectively, corre-
spond to d=2 and d=1, respectively, in (1.1), with,

8

of course, d=3. Four particular examples are the
following:

(i) Quasi-two-dimensional magnets,® many of the
K,NiF, structure, have d=3, d=2, and R~ 10~ or
smaller.

(i) The very recently discovered quasi-one-
dimensional? magnet (CD;),NMnCl, has d=3,
d=1,

(iii) The familiar “three-dimensional” Heisen-
berg ferromagnet CrBr; actually possesses con-
siderable lattice anisotropy, with d=3, d=2, and
R~0.06.°

(iv) It has recently been proposed? that the meta-
magnet FeCl, is describable by a spin S=1 Ising
Hamiltonian with d=3, d=2, and R=-0.05.

For a simple cubic (sc) lattice, if we further as-
sume that one can neglect all coupling strengths ex-
cept those between nearest-neighbor pairs of sites,
then the Hamiltonian (1.1) reduces for quasi-two-
dimensional [Fig. 1(a)] and quasi-one-dimensional
[Fig. 1(b)] systems, respectively, to

Xy - -> Z, - -
(2, 3)=—Jis§”’- S _RJ 2282.8” (1.2
Li§> Li5>
and
Z - (D ¥ -, -
5(1,3)=-J 22 8. S} '_RID sP . §®
<if> <ij> (1 3)

For the sake of simplicity, some of the proofs pre-
sented below are carried out in detail for the Ham-
iltonian (1.2) rather than for (1.1). Note that (1.2)
reduces to (1.3) when J -~J/R and R -,

A most dramatic finding of the earliest detailed
neutron scattering experiments!® (which were on
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FIG. 1. Schematic representations of (a) quasi-two-
dimensional lattice (=2, d=3), and (b) quasi-one-dimen-
sional lattice (d=1, d=3). Here the solid lines indicate
interaction bonds of strength J, while the dashed lines in-
dicate bonds of strength RJ with R<<1. For the graphs
in Figs. 2-5, the RJ bonds are indicated by a heavy solid
line rather than a dashed line,

systems with d=2 and small R) was that well above
the critical temperature T.=T.(R), the system dis-
plays behavior that is essentially d dimensional.
This is intuitively plausible since well above T.(R),
the correlations between the moments are governed
by the stronger interactions J so that the order will
begin to appear in these directions first; only as
one gets close to T.(R) will the correlations arising
from the weaker interactions RJ (in the remaining
3 - d lattice directions) begin to manifest them-
selves, and accordingly the system will cross over
from d-dimensional to three-dimensional behavior
as T-T.R).

This crossing over is of course not infinitely
sharp, and hence the frequently used term “cross-
over temperature,” T,(R), is somewhat of a mis-
nomer. Infact, the crossover from d-dimensional
to three-dimensional behavior begins, literally, at
infinite temperature and is not complete until T
=T(R). However, we shall see that it makes sense
to speak of a crossover region T4(R)= T= Tx(R)
defined such that within it “most of the crossing
over” takes place. Clearly T4(R) and Tg(R) will
depend upon the accuracy of one’s measuring in-
struments and, as we shall see, upon the function
being measured. (See the discussion in Sec. VIC.)

The crossover behavior has been a well-estab-
lished experimental fact, ! but apart from scaling-
type arguments, "~® little has been done to attempt
to understand this fact. Actually, the crossover
region has never been defined precisely. A first
purpose of this work is to provide a practical and
useful definition of this region. This purpose is
achieved by considering the expansion with respect
to the anisotropy parameter R of the function in
question. For example, for the reduced suscepti-
bility Y(R) = X(R)/XCurio(R)’
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X(R)=X0(0)+X1(0)R +X2(0) 5+«
+Y"(O)f—!n +eee, (1.9)
where
= o= (¥ XR)
x,.(O)—( 3R" )R:0 . (1.5)

In Sec. II we shall show that Xo(0)=X4, the d-
dimensional susceptibility. At high temperature,
as well as at small R, the d-dimensional approxi-
mation is satisfactory and X(R)= X4. Thus if we
could get the magnitude of the firstfew “coefficients”
Xa(0), we should be able to estimate the tempera-
ture at which the d-dimensional approximation is
no longer satisfactory. This temperature is the
“crossover temperature”® T,(R) at which the effect
of the RJ interactions (and hence the three-dimen-
sional behavior) becomes experimentally noticeable.

A second purpose of this work concerns testing
the scaling hypothesis’™® in situations such as this
for which the parameter R that changes the univer-
sal class of the system is scaled like an external
field, In this case when R=0, we have d-dimen-
sional exponents and when R #0 we have a d-dimen-
sional system and, sufficiently close to T.(R), have
d-dimensional exponents. Scaling with a parameter
has been strongly questioned by Oitmaa and Enting, u
whose numerical results indicate a failure in pre-
dictions of scaling for the sequence of exponents
¥, characterizing the behavior as T - T of the
quantities ¥,(R=0). We shall see that in fact many
of the numerical results of Oitmaa and Enting'! are
contradicted by the rigorous relations that appear
to exist among certain of the y,.

In Secs. II, III, and IV we consider, respectively,
the first, second, and third derivatives with respect
to R of certain thermodynamic functions and of
quantities related to the pair correlation function.
For simplicity and clarity of derivation, we shall
consider the Hamiltonian of Eq. (1.2) with D=1;
specifically, we shall consider a S= 3 Ising model
situated on a sc lattice with coupling strengths J in
the x and y directions and RJ in the z direction.
Many of the results are of more general validity,
and we shall indicate when this is the case. In Sec.
V we tabulate our results and examine their pos-
sible range of validity, and the reader not inter-
ested in the details of our derivations is urged to
skip directly to Sec. V. Finally, in Sec. VI we
demonstrate various applications of the results of
Sec. V, showing, in particular (i) how to predict
when the system crosses over from d dimensional
to d dimensional [i.e., what is T,(R)] and (ii) how
our results lend strong support to the scaling hy-
pothesis for scaling with respect to an active pa-
rameter, " ®
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II. FIRST-ORDER DERIVATIVES WITH RESPECT TO R OF
THERMODYNAMIC FUNCTIONS AND OF QUANTITIES
RELATED TO THE PAIR CORRELATION FUNCTION

In this section we derive relations for the first-
order derivatives with respect to the anisotropy
parameter R of various thermodynamic functions
(Sec. ITA) and of various quantities related to the
two-spin correlation function (Sec. I B). In Secs.
III and IV analogous relations are considered for
second and third derivatives, respectively.

The system which shall be considered in this and
the following two sections is the spin-3 Ising model
for the case of a simple cubic (d=3) to square (d
=2) crossover. In the presence of an external field
H, the system is described by the Hamiltonian

(2.1)

i,z ?

3=3Co+ R3C; —mH 27 s,
u,2

where 3¢, and R, are, respectively, the first and
second terms of Eq. (1.2) for D=1, s;=S{*, and
m=gug, Wwhere g is the g factor and ug is the Bohr
magneton. The “quasi-two-dimensional” lattice is
sketched in Fig. 1(a); analogs of all of the results
of Secs. II-IV can be obtained for the “quasi-one-
dimensional” lattice of Fig. 1(b) [cf. Eq. (1.3)].

In Sec. V we discuss the generalization, where
possible, to the arbitrary spin Ising model, to more
complex lattices (e.g., the square to fcc cross-
over), and to arbitrary spin dimensionality D,

Note that 3¢y is in fact an assembly of two-dimen-
sional (noninteracting) square lattices; i.e.,

nn
o= =d25 2J Sa Se, = 25H4(2) , (2.2)
z gur Y& WE

where U, U’ are two-dimensional lattice vectors
with Cartesian coordinates U= (x,y). Each layer,
described by 34(z), is a conventional two-dimen-
sional Ising lattice, although our notation looks
more complex because we must perforce carry
along the component z of the lattice vector.

Tr{ﬁ fz(z;)exp(— B3Cy - mBHZsE ‘)}= Tr{
1=1 uz

=Q{Tr,[f,<z,>exp(- B3¢ ler) - mrst?s;,,l)]} :

=1
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One similarly observes that 3¢, is an assembly of
one-dimensional linear chain lattices.

Before commencing with the derivations, we ex-
plain in detail two sorts of thermal averages to be
utilized. The first sort of thermal average, de-
noted by the symbol {--- ), is the average appro-
priate for the “three-dimensional” system described
by the Hamiltonian 3€ of Eq. (2.1); thus

(eoe)p=Tr(s++ e™)/Tr(e™) , (2.3)

where 8=1/kT, k is the Boltzmann constant, and
T is the temperature.

The second sort of thermal average, denoted by
the symbol (.- - )¢, is the average appropriate for
one of the two-dimensional layers described by the
Hamiltonian 3C,(z) of Eq. (2.2),

<...>d:Tr(... e'&cd)/Tr(e-md) . (2.4)

Thus (+-- ), is a conventional average for a two-
dimensional system.

Frequently we shall consider the system described
by the Hamiltonian of (2.1) for the case R=0, Thus
the symbol (* - ) is defined through the relation

(veedg=(eer dpo=lim(eee ) o (2.5)
R-0
Note that the thermal average (- -+ ), is quite differ-
ent from the thermal average (- -- );, although they
are related by the following theorem.

Theorem T1. Let f;(z;) denote products of spins

in one of L layers with z2=2;. Then

L L
<fo(21) o=H<fz >a

1=1 i=1

(2.6)

The proof of Theorem T1 follows directly from the
observation that at R=0, there is no interaction
among different layers; hence the three-dimension-
al system for R =0 is in fact an ensemble of (infinitely
many) statistically independent two-dimensional sys-
tems. Hencefrom (2.1)and (2.2) it follows that

[f;(z,)exp<— BiCq(z;) - mBHZu) s.‘,.,)]}

(2.7)

where the notation Tr denotes a trace over all spins ea the three-dimensional lattice, and the notation Tr,

denotes a trace taken over spins on the layer with z=z,.

A similar relation may be derived for the denom-

inator of Eq. (2.3) by choosing the operator f;(z;)=1 for all/ in Eq. (2.7). Thus it follows from the defini-

tions (2.3) and (2.4) that

L _ L Trx{ft(zx)exp[—5364(21)""13}12336,: I} A
<Ef"z*>°‘§1 Tr,{exp[—3304(21)‘7”332;3;',1]}1 il

~£Il<fx)d ) (2.8)



2282

and the proof of Theorem T1 is complete. [In the
last expression of (2. 8) we dropped the coordinate
z; because (+++ ), is the conventional average for a
two-dimensional lattice and hence is independent of
48 ]

As a useful illustrative example of the application
of Theorem T1, consider the thermal average
(s;is;J Yz of the product of two spins on sites T; and
r; of a three-dimensional lattice [F;= ({;, 2;)]. Then
at R=0 we have

(sgsi; e if 2;=24 (2.9a)

<S;is;1 v
(2.9b)

We should emphasize that in Eq. (2.6) we assume
the existence of the thermodynamic limit, and we
assume that the thermodynamic limit can be ex-
changed with the limit R-0. We cannot justify
these assumptions, and hence we must be satisfied
with this degree of rigor.

We are now prepared to derive, in Secs. II A and
IIB, relations concerning the first derivatives with
respect to R of thermodynamic functions and quan-
tities related to the two-spin correlation function.

(sa;)a(sa)a= (s0)} if 2 #2; .

A. Gibbs Function, Magnetization, and Susceptibility

The Gibbs potential G at temperature T and mag-
netic field H for a system with anisotropy param-
eter R is given by

G(T,H,R)=-kTInZ , (2.10)
where
Z=Tr(e™®) (2.11)
is the partition function. Hence from (2.1)
Gy(R)= IR T84 (e ),
(2.12)

Since ¥C; consists only of products of pairs of spins
on different layers I, we may use Theorem T1 [cf.
Eq. (2.9b)] to obtain

G,(R=0)= (JC1>0= ‘J_E (sﬁ,zsﬁ,l+1>0

=-J 20 (s . (2.13)
u,z
Thus in the thermodynamic limit, we have
G, (R=0)=-NJ(sg)% , (2.14)

where N=K?2L is the total number of lattice sites
in the full d= 3 lattice.

To simplify the subsequent manipulations, it is
useful to introduce the dimensionless exchange en-
ergy,

g=J/kT , (2.15)
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magnetic field,
h=mH/RkT , (2.186)
reduced magnetization,

M(T,H,R)
M(T=0,R)

B 8G(T, H, R)
ah !
(2.17)

M(R)

:(s;)Rz_

=

and reduced susceptibility,

X = 2 {(s0e)n ~ (s0)a (s2)a}

Curie

X(R)=

_-B®¥G(T,H,R) ®M(R)
N ant TV

(2.18)

Differentiating (2.13) with respect to # and using
(2.17) and (2.18), we have for the first derivative
of the reduced magnetization

_ oM

,m)= B (2.19)
the relation

My R=0)-P2ER=0 _,45 ., | (2.20)

N onr

where 1\—44 and X4 are the d-dimensional reduced
magnetization and reduced susceptibility, respec-
tively.

For the first derivative of the reduced suscepti-
bility,

(2.21)

we have, on differentiating (2.13) twice, the result

2 B —
HR=0)- TR0 gl 5 1, e
(2.22)
Equations (2.13), (2.20), and (2. 22) relate G,(R
=0), M;(R=0), and X;(R=0) (the first derivatives
with respect to R of the Gibbs potential, the mag-
netization, and the susceptibility) to the d-dimen-
sional quantities M, and X,. The utility of these
three equations, the principal results of this sub-
section, will become clear in Secs. V and VI.

B. Two-Spin Correlation Function, Correlation Length, and
Structure Factor

The two-spin correlation function
Ca(T,H, F,R)E(SOSF)R- <SO>R (S;)R (2.23)

is of both theoretical and experimental interest.
In particular, the correlation length £(T, H, R) is
directly related to C,(T, H, T, R), where £(T, H,R)

is conventionally defined as
¢(T, H, R)= [ bo(T, H, R)/V'O(T’ H, R)]llz ) (2.24)

where the moments p, of the correlation function
are defined through



=)

UnlT,H,R)= 2, |T|™C,y(T, H, T, R) (2.25)
r

and, in particular, from (2.18) it follows that the

reduced susceptibility is simply the zeroth moment

of the pair correlation function

X(T,H,R)=po(T, H,R) . (2.26a)

The static structure factor, measured in scat-
tering experiments, is also related to the correla-
tion function

S(T,H,§,R)= 2 Cy(T, H, T, R)e'¥F | (2.27)
r

In particular, Eqs. (2.25)-(2.27) yield

X(T,H,R)=S(T,H,0,R)= 2. C,(T,H,T,R) .
r

(2. 26b)
The first-order derivative with respect to R of
CZ(T; H’ ry, R)’

- 8C,(T, H,T;, R
Co,1(r;, R)= T, 8,5y, R)

OR , (2.28)

is given directly from (2.1):
Ca,1(;i; R)= - B{(sosﬂ(il)R - (Sosi P <561>n
- (s r[{s;3Cy)g = (s;)r (3€1 )r]

—(s:)r[(sg3Cy g = (so)r (H )R]}
(2.29)

We are interested in the behavior of C, ,(r;, R)
for R=0; to this end, it is helpful to introduce the
diagrammatic considerations outlined in Fig. 2.
Each horizontal thin line of Fig. 2 represents a
layer, so that all lattice points on the same line
have the same value of the Cartesian coordinate z.
The two special spins sy and s; of (2. 29) are situ-
ated at the origin and at T;, respectively; these two
sites are indicated by crosses in the diagrams of
Fig. 2. Since ¥, consists only of products of pairs
of spins situated on adjacent layers, it is conve-
nient to denote each such product by a vertical bond
(the thick vertical lines of Fig. 2).

Thus, for example, in Figs. 2(a)-2(d) we show
situations in which the vector T; extends to the layer
above the layer containing the origin, (i.e., z;=1).
In Fig. 2(a) there is one vertical arrow, corre-
sponding to the term s3, ¢s3,,; of 3¢,. In Fig. 2(b),
)
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(@) o— z=1

;L_;

X
o J

(b) z2=2

(¢) o—x—o0—o0—0 z=1

(d) ::::I: z=2zj+1
> z2=72;
R '
i-
o—x—o0——o0—o0 z=1

x——o0—o0—o0—o0 2=0
o

FIG. 2. Possible configurations obtained from placing
one R bond on the lattice, with spins s, and s; being on
the zg=0 and z;=1 layers, respectively. The spins s,
and s; are denoted by X, while the small circles denote
lattice sites. Each horizontal line symbolizes a layer
whose z coordinate is given in the right-hand margin,
The vertical dark line is the R bond coming from 3¢, in
Eq. (2.24). These conformations are those which must
be considered in evaluating C, ((T,H,T;,R=0) for z;=1.
See also the discussion in Sec, II.

the spins s, and s; are at the same positions as in
Figs 2(a), but the vertical bond connects another
pair of neighboring layers (s;j'1 Si,,2 of ;). Sim-
ilarly, the conformation shown in Fig. 2(c) corre-
sponds to the term s, ;5§ o of 3¢;. Figure 2(d)
represents the final topological possibility for the
vertical bond, given the location of the crosses for
Sg and s;—namely, the vertical bond connects neigh-
boring layers, neither of which has z=0 or 1.

Utilizing the diagrammatic representations of
Fig. 2 for terms in 3¢;, we can evaluate the first
derivative of the correlation function, (2.29), at
R=0, for the case in which z;=1 (i.e., the two cor-
related spins are s, and Sﬁk,x)- The contribution to
(2.29) due to configurations of the same topological
type as Fig. 2(a) is given by

A 55{<3033{,135,,OSE,,1>0 - <sosﬁ‘,1 Yo <$G,,osﬁj,1)o = (sodo[ <S‘7i'1 3‘71'0831'1%

- <SG,,1>0 <Sﬁj,osi,,1>o] - <SG;.1>0[<3036,,035,,1 do= <So)o<sﬁj.osﬁ,.1>0]} .

The right-hand side of (2.30) may be “decoupled”
using Theorem T1, with the result

A=8{05) (5) - €0) (i) (5 ()

(2. 30)
;
=€0) G [ <) - (i) ()]
(Y GY[€05) -<0Y G}, (2.31)

where we have introduced the notation
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(Sosﬁi SE,>4E<Oij> (2.32)

for the two-dimensional average. Making the ob-
vious cancellations in (2. 31), we have

A=8{(05) -0 G} &) - (i) ()}
=9C, () C, (U, -3 , (2.33)
where
CJ(E)E<SOSE>4-<SO>¢ (53 (2.34)

is the correlation function of the two-dimensional
lattice.

The contribution due to configurations of the type
shown in Fig. 2(b) is now

B=g{(0) (i) (§) -€0) (i) ) G
-{0) [{47) () = (i) (5) (5]
—(DOYGYGY-€0Y GG,  (2.35)

which sums to zero. Proceeding in exactly the
same fashion, one can easily see that the contribu-
tions corresponding to Figs. 2(c) and 2(d) are also
zero. In other words, for z;=1, only those vertical
bonds (from 3¢,) which have the topological config-
uration of Fig. 2(a) will have a nonzero contribution
to (2.29), and the contribution is given by (2. 33).
Thus for the case that T; = ({i;, 1) we have the final
result

C, (1, R=0)=9 LCs(§,) Cs(& -1;) . (2.36)
uj

From symmetry arguments, it follows that (2. 36)
also holds for T; = ({i;, - 1).

For z;=0, the only configurations which have a
nonzero contribution to (2.29) are those shown in
Figs. 3(a) and 3(b). The contribution of Fig. 3(a)
is

G045 - (04 Gy - (i) {0)
-0 () +2(i)(5>(0)] . (2.37)

The contribution of Fig. 3(b) is the same, since
Figs. 3(a) and 3(b) are symmetries about the z=0
layer. Summing over ﬁ, and observing that in
(2.37(j)= @a,)aEMa is independent of i,, we finally

(a) o—o—oI:
X——O———x- )
)

! J

(b) Q—c»_ij:

J

FIG. 3. Ome-R-bond configurations which have non-
zero contributions to Cz'l(f‘, 0) for 2;=0 (i.e., sy and s;
lying in the same layer z;=0). See definitions in caption
to Fig. 2 and discussion in Sec. II,

loo

obtain, for T; = (ii;, 0), the result

Cy,y(F;, R=0)=28M, 2[(04) - (04) (5)
Yy

=45 (0)={05) (3)+2(3) ()(0)]

8C, (%)

:231‘-—44 8h .

(2.38)

For z;#0, 1 one can easily see that C, ,(r;, R=0)
=0. Interms of the graphs of Figs. 2 and 3, this
result corresponds to the fact that with only one R
bond from 3C,, it is impossible to draw a connected
graph from one spin s, to another sg, if sz, is further
than one layer away.

Thus Eqgs. (2.36) and (2. 38) are sufficient to ob-
tain the first derivative of the pair correlation
function for all site separations T; when R=0. As
a check on these expressions, we use the fluctua-
tion-dissipation result (2.18) to find

X1(0)= E Cg,l(;i, 0)
k£

- - > — 9 -
=28 2 C,(l) Cy(§; - §;) + 29M, o 2C,(T;)
u,uj uy

=29%%+29M, 2% (2.39)

which is exactly (2. 22).
To consider the second moment, we utilize the

identity

T,=h+z2=0x2+ @@ -1) . (2. 40)
Hence

IFs[®=1+ [Gf+ |G -G+ 20 (-0 (2.41)
for the case that z; =+1, Substituting (2. 36), (2. 38),
and (2.41) into (2.25), we have for

811,(T, H, R)

#2,1(R)E 3R

(2.42)

the expression

—_ 9 - _
Mo,y (R=0)=28M, m H2(0) + 29 [XF + 2X4k,(0)] .
(2.43)
Similarly, it follows from (2. 27) that for the first
derivative of the structure factor,
8S(T,H,q,R)
3

S,(q,R)= — (2. 44)

that
- — 8 -
S;(q,R=0)=29 M, o S;(qQ)

+28 cos(q- 2)S;(@)Ss(-q) . (2.45)

Note that (2.45) reduces to (2.22), in accordance
with the fact that S(0, R)=X(R).

In summary, we have seen that Theorem T1,
Eq. (2.6), permits straightforward expressions to
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be obtained for the first derivatives with respect to
R of various thermodynamic functions and quanti-
ties related to the pair correlation function. The
following expressions are thereby obtained: Eq.
(2. 14) for the free energy, Eq. (2.20) for the mag-
netization, Eq. (2.22) for the susceptibility, Egs.
(2.36) and (2. 38) for the pair correlation function,
Eq. (2.43) for the second moment, and Eq. (2.45)
for the structure factor.

III. SECOND-ORDER DERIVATIVES WITH RESPECT TO R
OF THERMODYNAMIC FUNCTIONS AND OF QUANTITIES
RELATED TO THE PAIR CORRELATION FUNCTION

A. Gibbs Potential, Magnetization, and Susceptibility

1. Gibbs Potential

The second-order derivative of the Gibbs poten-
tial with respect to R is

Gr)= ZOLALB) _griseny _(se,02)

3R?
R 3.1)
Hence for R=0, we have—in analogy to Eq. (2.13)-
the result

-G,(R=0)=2NBI221(s0)2[{s054)a = (50)3]

+NBJ22) [(sosa)i - (so)i(saXd] .
B (3.2)
After some rearrangement, (3.2) becomes

~G(R=0)=4 NBJ*M; X4+ NBI 221 [C,@]? . (3.3)

2. Magnetization

Differentiating (3. 3) with respect to % yields, for
the reduced magnetization, the expression

2
92 ,(0)= 3-2(8 M(aTé H,R))R_o

g £ (260)
N N oh

— —, 9%y
=Ty +8M,X2 + 4 M2 2Xe

e (3.4)

where Zy denotes the summation:

D=2 Z)’ [(sgsa)s — {so)als3)d]

X[(sos;s;n )d - (Sosﬁ>4 (Sﬁ' )4 - (Sosn' >4 (Sa>4

3.5)

Although (3. 4) is an exact expression, the summa-
tion Z, is too complicated for us to estimate even
its order of magnitude. Therefore, we shall pro-
ceed to find the upper and lower bounds of T, in
terms of quantities which are more familiar. Spe-
cifically, we shall show that

—(sgsu0)4(sgla+2{sglg (sgda\sgs)a] .

and _
Tu= -4M,X2 . (3.6b)

If we can prove (3.6), then we can combine these

results with Eq. (3.4) to obtain bounds on M,(0):

(3.6a)

— —s 0Y —
8M X+ 4 M2 —51—4 = 82 7,(0) (3.7a)

— _ — 9y
92 M,0)= 4 M, (7§+M,, —8"7:-) ) (3.7b)

The proof of (3.6a) and (3. 6b) is based upon three
rigorous inequalities, which we denote by G1, G2,
and G3a, b; they were proved, respectively, by
Griffiths, !? Ginibre,'* and Griffiths, Hurst, and
Sherman, 4

Theorem Gl. (See Ref. 12.) If s,,sp are spins
on sites A, B or if they denote arbitrary products
of spins, then

(s48p)=(5,4)(sp)=0 . (3.8)

In particular, we shall utilize the following special
cases of Theorem G1:

C,(T,H, G,R= 0)= <SoSG)4 - (So>a (SE>4 =0 (3.9)
and

<SQSGS|'§' Sgeer >a—<SoSﬁ>4<Sﬁl Sger >¢—>— 0. (3.10)

Theorem G2. (See Ref. 13.) If sy, sp, s, denote
single spins or arbitrary products of spins, then

?)(s,) (5458Sp) —(saS,) (spSp)= 0 ,
Sp

where the summation ranges over all elements {s,}
of a set, whose elements form a group under the
operation of multiplication. In particular, if s,
=Sgsg, and sp=s3., and {s,} is a set consisting of
two elements, {s,}={1,s3}, then Theorem G2
yields

(3.11)

(soszsaela=(sosa)a (sae)a+ (se)a{sosa+ )
—(spla(sgsge)g=0 (3.12)

or, equivalently,
C3(ﬁ, ﬁ')E <s° SgSae )d - (SoSu>¢ <Sa'>4 - <Sn>a <Sosi!' >d
- (So)a <SGSE' da+2 <So>a (Sﬁ>a <sﬁ'>a
= - 2(sp)a[(sosae)a = (sgda (s300a]

(3.13)
where C,(U, u’) is of interest because it is the three-
spin correlation function that will appear in our
subsequent analysis.

Theorem G3a. (See Ref. 14.) If sy, s;, s, de-
note three arbitrary spins, then

0=(sys;8) — (35,0 (sp) = (sy88) ()
—(sysp) (80 +2(s;) (s, (sp) .

In particular,

(3.14)
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0= Cy(4,u’) . (3.15)

Theorem G3b. (See Ref. 14.) If sq, S;, Sy, S
denote four arbitrary spins, then

0= (sos,s,sh) - <Sosf> <Sjsn>
(3.16)

To apply Theorems G1-G3 in proving (3.6), we
begin by observing that the summand of the quantity
Zy [defined in (3.5)] consists of products of two
factors in square brackets. The term in the first
square bracket is known by Eq. (3.9) to be positive,
while the term in the second square bracket is pre-
cisely the function C,(1,1’) [defined in (3. 13)] which
was shown to be negative in (3.15). Thus each
term in the summand of Z is negative, and (3. 6a)
is proved.

To prove (3.6b), we first substitute the inequality
(3.13) into (3. 5) with the result

Zy= - 2_2. Ca(@) (5304 Cs@") .
uu’
We may now use the fluctuation-dissipation relation
(2. 26b) to see that the right-hand side of (3.17) is
simply - 2M, X2. Thus (3.6b) is proved. With
both (3.6a) and (3. 6b) established, (3.7a) and (3. 7b)
follow at once.

~{s085)(sip) = {sgsx) (si8;) .

(3.17)

3. Susceptibility

Although one may differentiate (3.4) with respect
to 2 to obtain an exact and general expression for
X2(R)=(8%X/8R?), the result is too complicated for
one to extract any useful information. However,
for H=0 and T= T,(R=0), thermal averages of
products of odd numbers of spins vanish:

(5i)a=(5:5;50)a= 515545 1Spm)=+2+=0 . (3.18)
Thus it is straightforward to see that
I?X,(R=0)=2Z,+4%] , (3.19)
where
zzEZZ'Z? (sosida[(soszsar s
u u’ u®
- (sosada(sgrsgeda] . (3.20)

From Theorem Gl [Eqgs. (3.8) and (3.10)] it follows
J
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that the summand of (3.20) is the product of two
positive factors and hence we have a lower bound on
Ez,

T,z 0 . (3.21a)

An upper bound may be obtained by observing that
Theorem G3b [Eq. (3.16)] implies

(SOS;' >¢ <SESE" D+ <Sosﬁ" da <SGS|T' )

= (sosgsgrSareda—(sosdassrsgrndy , (3.22)
and substituting (3. 22) into (3. 20),
E Z: Z; <Sosﬁ>d[<SOSﬁl >d (s;s;n >d
u u' u"
+(sgsire)a (s3siee)s=3,. (3.23)

Finally, on using (2. 26b), we have the desired up-
per bound,
2[XdP= 2, . (3. 21b)

Combining (3. 19) with (3.21a), we obtain a lower
bound on X,

X2(0)= 48%[%,4]°, (3.24a)

while on combining (3.19) with (3. 21b), we obtain
the upper bound

89%[Xq]°= X.00) . (3. 24b)
B. Two-Spin Correlation Function and Correlation Length

The second-order derivative with respect to R of
the correlation function C,(T, H=0, T;,R),

BZCZ(T’ H= O,Fh R)

Cz.z(;i, R)= 8R2 ’

(3.25)

is obtained in a relatively simple form for H=0 and
T = T.(R=0) by using Eq. (3.18), with the result
[cf. (2.29)]

Cy,2(T;, R=0)=B2[({s05;5%)gu0
= (5081 503 ro] .  (3.26)

It is now straightforward to show, with the help
of Theorem T1 and (3. 18), that the only graphical
configurations making nonzero contributions to
(3.26) are those corresponding to the topological
forms shown in Fig. 4. Thus for Fig. 4a, we have

87C, 51,222, R=0)= 25 [8(2;=0)8(25= 1)+ 8lzs=1)8(2x= 0)] 27 (5o 53, )a (53,53, )a (53,53, )a

25,8

=2 25 (sos3,)a (s355.0a (5583 ) -

ug,up

For Fig. 4(b), with z; = -2, the contribution to
(3. 26) is the same as is given in (3.27) for the case
2=+ 2.

For Figs. 4(c) and 4(d) we have z;=0. For both

uj,up

(3.27)

configurations, we have

g-zcz,z(;g, R= 0) = 2‘2. <S;’S;k)4

g Uy



(a) &
E
X Y
o i
(b) 2 )
E
] k

X
o

ik i

X0

(d)

FIG. 4. Two-R-bond configurations which have non-
zero contributions to C, ,(F,0) at T>T,, H=0 for (a) 2,
=2, (b) 2;=-2, and (c) and (d) 2;=0. See definitions in
caption to Fig. 2, and discussion in Sec. III.

X[(SOS;£S;!S;k)d - <SOSE; >d <s|'xjsﬂp>d] ’
(3.28)
where the factor of 2 arises from the fact that
z;(=2z;) may be either zero or - 1.

As a check on (3.27) and (3. 28), we note that they
may be combined with the fluctuation-dissipation
relation to recover (3.19).

The second derivative of the second moment of

the correlation function is given by

Ha,2(R=0)= (%(z@)g_; 23 G 5, 0) [T 2
o f

(3.29)
There are only three possible values of z;; for z;
=0, we have simply

fi=l, (3.30)
while for z; =+2, we have
Ti=U+Uy— 0222+, — 0y, (3.31)

so that
J
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|72 = |2 (G = 0|2+ |G - Taf* +4
+2[ﬁj° (ﬁk—ﬁ,)+ﬁ,- (ﬁi —ﬁk)
+(@-T) @& -G, (3.32)

where Z denotes a unit vector in the z direction (so
that z is orthogonal to all vectors lying in a layer).
It is now straightforward to find from (3. 32) and
(3.27) the contribution to p, ;(R=0) of the config-
uration shown in Figs. 4(a) and 4(b) with z;=+2,
which we denote by the symbol Z/,. We get

Th=. 2 Gy, 0)|T[?
Fma2)

=48%[3u,(0)X2+4%3] . (3.33)

In obtaining (3. 33) we have used the fact that since
4y, (; - 1), and (@, - 1,) are independent of each
other and since 3 31 {(sy53)s=0, we can virtually
neglect all the inner products on the right-hand
side of (3. 32).

We next obtain the contribution to p, ,(R=0) of
the configurations of Figs. 4(c) and 4(d) with z; =0,
which we denote by £j. We note that (3. 28)—(3. 30)
yield

o=, 2 Cz.z(Fu 0)|;¢ |2
r{(zpu)

=282 (k) [(0gk) - (03) GBI |§ |2,
U, ug,up (3. 34)
where the notation (jk) is defined in Eq. (2.32)
above. We can obtain a lower bound on Z{ from

Theorem G1, Eq. (3.10),
24z 0. (3.35)

To obtain an upper bound, we use Theorem G3b
[specifically Eq. (3.22)] to show that

28% 7 (im[(07) (ik)+(0R) (i) ]| |2= =4 .

it (3. 36)
Observe that

2GR0 GR) [ [2= 2 20 25405) (k) (ki) | (§; - G) + (@, - §;) + |2

ugugup (“{";k) (uk-uj) uy

=31, (0)%2+ 220 20 22405) (k) (Ri)[Uy+ (@; - Tp)+ Uy o W — ;) + (T = Tp) » (T —T;)] .

Since U; — Uy, Uy —1,, and U, are all independent
variables, the three cross terms inside the square
brackets of the last expression of (3. 37) make no
contribution to the final summation. Hence from
(3.36) and (3.37) we find the upper bound on Zg,

924 3u,(0)%X2= Zf . (3.38)

(3.37)

Corresponding to the lower and upper bounds on
¢ of Egs. (3.35) and (3. 38) there are lower and
upper bounds on the second moment. Thus on sub-
stituting (3. 33) and (3. 35) into (3.29), we find the
lower bound

I72u, ,(R=0)= 12p,(0)XZ+ 163, (3.392)
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while on using (3. 38) instead of (3.35), we find the
upper bound

24p,(0)XZ + 16X3 = Kp,2(R=0)972 . (3.39b)

IV. THIRD-ORDER DERIVATIVES WITH RESPECT TO R OF
THERMODYNAMIC FUNCTIONS AND OF QUANTITIES
RELATED TO THE PAIR CORRELATION FUNCTION

In this section we shall consider only the super-
critical region, T >T,, and the case H=0. The
magnetization is zero for this region and hence we
shall begin our discussion with the pair correlation
function. The third derivative with respect to R,

9%C,(T,H=0,T;, R)
’

Cz,a(;i,R)E 9R3

(4.1)

is given by an expression analogous to Eq. (3.26)
and to the H=0, T >T, value of (2.29),

Cy,3lr;, R=0)= - B*[(s8; 5} )rxo

-3 (SoS{JC1>R:o <JC¥>R:0] . (4- 2)

The only configurations with nonzero contribu-
tions to (4.1) are of the topological types shown in
Fig. 5. As before, it is convenient to consider dif-
ferent values of z; seriatum.

Case I: z;=+3. From Fig. 5(a) for z;=3 and
Fig. 5() for z;=-3, we have
§°C,5(F;, R=00=3! 27 (soSg;)

UjsUpsug

x(sulsuk)d (s“k ,”).,,(s|ll 8a »  (4.3)

where the factor of 3! is analogous to the factor of
2! in (3. 27) and arises from the permutation of the
three vertical bonds (representing the interactions
of strength RJ).

Case II: z;=+1. From Figs. 5(c), 5(e), and
5(g) for z;=1 and Figs. 5(d), 5(f), and 5(h) for
z2;=-1 we have

Cp,3(T;,R=0)=3! Z,@)+Z,@,) , (4.4)
where
-fce(ﬁi)s Z; <SOS >0 ( Suk u )0

“!’“k' “l

[<sugsujsuhsu,>0 <su4 u,) (suksw)]
(4.5)
represents the contribution to the correlation func-
tion for z;=1 from diagrams 5(c), 5(e), and

= (>
z,(\li) Z: {(sosujsuk u,)o <su, u, g “l>0
uj,uk.ul

B@,) = E,« 0jkl)(ijkl) — A(0,j, k, 1) Ali,j, &, 1)}
JoRy

=’§l{<01kl><ijkl> =) (i) CRLYZ = OR Y (iR Y (GI)2 = 01) (L) (G )2+ 205 ) (iR ) (LY 1i)} .
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(0) o—k (b) %
! |
k k
x: O—x

(c) (d)
(e) & )
X
o
k1
(g) * (h) 2
T T
o ] T k1

FIG. 5. Three-R-bond configurations that have non-
zero contribution to Cy 3 (t;, R=0) at T>T,, H=0 for (a)
z;=3, (b) 2;=-3, (c), (e), and (g) z;=1, and (d), (), (h)
z;=—1, See the definitions in caption to Fig. 2 and the
discussion in Sec. IV.

- 3(SOS >0 (S‘” u/>0 <Suk u1>0 <Suk ux>0}
(4.6)
represents the contribution from diagram 5(g).
A lower bound on I, (x;),

(4.7a)

follows immediately from Theorem Gl [Eq. (3.10)],
while an upper bound,

_ 2 (O CRD KT Cik) +( i) (k)] =

UjyUpsug
arises from Theorem G3b [cf. Eq. (3.22)].

The bounds for the summation Z,({;) are some-

what more complicated to derive. We begin by de-
fining the function A(s, j, 2, 1),

A, G b, 1)=(3 ) CRL) =ik ) GL) + (i) (k) , (4.8)
and the function B(;),

2“r:eZO ’

zce(ﬁi) )
(4.7b)

ui)‘ jEM{ <0]kl> A(Oyjyk l)]

x [(ijel) +AG, j, B, D]+0—i} (4.9)
where the symbol 0-—i in (4. 9) denotes the terms
obtained by exchanging the symbols s, and s3;

everywhere. To relate Z,(;) to B({l;), we note
that

(4.10)
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From (4. 6) it follows that
z, ;)= Z;{<ojkl><ijkl> - 305 (i) (k1)
F1]
=B(d,) -2 27 (0j){jk)(RI)(L) .

kel

(4.11)

To obtain lower and upper bounds for B{i;), we

make the following four observations:
Observation (i). From (4.8) we have for the

second quantity in square brackets in (4.9),

(ijkl) + A, 7, k, 1) =CijRL) +4j ) (kL)

=Cik) (L) +€il) ki) . (4.12)
On using the result of Theorem Gl that quantities
of the form of (ij) are always positive,
(Gjkl) + A, ], k,0) = (ijkl) - ik ){jl) =0,
(4.13a)
where the last inequality follows from (3. 10).
Observation (ii). Using a relation analogous to
(3.22) to “eliminate” the expression {ijkl) - (ik)
(j1) in (4.12), we get the following upper bound for
(4.12):

204 ) CRLY + 20l ) Cj) = (ijkl) + A, j, by 1) .
(4.13b)
Observation (iii). The quantity appearing in the
first curly brackets of (4.10),

(ijkl) - Ali,j,k, 1)
=(ijkl) = Cij ) CRL) + (i) (Gl) = (il ) CRj) ,  (4.14)
obeys the inequality
(ijkl) - AG,j,k, 1) 20 . (4. 15a)

This inequality follows from Theorem G2 by choos-
ing s,=8;5;, Sp=S;S;, and {s,}:{l,s,sk} .

Observation (iv). From (4.14) we have, on us-
ing the same reasoning as in (ii), that

2(ik) (jly = (4jkl) - A4, 7,k 1) . (4. 15b)

Note that (4.13a), and (4.13b) and (4. 15a), and
(4.15b) are also valid when 7 is replaced by 0.
Thus from (4.13a), (4.15a), and (4.9), we have the

desired lower bound on B@;),
B(ﬁi) =20 . (4. 16a)

Substituting (4.13b) and (4. 15b) into (4.9), we ob-
tain the desired upper bound

zj§{[<z‘j><kz>+<iz><kj>]

x{0k){jl)+i—0}=B@,),
or simply

sjE<0j><jk><kz><li>>B(ﬁi) (4. 16b)
k1

Finally, we utilize the bounds (4.16a) and (4. 16b)
on B(li;) together with (4.11) and the bounds (4.7a),
and (4.7b) on =, to obtain the desired lower and
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upper bounds on C, g of (4. 4); for the case of z;
=x1,

§73C,,3(r,R=0)2 -2 25

Ujr Upa U]

x(suksu;>d <su;Su;>d

<sosu!) <sujsuk)d

(4.17a)
and

18 E <sosu1)d <sujsuk)d (suksul >d <su,su()
Ujs Upy UL

> g3C,,4(T;R=0) . (4.17b)

Using (4. 3) for case I and the bounds of (4.17a),
and (4.17b) for case II, we can in principle pre-
sent bounds on all functions obtainable from the
zero-field pair correlation function. While in
Secs. II and III we derived all statements about the
susceptibility derivatives first from differentiation
of the field-dependent Gibbs potential, here we ob-
tain bounds on the zero-field susceptibility deriva-
tive for T> T, by direct summation of the correla-
tion function,

3 -
Xs(R=0)=m’£€s—’—(}"“g‘)‘ =Z> Cy,s(Fy, R=0) .
R0 T (4.18)
Combining (4.18) with (4.3) and (4.17a) and (4. 17b),
and using (2. 26b), we have the lower and upper
bounds

Xs(0) >89% 3
and

489%% 3> X5(0)

(4.19a)

(4. 19b)

To discuss the third-order derivatives with re-
spect to R of the second moment,

aspa(T! H=0, R)
9R

ﬂ-z.a(R =0)
R=0

=D |3y sF iR =0) (4. 20)
7y

one must carefully distinguish cases I and II. For
casel (z;=23),
T;=32+1;
=32+ (@, -Up) + @, -0, + @, -10,) +7; . (4.21)
Combining (4. 3) and (4.21), we obtain
EillF,.lacz,,(F;,Rw) =2. 319%[9% 5+ 4% 3 1,(0)] .

(4.22)
For case IT (z;=+1), Eq. (4.21) is replaced by

-f,' =2 +ﬁg
(4.23)

Combining (4.23) with the lower and upper bounds
of (4.17a) and (4.17b), we get

2| T2 Cp 5(Fi, R=0)> - 49° [X§+ 4%, 12(0)]
i

:'2 +(ﬁ{ -ﬁl)"' (ﬁl —{Ik)'f(ﬁk—ﬁj)'f‘ﬁj .

(4. 24a)
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369°[X4+4X ¢ H2(0)]> 2 | T1[2 Cops(Fi, R=0),
! (4. 24b)
where, as noted in Sec. III, the new summation
variables are (; -u,), (@;-1,), @,-U,), and 4.
The inner products between any two of these sum-
mation variables will be zero after taking the sum-
mation.

Finally, on combining the results (4.22) and
(4.24a) and (4. 24b) for cases I and II respectively,
we obtain the desired lower and upper bounds for
the second-moment derivative defined in (4. 20),

Hg,3(0) = I3 [104% &+ 32X 3 12(0) (4. 25a)
and
489° [3x 3 +4X 7 12(0)] > ki 5(0) .

V. SUMMARY OF RESULTS AND POSSIBLE
GENERALIZATION TO OTHER SYSTEMS

(4. 25b)

In Secs. II, III, and IV we have examined, re-
spectively, the first, second, and third derivatives
with respect to R of various thermodynamic func-
tions and quantities related to the two-spin corre-
lation function. Our principal results are sum-
marized in Table I, using notation defined in Table
II. As emphasized above, these results were de-
rived only for the special case of a system of spins
situated on a simple cubic lattice (=3, d=2) and
interacting with their nearest neighbors through
a S=7% Ising interaction. This system [cf. Fig.
1(a)] is appropriate for the recent numerical cal-
culations concerning the square—~ sc crossover.

In this section we shall discuss how certain of
these results may be easily generalized to other
systems. Specifically, we shall treat the general-
ization to (a) lattice pairs other than the square and
sc, (b) systems for which the perturbation term
R3C [cf. Eq. (2.1)] contains other than nearest-
neighbor interactions, and (c) systems in which
the spin-spin interaction is other than that de-
scribed by the S=3 Ising model. Finally, we shall
comment on the plausibility of extending our re-
sults to higher-order derivatives (and in the Ap-
pendix we shall present a rigorous analysis of the
self-avoiding walk problem for general nth order
derivatives).

It is important to emphasize that the range of
validity of our results is not necessarily restricted
to the special systems considered here; for exam-
ple, if Theorems G1, G2, and G3a,b were to be
valid for a wider class of Hamiltonians than the
class for which they have thus far been proved,
then certain of our results would be corresponding-
ly generalized.

A. Lattice Pairs Other Than Square and Simple Cubic

All the theorems used in our analysis are lattice
independent and therefore analogs of all the funda-
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mental relations proved above may be obtained for
other lattice pairs that can be related by some an-
isotropic term R3¢, in the Hamiltonian [cf. Eq.
(2.1)] which connects an assembly of d-dimension-
al systems to form a d-dimensional system. The
final formulas are altered only by the multiplica-
tive factors shown in Table II.

To appreciate the origin of these multiplicative
factors we consider first the case n=1 (first de-
rivatives with respect to R). Let g,(A\ = X) be the
number of “RJ bonds” at a lattice site—i.e., the
number of additional nearest neighbors that a site
acquires when the lattice anisotropy term in (2.1)
transforms the lattice A from being d-dimensional
to a lattice X which is d-dimensional. For the
sake of convenience, we shall denote gl(A*X) by
simply g,. The total number of nearest-neighbor
bonds with strength RJ is 3(g,)N; this number is
2(2N) =N for the square - sc crossover system.
Thus Eq. (2.14) for G;—and hence each equation
for quantities obtained by differentiating G,—should
be multiplied by a factor 3g;. To explain the oc-
currence of the factor g, in the quantities derived
from the correlation function, we note that for each
of the topological configurations shown in Figs. 2
and 3, there are g, ways to place the single “RJ
bond”, and for each way of drawing this bond the
contribution to the correlation function is the same.

Consider next the case n=2 (second derivatives).
The generalization here is somewhat more subtle
than an over-all multiplicative factor, and we must
consider in some detail the topological configura-
tions of Fig. 4. In Figs. 4(a) and 4(b) the two RJ
bonds are connecting three consecutive layers,
while in Figs. 4(c) and 4(d) they are connecting the
same pair of layers. There will be different mul-
tiplicative factors for each configuration. The
factor g, (A ~ X) =g,, associated with the graphs of
Figs. 4(a) and 4(b) is equal to the number of ways
of placing two consecutive RJ bonds without return-
ing to the original layer. In particular, note that
for the linear chain - sc crossover, g,,(lc— sc)
=(4)(3) =12 is just the two-step self-avoiding walk
problem on a square lattice.

Similarly, the factor g,, associated with Figs.
4(c) and 4(d) is the number of possible ways of
placing two consecutive RJ bonds in such a fashion
that one returns to the original layer.

Using these considerations, the formulas for
n =2 become somewhat more complex. In particu-
lar, the bounds on ¥,(R =0) become

X2(0) > 49%,%3 (5.1a)

492 g5y +£22]X3 2 X2(0) (5.1b)

Finally, we consider the case n=3 (third-order
derivatives). Here the argument is entirely analo-
gous to the case n =2, except that there are three
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TABLE II. Expressions for the lattice factors g —X) for several possible pairs of lattices
A and A in order that the reader can use Table I to easily calculate the upper and lower bounds

for a wide variety of lattice crossovers A —X).

le).

(Square, sq; simple cubic, sc; linear chain,

Conformations sq—sc sq —~fcc le—sc le —sq
g1 Figs. 2 and 3 2 8 4 2
8ot Figs. 4(a) and 4(b) 2 32 12 2
829 Figs. 4(c) and 4(d) 2 32 4 2
g3 Figs. 5(a) and 5(b) 2 128 36 2
232 Figs. 5(c), 5(d), 5(e), and 5(f) 2 128 12 2
33 Figs. 5(g) and 5(h) 2 128 4 2

factors instead of two. Thus the factor g3, corre-
sponds to Figs. 5(a) and 5(b) and is the number of
ways of placing three consecutive RJ bonds without
returning to any layer, and again for the particular
case of a linear chain - sc crossover, gg, is the
self-avoiding walk on a square lattice [g,,(lc~sc
=(4)(3)(3) = 36 for a three-step self-avoiding walk].
The factor g;, corresponds to Figs. 5(c)-5(f) and
is the number of ways of placing three consecutive
RJ bonds such that the second and third bonds join
the same pair of layers. Lastly, the factor gsg
corresponds to Figs. 5(g) and 5(h) and is the num-
ber of ways of placing three RJ bonds such that
they all join the same two layers.

B. Interaction Hamiltonians Involving Other Than Nearest
Neighbors

The second generalization of the above results
concerns interaction Hamiltonians that incl ide oth-
er than only nearest-neighbor interactions Since
changing the unperturbed Hamiltonian 3C, coes not
change any formal results, the only terms which
affect the results are those in the perturbation
Hamiltonian 3¢, . For example, if 3, contains g
nearest-neighbor pairs of spin products with cou-
pling strength RJ and g’ second nearest-neighbor
pairs with coupling strength RJ’, then multiplica-
tive factors of 2J for the first-derivative results
of Sec. II are changed to multiplicative factors of
(gJ+g'J"). The appropriate changes in the results
of Secs. IIT and IV are also easily obtainable using
similar reasoning.

C. Interaction Hamiltonian Other Than § = g Ising Model

The third direction of generalization is to con-
sider models other than the S =3 Ising model.
Clearly the results of Sec. II-IV apply for any
model Hamiltonian for which the theorems utilized
in deriving that result are valid. Therefore, we
have included in the last column of Table I a listing
of which theorems were utilized in obtaining each
result.

All of the results of Sec. II for first derivatives
with respect to R require for their proof only
Theorem T1. This result holds for an extremely

wide class of interaction Hamiltonians. In particu-
lar, if our perturbation Hamiltonian is
D
T=-20 2., S¢S, (5.2)
(i4) w=l
then we should have
D
Gi(R=0)==N2 J,(S™)%,; (5.3)

u=l

similar changes affect the other results of Sec. II.
Here D is the dimensionality of a classical spin
vector §=[SV, 8@ §P. for the isotropic
linit of (5.2) in which J, =J for all p=1,2, ..., D,
then (5. 2) reduces to the S=% Ising, S= planar,
S== Heisenberg, and spherical® models, respec-
tively, for D=1,2,3, and .

Many of the results of Secs. III and IV for the
higher-order derivatives necessitated for their
proofs Theorems G1, G2, and G3a,b. Theorem
G1 is knowns to be valid for the general spin Ising
model, ** and so are G3a and G3b.'® However, to
the best of our knowledge Theorem G2 has been
proved only for the S=3 Ising model. Thus the
specific ranges of validity of our results may eas-
ily be known by consulting the last column of Table
1.

It is worth emphasizing that to the extent that the
certain of theorems are plausible assumptions for
a wider range of model Hamiltonians, our results
can be regarded as being as plausible as the theo-
rems underlying them.

D. Possible Validity of Relations for Derivatives of Order Higher
Than Three

The last, and probably the most difficult, gener-
alization is to the case of derivatives of order »
higher than three. Although we have not succeeded
in finding bounds for » >3, it is not difficult to find
both upper and lower bounds for geneval n of a
closely related system, the self-avoiding walk
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(SAW) problem. This analysis is carried out in
the Appendix.

We shall see in Sec. VI that the scaling hypothe-
sis, when stated in its weakest form, implies the
validity of the results for general n, and this pre-
diction has been confirmed numerically through
n=5 for the S= 3 Ising model for both the suscep-
tibility and second moment, and through order n
=8 for the specific heat. !’

VI. DISCUSSION AND APPLICATION OF RESULTS

In this final section, we shall briefly discuss
some of the possible applications of our results.
In Sec. VIA we illustrate the application of our re-
lations for first derivatives as a checking method
for high-temperature series. In Sec. VIB the im-
plications of our results in providing a check of
scaling theory are considered. Lastly, in Sec.
VIC we consider possible applications of the pres-
ent results to experimental systems. In particular,
we shall discuss (i) the concept of a “crossover
temperature,” (ii) how our results may possibly
be used to determine the upper bound for the an-
isotropy parameter R, and (iii) the plausibility of
observing an exponent change as T— T.(R;) in a
system with a fixed (small) value of R, R=R, [cf.
Fig. 6(a)].

A. Checking Procedure for High-Temperature Series Expansions

Most of our information concerning critical phe-
nomena in model systems (except those few that
can be solved exactly) has come from extrapola-
tions based upon exactly calculated coefficients in
series expansions. For example, the high-temper-
ature expansion, in powers of §=BJ=J/kT, of the
zero-field reduced susceptibility for the simple
cubic lattice (R =1) is of the form

XR=1)= ZI)A,:J’ , (6.1)

1=

where the coefficients in the expansion A; may be
related to the number of graphs on the lattice con-
taining ! “J bonds.” For an anisotropic lattice
(R+1), each graph may have 0,1,2, ... ,n bonds
in the R direction (“RJ bonds”). Thus each coef-
ficient a; in (6.1) is, in general, a polynomial of
Ith degree in R, A;=a;g+ayR+ +++ +a,R' and
(6.1) becomes

©

X(R) =22 E,a,,,,R"'J'

1=0 m=0

(6.2)

The coefficients a;, in (6.2) have recently been
obtained through order /=10 and 11 various Ising
model lattices (D=1),1*!81® through order =10
for the planar model (D =2),2° and through order
1=10 for the Heisenberg model (D=3).%° Since the
calculation of the coefficients has historically re-
sulted in numerous errors, 2! it is important to

2293
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’ ToollR)=Ta(R)
d=2
region
R, ?J T A S
AR
[, S
(a) %@z : !
0 T(0) T(Ry) Ta(R)) T
v X
X=
>(Cune | \
| 1
| |
i :
‘ ' X(R)-X(0)
| . X - o0
| 5 E
(b) o ] 1 |
0 Tc(0) Te(R) Ta(R)) T
log X 3:1.25
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FIG. 6. Schematic diagram of the crossover behavior,
(a) The crossover region (shaded area) is bounded by
T4(R) and Tg(R). [T,(R)=Ty,(R) is the temperature at
which the system differs appreciably (1%) from being two
dimensional.] T,.(R) is the critical temperature. The
generalized scaling hypothesis predicts that all curves
should approach T,(0) via the power law R!%, (b) De-
pendence of reduced susceptibility X upon T for R=0 and
for R=R,, indicating the definition of T,(R). Note that
this drawing is not to scale, (c) Sketch of hypothetical
experimental data, plotted in the conventional log-log
plot, for a system which is described by the Hamiltonian
with R =R1.

have checking methods available. To our knowl-
edge, the methods we present below are the only
checks usable on the series (6. 2).

1. Limiting Results at R=0, =, and 1 (First Column, Main
Diagonal, and Sum of Each Row)

For R=0, the system is d dimensional and the
series are generally known. Hence we have
X(0)= Layd' =%, (6.32)
1=0
Similarly, for R =« the lattice reduces to a known
case. For example, the sc lattice reduces to un-
coupled linear chains, and we have
X)) =27 a,;,RI) =% - (6. 3b)
1=0
Finally, for R=1 we have the isotropic case of
(6.1) and hence we have the “sum rule”
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1
A= 2 Gy - (6.3c)
m=0
Thus if the coefficients a;, are arranged in a tri-
angular array with the rows labeled by the index !
and the columns by m (m=0,1,2, ...,I) (cf. Tables
I-1IV of Ref. 19), then (8. 3a) permits one to check
the first column, (6.3b) the main diagonal, and
(6. 3c) the sum of the terms in each row.

2. First-Derivative Results (Second Column)

From Sec. II and the general-lattice discussion
of Sec. V (cf. Table I), it follows that the first-or-
der derivative of x(R) at R=0 is exactly g,(x,)%.
Hence we have a very powerful check on the entries
of the second column of Tables I-IV of Ref. 19:

«© © 2
Ea,’lgl=g1(2 al,0‘9,> .
1=1 1=0

As R—- =, the sc lattice reduces to uncoupled linear
chains and we can also check the diagonal just be-
low the main diagonal,

(6.3d)

:Ela,,,_l(RJ)"’ =4[x,F . (6. 3e)

To check the second column of the second mo-
ment series, one needs the somewhat more com-
plicated result of line 4, Table I.

We have used the recently calculated series ex-
pansion coefficients to verify this relation for the
second moment—together with relations (6. 3a)-
(6. 3e) for the susceptibility—for the Ising, planar,
and Heisenberg models (D=1-3).

3. System with Both First- and Second-Neighbor Interactions

Another example is a system with both nearest-
neighbor (nn) and next-nearest-neighbor (nnn) inter
actions. Consider a magnetic system on a square
(sq) lattice with nn distance ¢ and with nn coupling
strength RJ and nnn coupling strength J. In the
limit R- 0, this system reduces to two interpene-
trating independent sq lattices, for each of which
the nn distance is V2 ¢ and the nn coupling strength
is J. Thus for this system the first-order deriva-
tive relations of Table I apply with g, =4. General
R series for systems with arbitrary nn and nnn in-
teractions have been obtained for various systems,
and these relations corroborated numerically. 22

4. Application to Baxter and Ashkin-Teller Models

Lastly, it is worth mentioning that similar rela-
tions are always obtainable providing there exists
a certain RJ bond that couples two (or more) inde-
pendent lattice systems. One such example was
given above in Sec. VIA3. Another example is
provided by the eight-vertex model?® (Baxter mod-
el) and the four-state Ising model (Ashkin-Teller
model). These have been shown to be equivalent
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to two interpenetrating regular Ising systems
coupled together by a four-spin interaction term
Rs,;s,;5,;S;;, where s;;, S;; are spins on one lat-
tice and sp;, Sp; are spins on the other lattice. At
R =0, these models decouple into two independent
regular Ising systems. Hence it is not difficult to
show for the Baxter-model susceptibility ¥z(R)
that

(gzéaz(zi)ko « (SZT‘)U (6.4)

where in this equation X and U are, respectively,
the susceptibility and internal energy (i.e., the nn
correlation function) for the R =0 system. ?*

B. Scaling with Respect to Anisotropy Parameter R
1. Thermodynamic Functions

Historically the scaling hypothesis has proved to
be a valuable qualitative guide in our attempt to un-
derstand critical phenomena. Recently this hypoth-
esis has been extended to treat systems that de-
pend upon a parameter (the anisotropy parameter
R in this case).” In the formulation of Ref. 9, we
assume that there exist three numbers a,, ay, and

ar, such that for all positive A,
G(\%r, \°HH, \°RR)=X G(r,H,R) , (6.5)

where G is the singular part of the Gibbs potential,

t=T-T,, and H is the magnetic field. In particu-
lar, we note that (6.5) implies that

T,(R) - T ,(0)~CRY* | (6.6)
where

¢=ag/as (6.7)

is the “crossover exponent.” On differentiating
(6.5) twice with respect tuo H and » times with re-
spect to R, we have

_ oy
YT, H=0,R=0)=(=X) =|r|™n (6.8)
aR H,T
with
Yn=Yo+n@® (6.9)

Two questions arise at this point: (i) Is the hy-
pothesis (6. 5) of scaling with respect to R valid?
(ii) If it is valid, what is the value of ¢ =az/a,? In
view of our rigorous relation

-)21(0)(2 |74|2 ) (6.10)
we have
Y1=2% . (6.11a)

Combining the rigorous relation (6.11) with the
scaling prediction (6.9), it follows that if scaling
with R is valid, then

P=vy . (6.12)
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Thus (6.12) provides a “rigorous” answer to ques-
tion (ii). %

We have not succeeded in answering question (i)
in any rigorous or even semirigorous fashion.
However, we can verify rigorously certain of the
predictions of the scaling hypothesis (6.5). Specif-
ically, for the Ising model lines 7 and 10 of Table
I imply that

Y2=3vo (6.11b)

and
(6.11c)

respectively, in accordance with the scaling pre-
diction (6.9). Equations (6.11b) and (6. 11c) are in
conflict with Ising model (y,=1.75) estimates of the
vn from Ref. 11, where it is reported that for the
sq - sc crossover, v;=5.0+0.1 and y3=6.5+0. 2.
However, they are consistent with the much more
extensive work of Ref. 17 and with the remarks of
Ref. 26 and the extensive calculations on both the
sc- sq and the fcc— sq crossovers presented in
Ref. 17. Thus one application of our rigorous re-
lations (6.11) is to show that the extrapolations of
Refs. 11 are not valid.

Ys=4Y ,

2. Two-Spin Correlation Function

One can make a scaling hypothesis, analogous
to (6.5), for the two-spin correlation function,
namely, that there exist four numbers b,, by, b,,
and bp such that for all positive A, C,(r, H,7,R) is
a generalized homogeneous function®

C,(\°T7, \PHH, A>T, \PRR) =) C,(T, H, T, R)

(6.13)
From (6.13) it follows that
Wan(r, H=0,R=0)~ | 1 |~70*2n) (6.14)
with
2v,=2v+ny, . (6.15)

From lines 4, 8, and 10 of Table I the validity of
the scaling prediction (6. 15) follows at once for the
cases n=1, 2, and 3, respectively. Thus these
results suggest that not only thermodynamic func-
tions, but also the two-spin correlation fuctions,
scale with the anisotropy parameter R. Indeed,
the predictions of both (6.5) and (6.13) are borne
out for the sq - sc and the sq—~ fcc crossovers for
K, and Cy (the specific heat) by the work of Ref. 17.
It is interesting to point out that although our re-
sults for the zero-field high-temperature suscep-
tibility X(7, H=0, R) and the second moment
u2(7, H=0, R) seem to support the hypothesis that
both T and R scale, this result does nof imply that
all thermodynamic functions scale in R. The fol-
lowing counterexample illustrates this point. As
proved above, if ¥(7,H=0, R=0)~ 177, then the

second-derivative function varies as X,(7,H=0, R
=0)~7"%0; this result is consistent with the scaling
prediction coupled with the result ¢ =y,. Thus if
the same scaling hypothesis holds for the Gibbs
function and the specific heat, one would expect
that G,(T, H=0, R=0) diverges with exponent a — 2
+2y, and that Cy ,(T, H=0, R=0) diverges with ex-
ponent o + 2y,. However, as one can easily see
from Eq. (3.3) at H=0 and T > 7,(0), the first term
on the right-hand side vanishes. If we assume that
the correlation function C,(T, H, T) for the d-dimen-
sional system scales, then one can show using ar-
guments of Sec. IV of Ref. 9 that the second term
on the right-hand side of Eq. (3.3) diverges at 7(0)
with exponent —dv + 2yy=ag - 2+ 2y, - [dv - (2 —a,)].
Hence if dv > 2 - o, (as many workersbelieve to be
the case for d =3), then our results would indicate
that the scaling hypothesis in R [which works for
x(T,HO,R) and u,(T, H=0,R)] may not work for
G(T,H=0,R) and C4(T,H=0,R).

C. Precise Meaning and Approximation Determination of
Crossover Temperature

The anisotropic system described by (1.1) is in-
teresting because critical-point exponents, accord-
ing to the universality hypothesis, should depend
only upon lattice dimensionality; and hence when
R~ 0 (and the lattice “crosses over” from d dimen-
sions), we expect anomalous behavior. This cross-
over behavior would be observable if we could vary
R continuously to zero.

Another interesting property of the weakly cou-
pled layers is that even for R # 0 the system is es-
sentially two dimensional at high temperature.

Yet when it is sufficiently close to the critical tem-
perature T (R), it is three dimensional. Hence
there is a crossover region T,(R)> T > Tz(R) where
the system transits from d=2 to d=3 (cf. Fig. 6).

The crossover region is only a loosely defined
concept. To be quantitatively precise, we shall
consider the reduced susceptibility X(R) for the
Hamiltonian (1.1). If we consider the coupling in
the weak direction as a perturbation, then we may
expand x(R) in a Taylor series about R=0:

— R?
X(R) = x(0) + x, (0)R +%5(0) a7

+-..+in(0)§Tn+... , (6.16)
where
%,(0)= 2B (6.17)

3R" | g ’

and X,(0) =¥, is the susceptibility of the two-dimen-
sional system. From Table I, it is clear that for
systems described by (1.1), we have

X(R)=%,[1+2RIX, + CRIX,)?f2(4)

+(2RIX) f(I)+ORY) -«. ] , (6.18)
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where 2= f,(J)=1 and 6> f3(J) = 1.

The effective crossover temperature is now de-
termined by the following argument. If ¥(R) versus
T were known exactly, for a given R, there would
be no sudden transition from two-to three-dimen-
sional behavior; rather, as the temperature ap-
proached T (R), higher-order terms in Eq. (6.18)
would gradually become more significant. Thus
we can define a p-percent crossover temperature,
To.015(R), as that temperature at which the second
term in Eq. (6.18) causes a p-percent deviation of
x(R) from the two-dimensional value ¥, :

2R 8J%;=0.01p (6.19)

where the left-hand side is expressed as a function
of 7, and the equation is then solved for Ty gy, -

Experimentally, this means that if one’s confi-
dence limits are p percent, the two-dimensional
susceptibility ¥, should be a good enough approxi-
mation to X(R) down to Ty,q1p. Note that Ty,q, is
the temperature at which the first-order correction
term on the right-hand side of Eq. (6.18) equals to
0.01p. This temperature may be slightly different
from the true p- percent temperature for which
(X(R)/X4)-1=0.01p. However, from (6.18), one
may reasonably expect that these two temperatures
are essentially identical.

Equation (6.19) is the major result of this sub-
section. It is useful in the following respects:

(i) It may be used to estimate the crossover
temperature, since it is generally easier to obtain
theoretical information about ¥, than about ¥(R).

(i) By inverting the above procedure, Eq. (6.18)
may be used to estimate R when R is not known,
the crossover temperature Ty q,(R) being obtained
from a plot of x(R) vs 7. As an illustration, con-
sider the antiferromagnet (CD;),NMnCl; (TMMC),
known to be a spin-3 quasi-one-dimensional system
for 7=1.1K, with J=-6.3 K. Assuming the ex-
perimental error to be 5%, Eq. (6) requires that

4R BJI Xy, T,S) <0.05 (6. 20)

for T7=21.1 K, where X ., is the linear chain sus-
ceptibility, known exactly, and evaluated at J
=-6.3K and S=3. From this relation we obtain
an upper bound on R, R<107.%

(iii) Equation (6. 18) may be used in making
quantitative estimates for the experimentalist. For
example, as we have discussed earlier, current
theory predicts that for any given value of R, the
critical behavior should be d dimensional at high
temperature and three-dimensional near T (R). A
schematic illustration of the expected behavior is
shown in Fig. 6(c) for hypothetical susceptibility
data on a “quasi-two-dimensional Ising system.”
Data similar to these hypothetical experiments
have been reported, 2 and subsequently challenged.?
However, from the theoretical point of view, it
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would be interesting if we could estimate under
what conditions it would be feasible to observe this
kind of dramatic crossover behavior. To achieve
this aim, we proceed in two steps

(a) To be able to observe the two-dimensional
exponent, the system must be well above the criti-
cal temperature T (R). Let us assume for the sake
of argument that the two-dimensional behavior does
not set in until 7 ~ 7,(0)/7,(0) is less than about
102%—i.e., above this temperature, there is no
meaningful exponent behavior. Then in order to
reliably estimate the two-dimensional exponent,
let us assume that we need at least a decade in
temperature (i.e., from 1072 to 10~®) before the
system deviates from the d-dimensional behavior
by, say, 10%. Thus we require that

Tg,10— T,(0) <103
T.(0)
where Ty, represents the temperature at which
the deviation from two-dimensional behavior is p
percent; e.g., Tg,015= To.10 if the deviation is 10%.
Since Tj,q, is given by Eq. (6.19) and since for the
d =2 Ising system,

(6.21)

YD) =C,[(T-T)/T, " , (6.22)
we have
0.122R BJ Xyo(To.1)
> 2R ( L—)e,(m'a)"”“ 10°R (6.23)
kT (0)
or
10°=R . (6. 24)

(b) To be able to observe three-dimensional ex-
ponents with any confidence, one probably will have
to reduce € by two decades or more (one decade for
the transition to three-dimensional behavior, and
one decade in order to accurately measure the
slope of the linear three-dimensional behavior).
Hence the experimental apparatus should at least
be able to achieve the minimum reduced tempera-
ture

Tmin - TE(R) ~ Tmlg - Tg(o) ~ 10-5
T.(R) T,0) )

Combining (a) and (b), we conclude that the most
optimistic situation to observe the dramatic behav-
ior of Fig. 6(c) would be to use a system with R
on the order of 107 and to use apparatus capable
of making measurements down as low as €., =10,
If R were much bigger, the two-dimensional ex-
ponent might not be measurable, while if R were
much smaller, the three-dimensional region may
be too small to observe.

We conclude by remarking that the crossover
temperature (more precisely, T,) should be depen-

€min =
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dent upon the quantity being measured; i.e., for a
different physical quantity, Ty,,,, may well differ.
One example of this is the specific heat. At high
temperature [T> T (R), H=0] it is clear from line
3 of Table I that the first-order correction term
(8/8R)Cy(R) is zero, and the second-order deriva-
tive may be diverging less strongly than ¥,(0) (cf.
the discussion in Sec. VIB). Hence, the cross-
ove? into the thrvee-dimensional vegion for the
specific heat may occur for a much smaller value
of €.

Note added in proof. Very recently L. J. de
Jongh (private communication) has confirmed the
utility of the relation (6.19) for the quasi-two-
dimensional ferromagnetic compound
(C,Ha,,1NH;),CuCl, with n=2. This work is de-
scribed in L. J. de Jongh and A. R. Miedema,
Adv. Phys. (to be published). This work also re-
ports “crossover behavior” described by consider-
ations such as those that governed the construction
of Fig. 6(c).
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APPENDIX: UPPER AND LOWER BOUNDS FOR GENERAL
nTH DERIVATIVES FOR SELF-AVOIDING WALK
PROBLEMS

As mentioned in Sec. VD, although we have not
succeeded in finding bounds for # >3, we show in
this appendix that there exist both upper and lower
bounds for arbitrary = for a closely related system,
the SAW problem. *°

For simplicity, we shall consider a SAW problem
on an anisotropic square lattice; the susceptibility
is defined by

XMW =22 Ciutvm (A1)
1=0 m=0
where the expansion variables are » = tanhJ /kT and
v=tanhRJ/kT, and C¥) is the number of self-avoid-
ing walks with ! horizontal bonds (“x bonds”) and
m vertical bonds (“v bonds”).
The nth derivative with respect to v =tanhRJ is

—sawgm _ 1 [(8"X54V(0)
X>0) = n! " Jpa

= cdyt (A2)
1=0

Now some of the SAW paths contributing to C2
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(a)

(b)

(c)

b

FIG. 7. (a) and (b) are contributions to the SAW prob-
lem where (b) does not contribute to the lower bound.
(c) and (d) are contributions to the upper bound of Eq.
(A6) that represents overcounting of configurations (neither
walk is self-avoiding). See the discussion in the Appen-
dix.

(with # vertical bonds) go from one “layer” to an-
other without ever returning to any layer that has
been passed; an example is shown in Fig. 7(a).
Others of the SAW paths will return to a given lay-
er or layers, as shown in Fig. 7(b). If we ignore
all paths of the second type, we can obtain a lower
bound on C'% and hence a lower bound on XSA¥(R
=0). However, the paths of type one are simply
the set of paths which, starting from the origin,
take a self-avoiding walk of 7z, steps in the layer
z=0, then takes a step to the second layer z=+1,
and takes another self-avoiding walk of m, steps,
then another step to the next layer, and so on. Note
that the number of steps in each layer m;, might
be zero, and that the first step out of the layer z=0
can be to either of fwo layers. Thus we have the
simple inequality, forz=>1,

TVR=0)22 ) eee 3 (

my=0 mu=0

n
I Cf,,‘?u"‘i> . (a3)
i=0 ¢

where C,) is the number of self-avoiding walks of
m; in the d-dimensional lattice forming the “lay-
ers” (here d=1). Since the number of SAW steps
taken on the ith layer, m;, is independent of the
number of SAW steps on the jth layer (i#j), it is
straightforward to evaluate the expression of (A3),
with the result

Xa(0)>2[xg )™ . (a4)
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To obtain an upper bound for x3*¥(R =0), we shall
consider the following type of path. Starting from
the origin, we first take a SAW of m, steps in the
2,=0 layer, then take a single step (through a v
bond) to either the layer above (z,=25+1=+1) or
the layer below (z,=2,-1=-1). In the layer z; we
take another SAW of m, steps, and then we proceed
to another layer—either the layev above ov the lay-
ev below. We take another self-avoiding walk in
the new layer, but we assume we lost all memory
of previous self-avoiding walks in that layer. We
thereby overcount the number of self-avoiding
walks, in the sense that although we include all
SAW’s contributing to (Al), we also include numer-
ous paths that are not allowed. Thus we obtain a

rigorous upper bound to x34¥%,
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2" )5 eee 2o (II C,(,,di’u"">2 XsA%R=0) , (A5)
my=0 mp=0 \i=0

where the factor 2" arises from the fact that we may

have two choices for eack step from layer z; to the next

layer. Evaluatingthe expressiononthe left-hand

side of (A5), we finally obtain the desired result:

zn[YSAW]mIZ-iﬁAW(R___O) . (AG)

One can compare the results for ¥S4¥(0) in (A4)
and (A6) with the results tabulated in Table I for
%.(0), and the forms of the upper and lower bounds
are similar to each other. In particular (A4) and
(A6) yield the exponent equality

ySAW =y SAV Ly AV %))

consistent with the scaling predictions.
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FIG. 6. Schematic diagram of the crossover behavior,
(a) The crossover region (shaded area) is bounded by
Ta(R) and Tg(R). [T4(R)=Ty,0(R) is the temperature at
which the system differs appreciably (1%) from being two
dimensional,] T.(R) is the critical temperature. The
generalized scaling hypothesis predicts that all curves
should approach T,(0) via the power law R!/¢. (b) De-
pendence of reduced susceptibility ¥ upon T for R=0 and
for R=R;, indicating the definition of T4(R). Note that
this drawing is not to scale. (c) Sketch of hypothetical
experimental data, plotted in the conventional log-log
plot, for a sy tem which is described by the Hamiltonian
with R=R,.



