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Helmholtz free energy of electrons scattered in the
presence of a strong magnetic field by randomly dis-
tributed impurity centers is developed in ascending
powers of the scattering potential to terms of fourth
order. The free energy is evaluated for impurities
represented by a short-range screened Coulomb
potential, which gives as expected a result essentially
independent of the exact form of the potential function.

For randomly distributed impurities, the first-order
correction to the free energy vanishes; this result is
independent of the exact form of the impurity potential.
The second-order correction to the free energy, which
contributes only to the periodic susceptibility, is in
essential agreement with an earlier result found by a
different and somewhat less general method. The third-
order correction to the free energy is found to contain
only periodic components involving the magnetic field.
The previous conclusion that impurity scattering does
not affect the periodic susceptibility, provided KT
>/, is extended to terms of third order in the scatter-
ing potential.

The influence of collisions on the nonperiodic part of
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the magnetic susceptibility first appears in terms of
fourth order, where, as expected, additional contribu-
tions to the periodic susceptibility also occur. The
influence of collisions on the constant susceptibility is
shown to be small when ©@>>%/7, as predicted by
Peierls; this condition is much less stringent than the
condition K7>>#%/r that was previously thought to
apply.

The steady diamagnetism turns out to be increased
in magnitude by collisions, a rather unexpected result.
However, as has already been pointed out by Dingle,®
this appears quite reasonable when it is remembered
that the steady diamagnetism actually has its origin
in a type of broadening of the energy levels,'”*® that
due to the unquantized motion along the direction of
the magnetic field; in a two-dimensional system the
nonperiodic term in the susceptibility is entirely
absent.!
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The critical-point anomaly of a plane square mX# Ising lattice with periodic boundary conditions (a
torus) is analyzed asymptotically in the limit # — o« with £=m/zn fixed. Among other results, it is shown
that for fixed r=n(T—71)/T, the specific heat per spin of a large lattice is given by

Crn(T)/knmn=Ao Inn+B (r,£) +B1(7) (Inn) /n+Bs(7,£) /n+O[ (Inn)? /n*],

where explicit expressions can be given for 4o and for the functions B, By, and Bs. It follows that the specific-
heat peak of the finite lattice is rounded on a scale §=AT/T¢~1/n, while the maximum in Cun(7T) is dis-

placed from T by €= (Tc—Tmax)/Te~1/n. For £&>£>£071 where £=3.13927---,

the maximum lies

above T'; but for £> £ or £<£¢%, the maximum is depressed below 7'c; when &=« &, or &7, the relative
shift in the maximum from 77 is only of order (Inu)/n2. Detailed graphs and numerical data are presented,
and the results are compared with some for lattices with free edges. Some heuristic arguments are developed
which indicate the possible nature of finite-size critical-point effects in more general systems.

1. INTRODUCTION AND SUMMARY

HE experimental and theoretical study of critical
phenomena has made notable advances in the
last few years.)® On the theoretical side, however,
most attention has been paid to the behavior of in-
finite, homogeneous systems. Real physical systems,
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on the other hand, are finite and possess boundaries,
surfaces, and interfaces which can make measurable
contributions to the observed thermodynamic prop-
erties; furthermore, real systems are usually inhomoge-
neous on some scale containing, for example, impurity
atoms, random point defects, grain boundaries, dis-
location nets, strains, etc., which might all be expected
to “round” or “smear out” in some way a sharp critical
point. Indeed, the best measurements of specific-heat
anomalies in solid-state systems display a rounding of
the specific-heat peaks which is definitely intrinsic to
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the samples studied*—# (rather than an instrumental or
truncation effect, due to use of finite temperature
increments, etc.).

The theoretical problems posed by a serious considera-
tion of boundary and inhomogeneity effects on critical
point behavior are extensive and difficult. In this series
of articles we make a modest approach to some aspects
of these problems by studying in detail the properties of
planar Ising models which are finite, have surfaces and
interfaces and contain point impurities, grain boundaries,
etc.>13 The Ising model in its various forms is known
to be a good first approximation for studying the critical
behavior of many types of systems!; our restriction to
two-dimensional planar Ising lattices is motivated by a
desire for an exact and precise mathematical treat-
ment; we hope that a rigorous knowledge of the two-
dimensional behavior will serve as a guide to drawing
reliable conclusions about more realistic three-dimen-
sional models.

The present article is mainly devoted to a calculation
of the critical properties of a finite Ising model con-
sisting of a square mXn lattice with periodic boundary
conditions (i.e., the lattice is wrapped on a torus). While
in a direct comparison with real systems, the periodic
boundary conditions are certainly artificial, they have
the conceptual advantage of enabling one to separate
the effects of finite size alone from those associated with
a real boundary or edge. (The thermodynamic prop-
erties of boundaries will be discussed in a later paper.?)
As usual, each nearest-neighbor pair of spins, 7 and 7,
are coupled with an energy —4JS5,45;%, where S,
SiF==3.

The specific-heat anomaly per spin of an infinite
square Ising lattice in zero field has the form!*
C(T)/kp= lim Cuu(T)/kpmn

m,n->0

=AoIn|(T/T)—1]+4,
+O{[(T/Te)—1]In|[(T/Te)—1]}, (1.1)
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that is, it displays a logarithmically infinite and
perfectly sharp singularity as a function of tempera-
ture 7". Already in his original paper, however, Onsager
considered the specific heat of an infinite cylinder
(m=c0) of finite width #.'* He showed that the specific
heat of such a finite width cylinder af the limiting critical
point 7'=7", behaved for largen as

Cu(T)/kp=1im Cpu(T.)/ kmn

=Aolnn+Bo+o(1), (1.2)

where A4, is the same constant as in (1.1); he also con-
cluded that the temperature 7 max at which C,(7) had
its maximum was removed from the limiting critical
point 7°; by a term of relative order only (Inn)/n2. We
will show that (1.2) extends into the more general
critical point result

Coun(T )/ kpmn= Ao Inn+B(0,£)+0[ (Inn)3/n?] (1.3)

as m, n —> , where

E=m/n (1.4)

determines the “shape’ of the torus and remains fixed
fixed as m, n—c0. It is notable that the coefficient of
the divergent part Inn remains unchanged.

For fixed temperatures 7'5£7. the approach of
Coun(T)/mmn to its limit (1.1) is, ultimately, exponentially
fast in m and n. However, we shall show that asymp-
totically there is a region of width

ATX(n)=~a/n (1.5)

about 7., over which the critical point is “spread”
and in which convergence to the thermodynamic limit
does not occur. For temperatures measured on the cor-
responding reduced scale by

72 (T —T.)/ATX(n), (1.6)
we find
Conn(T)/kpmn = Ao Inn+B(7,£)+Bi(r,£) (Inn) /n
+By(1,£)/n4+0[ (Inn)3/n%], (1.7)

where the functions B, By, and B, can be given explicitly
[see the formula (4.17) to (4.22) below ]. From this we
conclude, in contradistinction to Onsager’s special
case £=oo, that for 0<£<e the “shift” in Tpax is

e=(Te—Tmax)/Te=a*(§)/n, (n—w). (18)
For the symmetric case n=m, or £=1, we find
a*(1)~—0.3603, (1.9)

so that Tmax>7; this asymptotic result is already
evident in the explicit numerical calculations for small
m=n displayed in Fig. 1. It might be interpreted as an
indication of increased cooperation between nearby
spins as a result of extra “communication” via paths
that encircle the torus. (By contrast, if boundaries in
the shape of “free” edges are present we expect 7 nax
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Fic. 1. The specific heat per spin for small Ising lattices; exact
results for the mX#n square lattice with periodic boundary condi-
tions are displayed for m=n=2,4, 8,16, 32, and 64 (N =mmn). The
limiting critical point is marked by a vertical line.

<T.; see Ref. 9 and the concluding section below.)
However for an asymmetric torus we find, surprisingly,
that T max remains above 7', only for &> £> &1, where
£~3.139; when £>& or £<g&! the maximum is
displaced below the limiting critical point, (i.e., a*(¥)
becomes positive). The reason for this change of be-
havior at £=§, is not understood; it illustrates an un-
expected subtlty of finite-size behavior.

The main character of our conclusions can be sum-
marized by the approximate formula

Coun(T)/kpmn
~Qo(T) n{[(T/T ) —1+4(a*/n) 12 +b2/n2}~1/2
+(B0(T) ) (1‘10)

in which @¢(7) and ®Bo(7") are slowly varying functions
of 7 with only a weak dependence on # and m (say,
relative terms of order 1/x#). The dominant rounding
and shift of the specificcheat maximum are evident
from this formula.

The calculations leading to the above results are
based on Kaufman’s exact expressions for the partition
function of a square lattice on a finite torus.’® The

15 B, Kaufman, Phys. Rev. 76, 1232 (1949).
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necessary analysis is fairly long and intricate; hence
the reader interested only in the results is advised to
omit Secs. 2, 3, and 4 and to read only the concluding
Sec. 5, where the asymptotic results are discussed
graphically, and specific results for small finite # and m
are exhibited. This review leads to a number of more
general heuristic arguments of relevance to three-
dimensional and non-Ising systems.

The general nature of the calculation is quite similar
to, but more involved than, that employed recently!®
to study finite-size and boundary effects in a plane
square lattice filled with rigid dimers.!” Indeed, the
dimer problem is effectively equivalent to that of the
Ising model at T=7T,; in this latter case we find, as in
the dimer analysis, that the results can be expressed
exactly in terms of elliptic theta functions. For T'# T,
we have to define an extensive set of generalized theta
functions, and related sums and products, etc., which
are, however, easily computed numerically.

Of the following sections the first, Sec. 2, sets out the
basic formulas for the partition function, energy, and
specific heat of a finite torus, and for various auxiliary
functions which arise, in particular, the reduced tem-
perature variable 7(7)~n(T—7.)/T.. In Sec. 3 the
main steps of the asymptotic analysis needed to evaluate
the partition function for large # at fixed r and £ are
presented; the final expressions are (3.36) and (3.37).
Lastly, in Sec. 4 we sketch the analysis of the range of
sums needed for the energy and specific heat; the results
are contained in (4.13)-(4.25). As mentioned already,
the asymptotic results are discussed and related to cal-
culations for small finite # and more general critical-
point considerations in the concluding section.

2. GENERAL EXPRESSIONS

The canonical partition function Z,..(T") of a finite
mXn square Ising lattice wrapped on a torus and in
zero magnetic field is'®

Znun(T)=%(2 sinh2K)m» 24: Zi(K), (2.1)

=1

in which the reciprocal temperature variable is

K=J/kT. (2.2)

and where J (=J,=J,) is the nearest-neighbor spin-
coupling energy. The partial partition functions Z;(K)
are defined by

n—1 n—1

Z1=11I 2 coshimys,y1, Zo=T1][ 2 sinhimys, i1,
r=0 r=0 (2.3)
n—1 n—1

Zs=11 2 coshdmrys., Zs=TI 2 sinhimys,,

r=0 r=0

16 A, E. Ferdinand, J. Math. Phys. 8, 2332 (1967).
7P, W. Kasteleyn, Physica 27, 1209 (1961); M. E. Tisher,
Phys. Rev. 124, 1664 (1961),
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where
coshy;=c¢;=cosh2K coth2K —cos(lr/n) (2.4)
so that
=2K+In tanhK
vo=2K+In tanhK, 2.5)

Y =ln[cl—l—(c;2—1)1/2:] 5 l;éO

We note that y;=+v2,—; and that for 0</<#z the func-
tion +; is monotonically increasing in /.
The internal energy per spin is given by

Unn

d
=—(mn)"J—InZ .,
mn dK

(2.6)
J 4 4
=—Jcoth2K——[ ¥ Z/L X ZJ,
mn =1 =1
while the specific heat per spin is
Conn/ ksmn = (mn) "' K2(d?/dK?) InZ
=—2K? csch®2K
4 4 2
Z Zil’ Z Z',,/
K2| =l i=l
+— - , 2.7)
mn| 4 4
>Z; > Z;
i=1 i=1

where the primes here and below denote differentiation
with respect to K. From (2.3) we obtain the more
explicit expressions

n—1
Zl//Zl =%m Z 72r+1, tanh%mﬁ&,_,_l s
r=0
(2.8)

n—1

Zo' [ Zo=3m 3 voryt' coOthimrys,qa,
r=0

with analogous expressions for Z3' and Z, in terms of
v2 and vs,. The second derivatives are given by

n—1

21"/ Zy=[3m T vars tanhimys,s1]?

r=0
n—1
”
3m 3 [yerd'’ tanhgmyz,
r=0

+3m(y2r41” sechimyz,i1)?], (2.9)

the formula for Z,”, etc.,, are obtained from the
correspondences:

Z{": 2r+1, tanh, sech
Z): 2r+1, coth, idcsch
Z': 2r, tanh, sech
Z{ 2, coth, 4csch.

(The factor i=+/(—1) changes the sign of the last
term in (2.9) for Z,"" and Z".)
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From these expressions it is clear that our analytical
task consists in the asymptotic evaluation of a collec-
tion of n-fold products and sums. An obvious first step
in view of (2.4), is to introduce the variable w=Ir/n
and to convert the sums on 7 (after taking logarithms
of the products) to integrals on w from 0 to 2. For real
o the integrands of all the integrals will be analytic and
periodic functions of w unless, for some value of w the
function v(w), analogous to v;, vanishes. By (2.4) and
(2.5) this can occur only for temperatures such that

cosh2K coth2K =sinh2K +-(sinh2K)~1<2. (2.10)

This inequality has the unique real positive solution
K=K,=J/ksT. (w=0) corresponding, in fact, to the
critical point at which!4

sinh2K,=1, K,=%In(14v2)=0.44068---. (2.11)

Thus, at any temperature 7’547, the integrands are
analytic periodic functions of w; under these circum-
stances the integral approximates the corresponding
sum exponentially fast in #, the modulus of the exponen-
tial being, in fact, determined by the imaginary part
of the root wo of y(w)=0 which lies nearest to the real
axis in the complex w plane.

Close to T,, however, convergence will be slow
initially since Im{wo} is small and we can expect to find
an n-dependent scaling of the temperature deviation
from 7', for which the asymptotic behavior will be dis-
tinct from that at fixed T#7,. Consideration of (2.10)
and (2.4) suggests introducing the reduced temperature
variable 7 via

72/n?=1%[sinh2K+(sinh2K)~1]—1. (2.12)

In terms of 7 the true temperature is given by [ compare
with (1.6)]

T/Te=14+3K M r/n)+1K2(/n®)+--- . (2.13)

In the remainder of our analysis we will consider only
the limit in which # —ow with 7 and ¢&=m/n fixed
(with 0<¢< ).

In terms of the variable  we have for /=20

expivi(7) =[1+4(r/n)2+sin?(lr/2n) ]*/2

+L(r/n)*+sin(lx/20) ]2, (2.14)
while
ci?—1=4[ (v/n)2~+sin?(lr/2n)]

X[+ (z/n)2+sin2(lr/2n)]. (2.15)

From here and (2.5) we find
vo=—2(7/n)—$V2(r/n)*+O0[(7/n)*] (2.16a)
and for /70 and I/n<1
we) = (2 m) (e )1
—(/24) B/n){[1+(27/x)* ]

+@/PI1+Qr/rD T 4, (2.16b)
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which displays clearly the pertinence of the variable 7.
For later convenience we introduce the notation

o(r,g) = (r*+7¢")', (2.17)
and observe that
e(r,g)=mq as g—o. (2.18)
Lastly, we note that
vo' =2(14csch2K) =4+2V2(r/n)+O[(v/n)%],
, (2.19)
vi'=c(c2=1)712, (10,
Yo' = —4 csch2K coth2K = —4v2—12(r/n)
+O0[(r/n)*], (2.20)
v =" (2= 1)1 = () e(e’—1)7%2,  (I0)
where
¢’ =¢/=2 cosh2K (1 —csch?2K)
=—8(r/n)+0[(r/n)*], (2.21)
and

¢’ =¢" =8 csch32K cosh?2K +4(sinh2K —csch2K)

=164+24V2(7/n)+O[(r/n)*]. (2.22)
It is evident from (2.19), (2.20), and (2.16) that many
of the sums required for Z;" and Z;”" will be singular for
small  and 7. Our approach will consist of isolating suc-
cessively the most singular pieces and bounding the
remainders as 7 —.

3. ANALYSIS OF PRODUCTS FOR THE
PARTITION FUNCTIONS

From the definition (2.3) we have

Z4=Py(n) exp[3m né v2rJL[1—exp(—myo) ], 3.1)

where

n—1

1nP4(n) = Z lnl:l —CXP(—m'Y2r)] )

r=1

(3.2)

with a similar expression for Z;; the expressions for Z;
and Z, are analogous except that the factor involving
vo does not arise. To evaluate P4(n) we expand the
logarithm, which is justified since y2, does not vanish
for 0<7<; this yields

[3n]

nPyn)=—2 3 p' S exp(—mpys),
p=1

r=1

(3.3)

where [x] denotes the largest integer contained in .
Now the sum on 7 may be split into two parts as follows:

s—1
Sp(”) =2 eXP( _mp'Y?r)
r=1

[3n]

+exp(—mpyas) 3 exp[—mp(yer—v2s)].

r=s

3.4)

In the second term vs.—7vs, is a positive monotonic
increasing function for >s. Thus, this sum is bounded
by the product of its first term and the number of terms,
namely, ([3#]—s+1); its contribution to InP, is hence

FERDINAND AND M. E.

FISHER 185

bounded as
[InPy(n)|; <in In[1—exp(—mrys,) T!. 3.5)

Now for I/n<<1 we may use the expression (2.16) for
v:(7). For a suitable constant d; and s>>7/7, we can
hence obtain a bound

|InPy(n)|; <dm exp(—rts). (3.6)

This will vanish as 1/#2 when # —« provided we choose
s=s(n) such that

s(n)=[(3/7&) Inn]. 3.7

With this value of s we return to the first sum in (3.4)
and note that the expression (2.16) for v,, may be used
throughout the range; in particular, we have

mysr(r) =28p(7,7) +5ém (r3/n?) +- - - (3.8)
from which we obtain
s—1
lSp,l(n) f— Z 6_21754’(1',7‘) !
r=1
s—1
<dsy X (r¥/n?)etrte(mn) (3.9)

r=1

for a suitable constant ds. On the right we may remove
the largest value of 7%, namely, (s—1)® from the sum-
mand; on extending the sum to r=co a relative error
exp[ —pEo(r,s) J~exp(—prés) is introduced, but by
(3.7) this vanishes as 1/#37. On substituting these results
back into (3.3) and interchanging the sums on p and
once more, we finally obtain

InPyn)=2 3" In[1—e-2%¢.0T4-0[ (nn)¥/n?], (3.10)
or

Py=JI[1—e et P=my(r,§),

r=1

(3.11)

where in view of (3.6) and (3.7) the error term arises
from the right-hand side of (3.9).

By the same means we obtain the asymptotic formula
for the other products

Pi(n) =II [1+exp(—my2rs1)]

=11 [1+e e =m(r,),

Po(n) {IO [1—exp(—myerss)]

=11 (1=t =m(rd), (312)
r=1

Pa(m) =TT [1+exp(—mra)]

r=1

=TI [14e2etn=my(r,8),
r=1
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where, in each case, the errors are of relative order
(Inz)3/n% Now, recall that when 7=0, so that 7'=T,,
we have 2¢(0,7) =277; the products on the right of
(3.11) can then be reduced to elliptic theta functions of
modulus ¢=exp(—r£). In a notation adapted from
Whittaker and Watson!® we have

Oo=TT [1—e2rmé]=¢m/12(10,050,)%, (3.13)
r=1
where
6, =02(0,8_"E) = 2008_75/4 H [1+€_—2T"E]2 ’
r=1
03=03(0,e ) =0, [T [14e@—DE]2) (3.14)
r=1
04=04(0,6_T5) =6, H [1 —6_(27_1)”512 .
r=1
Thus, at the critical point itself (r=0) we find
Py=~m1(0,£) =05/6,, Py=m3(0,£) =04/60, (3.15)

Pymm3(0,§) =30:/00c7 ™4, Pymemy(0,£) =06o%.

Similar reductions to elliptic # functions take place at
T =T, for the other sums and products arising below in
the analysis.

Now the sums of Z; in (2.1), (2.6), and (2.7) are
conveniently dealt with by removing Z; and consider-
ing the ratios

R,(‘}’L) =Z,/Z1. (3.16)

From (2.3), (3.12), and the formulas analogous to (3.1)
we have

Ri=1, Ry(n)=Ry=my(r,8)/m(r,§), (3.17)

while
Ry(n) = R3=2 cosh(zmyo)Poms(7,£)/m1(7,£)
Ry(n)~Ry=2 sinh(3mryo) Porra(7,£)/71(7,£),

where P, denotes the #-independent limit of

(3.18)

n—1

InPy(m) =4 T 7a(r)— g yon()]. (3.19)

The errors arising from the factors ; are, as before, of
order (Inn)3/n? for fixed 7 and £.

We will evaluate InPy(n) as a power series in 72
which will be convergent for small enough 7. To this
end write

31i(r) =g(7,0) =go(0) +771(6) +-'g2(O)+- - -, (3.20)
with =Ir/2n. Then

go(0)=In[o+ (1+02)1/2], o=0;=sind, (3.21)

§1(6) =31 %0~ (1+a%)71/2, (3.22)

18 E. T. Whittaker and G. N. Watson, A Course of Modern
Analysis (Cambridge University Press, 1927), 4th ed., Chap. 21.
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£:(0) = —br o1+t 2o (1at51], (3.23)
while in the expression for g;(6) terms of the form
g2k (] g ?)—hd £E=0,1,2,--- 3

appear. Such a term makes a contribution to InPy(%) in
(3.19) equal (essentially) to # times its sum on /;
since (14-02)~#-%<1, this sum is bounded by

2n—1
mn—2z Z a.l—21,+ 142k
=1

n
~ E(%W)—2i+l+2kn—2k Z l~2'i+1+2k,
=1

(3.24)

where for the purposes of estimation we have used the
approximation o;=sinf;~@=Ir/2n. For k=1 the final
sum on / diverges as Inz but for £<7 it converges as
n— o, Hence, all those terms with £>1 give contribu-
tions to g;(6) of order at most (Inz)/n?; furthermore, in
view of the prefactor (37)~2"+!in (3.2) the coefficient of
the corresponding error term in g(7,d) obtained by sum-
ming on 7, can be bounded for all | 7| <%#. This limita-
tion on the range of = will prove quite acceptable.

Let us then evaluate to leading order the coefficient
of 7% for > 2 in the expression for InPy(n): it is

INF oot (140a,2)"12
(g

i/ L r=1 [sin(rr/n) P!

n=1  (140as,412)"1/2 ]

=0 [sin(r+3)m/nJp-1d
Now, as above, we may to leading order replace
sin(rr/n) by (rm/n) and reduce the sums to Riemann
zeta functions; in the term for =2 this again leaves an
error term of order (Inz)/xn?, but for ¢>2 the error is
only of order 1/#2 The total contribution of the terms
of order 7¢ and higher is hence —£2¢(7), where

1
2

So(r) = é( )(2)%[1—2“2“2]((21'—1). (3.25)

i
This sum is convergent for | 7| <= (in accordance with
the range of validity of the error estimates). For numeri-
cal purposes it is convenient to sum on 7 explicitly for
the first one or two terms in the expansion of the zeta
function: {(s)=142"543"+-...

As the next stage we evaluate the term of order 72
which involves the sum

S1(n) =n"1 nz_:l csch[ (r —3)m/n 1+ sin?(r—3)w/n |}
= (3.26)

and a corresponding sum Sa(%) in which »—3 is replaced
by r. We may expand the second factor of the summand
to yield

csch[(r—3)m/n]+3 (_§> sin?1[(r—3)r/n]. (3.27)
k=1 k
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Because sin?*~16 is a polynomial in ¢+% each term for
k2>1 may be summed explicitly over 7 to yield

1 n T
=3 sin?*(r—3)m/n-=n" / sin?-19d0
0

n r=1

2k—22k—4 422
= ===, (3.28)
2k—12k—3 537
On substituting into (3.26) one obtains simply
Si(n)=n"13 csch[(r—3%)nr/n]—7r"11n2. (3.29)
r=1

The remaining sum has been evaluated by Onsager!
correct to order 1/x?; using his expression we obtain

S1(n) = (2/m)[Inn-+In(25/2/x)+Cx]+0(1/n2),  (3.30)

where Cg=0.5772- - - is Euler’s constant.

The sum Si(z) corresponding to (3.26) with 7 in
place of » —3 is calculated similarly. Following Onsager’s
method the divergent part is decomposed in the form

n—1 T
Yy csch(—)

r=1 n

2 1 1
=—[1+%+%+’ o
T n—1 n41

1 1 1
L
n+3 2n—1 2n+1

0

—= 3 (~ DI+ I+,
T t=
where ¢(z)=(d/dz) InT'(z) =¢(z+1)—(1/2), is the
digamma function which varies as Inz—1/2z+40(z72)
as z—. This estimate together with ¢(1)=—Cg and
Wallis’s product

(3.31)

2244 T
In-———---=ln—,
1335 2

finally yields

Sa(n) = 2/m)[Inn+In(2'2/7)+Cx|+0(1/n2). (3.32)

Because the forms of Si(z) and Si(%) are so similar the
only contribution to InPy(») in leading order is a term
—(21n2/7)£7?; the individual expressions for S1(z) and
Sa(n) will, however, be needed later.

Lastly, we must evaluate the contribution inde-
pendent of 7 which arises from (3.21). The correspond-
ing sums in (3.19) can be handled by the use of the
Euler-Maclaurin summation formula. Since the identi-
cal analysis arises in the dimer problem!® we quote here
only the results, namely, for 7’=T7,:

3m El 7v2,(0) =2mn<E> —%HO(%) ,  (3.33)

r=1 T

19 Reference 14, p. 143.
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n—1 G ™ 1
%7}1 Z 72,;.1(0) =2mu<—)+]££+()<—2»> y (3\;4)

r=() T n
where

G=1"2-3"245"2—-..~0.915 965 594

is Catalan’s constant and the order of the error term
follows from the boundedness of the corresponding
derivatives of y(w). Note that by (3.1) these expressions
are also needed to evaluate the Z;. On combining all
these results we conclude that

InPy(n) = —irt—(Ind/7)¢r?
—&2(r)+0(Inn/n?), (3.35)

where Z0(7) =0(s%) is defined for |r|<ir by (3.25).

With this result we are already in a position to evalu-
ate the partition function, or free energy, near 7T.;
we obtain

InZ 0 (T) —mn(} In2 sinh2K)
=mn(2G/7)+(r/12)§—In24Inm:(7,£)
+£200(7)+0[ (Inn)3/n%], (3.36)
where, to recapitulate, the functions m; and R;(n)
=R;4+0(1/n) are defined in (3.11), (3.12), and (3.17),
(3.18), and (3.35), while Zgo(r) has the same form as
Zo(7) in (3.25) except that the factor (1—272¢+2) must

be replaced by (1—272¢1). At the critical point this
expression reduces to

INZ n(T2) =mn[ (2G/7) +3 In2]+1In(62+05464)

—3% In(46,0564)+0[ (Inn)*/n*].  (3.37)

Note that there are no terms proportional to (m-+n)
in these expressions since the periodic boundary condi-
tions allow no “edges.” The results (3.36) and (3.37)
should, of course, be invariant under interchange of m
and #, or, equivalently, the replacement of ¢ by &1
This symmetry may be checked explicitly at 7'=7", by
using Jacobi’s imaginary transformation of the 6
functions,® namely,

B0 1) =£18,(0,677)
03(076—7/5) = 51/203(076—‘”5) )
04(0,8_”/5) = 51/202(0,6_7"2) .

(3.38)

[Jacobi’s transformation plays a similar role in the
dimer problem.!%]

In the symmetric case m=n (¢=1) the O(1) terms
in (3.37) reduce to In(21/44-2-1/2), We may also note
the limiting result
lim (mn)"'InZ.u(T.) =(2G/)

m->0

3 In2-+7 /1252
+O0[(Inn)*/n*],

although strictly this requires a closer look at the re-

(3.39)
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mainder terms to ensure that they remain bounded as

pressions (2.8) and (2.9) for Z; and Z;’. The analysis
£—w (or 0).

follows the same general lines as in the last section, so
we will not present all the (fairly lengthy) details.

4. SUMS FOR THE DERIVATIVES

To calculate the energy and specific heat we must
evaluate asymptotically the sums appearing in the ex-

3nl

Qualn)=2n"* 2

These sums involving tanhx and cothx are split by
writing tanhx=1—(1—tanhx) which leads to the con-
sideration of the typical sum

1—cothimye,

.1

r=1 [ (7/n)2+sin2(rr/n) P 1+ (v /n)2+sin(rr/n) ] ’

where 2> 1; we will only require the values #=1 and /=3 here. By expanding the hyperbolic cotagent into a series
in powers of exp(—my,,) we are lead to consider the sums Q,,4(n,p) of the same form as (4.1), but with exp[[ — pmy2,
(p=1, 2, ---) in the numerator. As in the analysis of the sum in (3.3) defining InP,, we split the sums over 7 at
r=s(n). The sum for r>s can then be bounded, as previously, by a term of order #» exp(—={s) which vanishes as
1/n? with the same choice, (3.7), of s(»). By use of the estimate (3.8) for my.,(7) the numerators of the sums for
7<s can again be expressed in terms of ¢(r,7) alone, at the cost of an error of order s3%/n%~ (Inn)3/n2 To this
order, therefore,

exp[ —2pEo(r,7) ]

Qt,a(n,p)=2n"" Z (4.2)

=1 [(r/n)?+sin®(rr/n) L1+ (r/n)>sin2(rm/n)

As in the analysis leading to (3.25), neglect of the second
factor in the denominator incurs an error of order no
greater than (Inn)/n2. Similarly, the approximation of
sin(rr/n) by (rr/n) in the first factor removes the »
dependence and is quite easily seen to be correct up to a
term of order s2/n2~ (Inz)?/x2. Finally, with comparable
accuracy the sum on 7 may be extended to . Sub-
stitution back into (4.1) and summation over p then
yields

Oua(n) =2 5; (1 —coth[£e(r,) [ e(r,) T
: +O[(Inn)?/n%].

A set of other sums Q. ;(n) and Q;,.(%) may be de-
fined in analogy to Q,,4(n) by the correspondences

t=1or3

(4.3)

Qia1(n): r—% {1—tanh},
Qie(n): r—% {1—coth},
Qu3(n): r {1—tanh},
Qi,a(n): 7 {1—coth},
Qi-(n): r—3 {1},
Qu(n): 7 {1},

t=2
Q2a(n): r—% {sech?},
Qz2,2(n): r—3% {—csch?},
Q25(n): 7 {sech?}, “4)
Q2,a(n): 7 { —csch?}.

With the corresponding replacements, the asymptotic
formula (4.3) remains valid for all these sums except for
Q1,—(n) and Q1,(n). We will use the symbols Q,,; and

Q:,+ below to denote the asymptotically approximating
sums (which are independent of #).

The special sums Qi,_ (1) and Qy,4(#) which arise in
(2.8) and (2.9) are logarithmically divergent with # and
must be handled separately. Apart from the dependence
on 7 they are similar to the sums S; and S, calculated in
the previous section [see (3.26)]. In fact, by dealing
with the 7 dependence via an expansion (valid as before
for | 7| <%r), we obtain

Q1,+(n) =Ss(n)+ i <_7)Tzk
=1\ E

=1 (14202
X {n—%—l ) 4.5)
=1 [og,(14-00,2) /2201 :

with a similar expression for Qi where, as before,
oy=sin(lr/2n). As in the steps leading to (3.25) the
term in braces in (4.5) can be reduced to a Riemann
zeta function by neglecting the factors (142¢2) and
(1+4¢?) and replacing o; by (Ir/2n). For k=1 this
introduces an error term of relative order (Inz)/z? but
for k> 11t is only of order 1/#2. The prefactor (2/m)2*+!
enables the leading terms and the error terms to be
summed on k for |r|<%, so that by recalling the
formulas (3.30) and (3.32) for S; and S, we finally ob-
tain, correct to order (Inn)/n?,

Q1+(m) =~ (2/m)[Inn+1In(2%/7)+Cel+21(7), (4.6)
Q1,-(n) =~ (2/m)[Inn—+In(2%/2/7)+Cr]+2s(r), (4.7)
where
2 o /—I\/T\
El(r)=; k‘é}( . )(;) ¢(2k+1). (4.8)
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and
4 » —-% 27\ 2%
Sa(r) = z( ) )(—) CQRAD[1—2-%1]. (49)

We are now in a position to substitute into the
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but
n—1

2 (vard sechymys,)’=3(ne')*Q21,  (4.11)
r=0

where we recall the definition (2.21) of ¢’. As an ex-

formulas (2.6)-(2.9) for the energy and specific heat.
For certain of the sums factors vo, vo’, or 7" appear
for I=0 (»=0); we remove the corresponding terms
from the sum and carry them separately; thus we have, n—1

for example, to leading order, 77t Y Yarpa” tanhdmys,ia

r=0

ample of another term occurring in the reduction we
quote

n—1

Z (’YZTI SeCh%m'VZr)z

r=0
= (vo’ sechgmyo)*+3(nc")*Qs,s,

=~5¢"(Q1-—01,1) —§(n¢")*(Q3,-—Qs1) . (4.12)

(4.10)  After further lengthy algebra we find for the energy

—Unma(T)/Tmn=V2Z—(4/r)r(Inn)/n—4/=)[In(252/7)+Cr—3i7](r/n) —[Rs tanhr{+R; cothr£](2/Rn)

+{ ‘é RiQ1,i— (Ri+R2)Z:— (Rs+R4)[Z1— (4/7) In2]}(27/Rn)+0(1/n?), (4.13)

where

(4.14)

and the R; are defined through (3.17), (3.18), (3.11), (3.12), (3.35) retaining now only leading order terms in each
case, and Z; and 2; are defined in (4.8) and (4.9).
At the critical point (r=0, T'=T,) this reduces to

2r  6a0504
— m(Tc)/]mn=\/7+~[———— (4.15)

nlL0s+05-+0,

where the 6 functions were defined in (3.14). The leading term agrees, of course, with Onsager’s result for an infinite
lattice. The invariance of the second term under # <> m in £ <> £7! can again be checked with the aid of Jacobi’s

transformation (3.38).
Lastly, we can write the specific heat as

Cmn/ksmn= Ao Inn~+B(7,£)+B:(7,£)(Inn) /n+ By (7,£) /n+0[ (Inn)3/n?],

]+o<1/n2> ,

(4.16)

where

Ag=(8/m)K 2= (2/m)[In(142"/2)]2=0.494358 - - - (4.17)

and
8 4r 4 4
B(7,8)/K*=—[In(25/*/m)+Cr—im] "‘EI: §1 Rin.i—(R1+R2)22—(R3+R4)<21—* 1n2>:|

2

E 4
_S%ERSQM tanhr£+R4(1,4 cothrf] _4%[(R1+R2)Q3,—+ (Rs+R1)Qs.+— 2 Ri(Qs,i+£Q2,:+£01.2) ]
im1
—{-4;5—2{ (R14+R2)(R3+Rs) (1472252 + R3? sech?7§ — R4? cschr £

4
+2T(R3 tanhrE—I—R4 COthTE)[(R1+R2)E3+Z Rin_i]

=1

— 27225 (R1+R2) (R5Q1,5+R4Q1,4) — (Rs+Rs) (R1Q1,1+R2Q1,2) ]— 72 i R:01,:1%}, (4.18)
i=1

By(7,8)=3V2 A7, (4.19)
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where
23=21—22—(4/7r) ln2, (4.20)

and where the sums Q,;, etc., are defined via (4.3)
and (4.4).

At the critical point 7'=1T", only the first two terms
and part of the last term in (4.18) survive; these
reduce to

2
B(0,) ="[In(1-+2/%) [In(25/%/x) +-Cx—3n]

£0,20;20 2
B ln0i+-*—:| , (4.21)

T =2 2+0;+04

[ln(1+21/2)]2[4 24:
0s+05+1-6,4

which takes the value 0.138149- - -at ¢=1. If we allow
£ —ow (when 65, 6,— 1, 6;— 0), we obtain

B(0,0) = (2/m)[In(14-2"2) ]2[In(25/?/m)+ Cx—1m]
=0.187902- - - . (4.22)

As observed before, both £=0and = correspond to a
torus (or cylinder) infinitely long compared to its
width; as expected the value (4.22) agrees with
Onsager’s result'* for this special case. When we let
&£—oo for general 7, we find Q1,:, Q2,5 Qs,5, R3, ERy,
£Q1s, £Q02,:—0 (2=1, 2, 3, 4), Ry, R,— 2, and the
formula (4.18) for B(,£) reduces to

B(r,)/K 2= (8/m)[In(25/*/m)+Cr—im]
F4(2,—720;,) . (4.23)

Since both Z,(7) and Q;,_(7) are symmetric about the
point 7=0, B(r,) itself is also symmetric about T',.
If we apply Jacobi’s transformation &< £ to (4.21),
we find the relation

B(0,6)=B(0,6)+(2/m)[In(142%) ] In&.  (4.24)

More generally it follows from the definition of 7 and
the symmetry of Cma(7) in m and # that we must, in
fact, have the relation

B(r,£)=B(¢r,E71)+Ao Ink. (4.25)

Although we have not verified this analytically from
(4.18) it has been checked numerically; indeed this
provides a very stringent test on the correctness of the
formula. We may hence write (4.16) in the manifestly
symmetric form

Con(T)/ksmn=A ¢ In(m=24-n"2)1/2

+B(r,8)+0[(lnn)/n], (4.26)

where

B(r,§) =3[ B(r,))+B(ér,i ) +4oIn(e+E1)]. (4.27)
It is clear from this expression that the magnitude of
C(T) near T, is limited primarily by the smaller of m
and #. Incidentally, one may usefully introduce a new
temperature variable, say,

*=02r¢/(14-&)~[2nm/(n+m)J(AT/T.),

which is invariant under £ <> £

(4.28)
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Lastly, we remark that an explicit expression for
By(r,£) may be found by straightforward but tedious
algebra; it derives from the higher order 7/% depen-
dence of v¢, vo’, ¢/, and ¢’ [see (2.21) and (2.22)]
entering through expressions like (4.10)-(4.12). Since
the general expression is long and unilluminating we do
not quote it; at the critical point (r=0) it reduces to

090304
By(0,8) = —3$V2[In(1+2") P (4.29)

2 3 4

The terms of order (Inn)?/n? in (4.16) represent our
bounds on the remainder; in fact the next correction
term is probably of the slightly higher order (Inn)/n2.

5. DISCUSSION AND NUMERICAL RESULTS

The general character of the specific heat per spin
C(T) of a finite mXn Ising torus is already evident
from Fig. 1, which shows the exact results for a “square
torus” (n=m) computed for n=2, 3, ---64 by direct
evaluation of the formulas (2.3) to (2.9).2° The nearly
equal increments in height of the maximum consequent
upon doubling # are indicative of the logarithmic
behavior

C(Tc)/kB on lnn-l—O(l) y (5.1)

which follows from (4.16) for all # and m. The
“rounding” of the anomaly clearly decreases with #;
in view of the asymptotic result (4.16), we now know
that the scale of this rounding is asymptotically set by

r~2Kn(T—T.)/T.=0(1). (5.2)

More explicitly, the deviation [C(T)—C(T.)] of the
specific heat per spin from its value at the limiting
critical point 7', approaches a limit B(r,£), which is
independent of # and m [see (4.16) and (4.17)7], although
it does depend on the ratio £=m/n. The limiting form
of the rounded critical point anomaly is plotted in Fig. 2
for the case £=1 (solid curve). The broken curves for
n=38, 16, 32, and 64 are derived from the data of Fig. 1
and indicate that the rate of approach to the limiting
form is not so rapid. From Fig. 2 it is clear that the
maximum in C(7") lies asymptotically above 7', and
varies generally as

e=1—(Tmex/Te)=a*()/n, (n—e) (5.3)

20 We have also compared the exact results for the specific heats
of finite tori of sizes 4X4, 8 X8, and 12X12 with the interesting
Monte Carlo calculations of C. P. Yang, Proc. Symp. Appl. Math.
15, 351 (1963) [American Mathematical Society]. Away from the
maximum the Monte Carlo results are accurate to within their
standard deviation of 2 or 3%,. In the vicinity of the maximum,
however, errors or order 10-159, occur in all three cases. These
errors are about 7-12 times the standard deviations and have a
somewhat systematic appearance. Yang makes some pertinent
comments on the difficulties of the Monte Carlo calculations in the
critical region but probably one would still not have anticipated
errors as large as our comparisons revealed. [ Graphs showing the
exact and Monte Carlo results are given by A. E. Ferdinand,
Ph.D. thesis, published by the University of London (1967).]
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as was mentioned in the Introduction. From the data
for Fig. 2 we find
B.(1)=B(0,1)=0.138149- - -,

and

Tmax(1) =0.31775- - -,

(5.4)
Bumax(1)=0.201359- - -,
so that
—a*(1)~0.36029. (5.5)

A test of the relation (5.3) [with (5.5)] for finite # is
indicated in Fig. 3; the approach to limiting behavior is
reasonably rapid and, indeed, by numerical extrapola-
tion (5.3) had originally been conjectured with
—a*(1)=0.353.

The result (5.1) for C(7.) may clearly be supple-
mented by

Cmax =C(Tmax> ~ C(Tc) +kB[BmaX(E) —-B(O,E)] )

(n, m—x). (5.6)

The rate of approach of C(7;) and Cpax to their limiting
behavior is revealed in Fig. 4. Because of the presence
of the (Inn)/n term at 77,0 (but not at 7=0) the
approach is slower for Crax.

The change of form of the limiting rounded anomaly
for an asymmetric torus is illustrated in Fig. 5 which
shows the asymptotic deviation of Cn,(7") from its
critical value Cpun(7.) versus the reduced temperature 7
for various values of £. As £ changes, Tmax, the position
of the maximum shifts. In terms of the symmetrized
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F1c. 2. Plots of the specific heat per spin relative to its
critical value versus the reduced temperature variable
7~0.881n(T—Tc)/Te for £=1 (n=m); the limiting behavior
for n— is shown by a solid line, the broken lines show the
results for finite n=8§, 16, 32, and 64.
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F16. 3. Variation of T'max—7T'c with # for finite tori with £=1; the
broken curve indicates the limiting behavior as n —

temperature variable 7*, defined in (4.28), the shift of
the maximum is downwards as ¢ departs from the
symmetric value unity. The variation of 7m.* with &
is shown in Fig. 6; the most striking feature is that for

£=§>3.139278 or §¢=§;1>~0.318544

the maximum occurs, asymptotically, @t Twmax=7".
As £ rises above & or falls below &1, the maximum
moves below T, [see Fig. 5. The extreme excursion of

n 3 4 5 6 8 10 162550
T T L L LA AL R e )

.

.20+ Brnax(!) =t

0.3 0.2 O.l 0

1/n
Fic. 4. Approach of C(T;) and Cmax to their limiting behavior
for ¢=1: (a) ks 'C(T.)—Aolnm, (b) ks 'Cmax—Aolnn, (c)
ks Cmax—C(Te) ]4+B(0,1).
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the peak below T, is reached for é~0.17 or 6. Ulti-
mately as £ > (or 0) the maximum shifts back into
asymptotic coincidence with 7°. Notice the limiting
curve for £=c shown by the broken line in Fig. 5.
The reason for the nonmonotonic behavior of 7max(£)
is not understood; it seems to arise from a subtle inter-
play between the four different terms making up the
exact partition function and the various cross terms
brought into existence by differentiating the free energy
twice. The value of & has been checked by deriving,
from (4.18), an explicit expression for the gradient

dB dB
B'(1,§) =—(r,5) =t—(r,67), (.7
or ar
at 7=0 in terms of the elliptic theta functions. This
gradient must vanish at & when the maximum is at
7=0.

A further impression of the effect of changing ¢ may
be obtained from the curves in Fig. 6 showing the
parameters Buax(£) =B(Tmax,£) (solid line) and B,(¢)
=B(0,£)=B(0,67)) (broken line) occuring in the
symmetrized formula [see (4.26)]

C(T)/kp=A0o In(m2+n2)"124-B(r, m/n)+---. (5.8)

The over-all variation is not large but both curves dis-
play somewhat unexpected maxima around £=1.4
and 2.3, respectively. The two curves touch at £=§&,
which is simply a consequence of 7Tumax(£) passing
through zero at that point.

In the limiting case £ —c of an infinitely long tours
we have Bpax=B(0,0)=0.18790---, and, as men-

T T T T T T T T
Lim Cmn=(T) = Crn(To) .
m,n— o mn kB

006

0.04

0.02]

002}t

-004 0.2

T = 2Ken (T-Te)/ Te
Fic. 5. Dependence of the limiting rounding of the specific-heat

anomaly on £=m/n. Note the broken curve represents the limit
£= o while the curves for £=6, 8, and 10 are dotted for carity.
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Fic. 6. Variation with £=m/n of the symmetrized specific-
heat maximum, Bmax=B(Tmax,£), and critical value, B.=B(0,)
[see Eqs. (4.26) and (4.27)], and of

Tmax* = 25(1 +£)_1T max =~ I:an/(n‘l‘?n)](Tm%x_ Tc)/Tc-

(Note that the top and bottom horizontal scales correspond
identically.)

tioned, Tmax=0. Although to order 1/x this implies
T max=T, the actual asymptotic deviation of 7 'yax from
T, is now determined by the term of order (Inn)/z in
(4.16); if B(r,0)=B(0,%)—%bs()724+0(r3), we find
from (4.19) when £ —w, that

[C(T)—C(T) ) kp~

—3by(0 )r24-3V24or(Inn)/n.  (5.9)
from which we obtain a maximum at
Tmax (%) = §V2[Ao/by(0)(Inn)/n,
so that
(Trmax—Te)/Te=~at(Inn)/n?. (5.10)

As expected, this result is of the same form stated by
Onsager for the special case m —, n finite. From
(4.23) we find bs()=168K,%(3)/7% and hence,
at =w2v2/28¢(3)=0.414697 - - -, where {(3) is the Rie-
mann zeta function. A similar analysis could evidently
also be carried out for the case £=§ or £1; the relation
(5.10) would remain valid but with some different
value of the constant af.

The results discussed above are, of course, limited to
the somewhat unrealistic periodic or toroidal boundary
conditions. Another case which may be discussed
analytically is that in which periodic boundary condi-
tions are imposed in one direction only, leaving two
free edges parallel to, say, the y axis (there might be
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Fic. 7. Specific heats per spin of #X# Ising lattices with free edges.
Note the large depression of the maxima below 7.

terms cylindrical boundary conditions). This situation
will be discussed in a later paper in this series; in
particular, results for infinitely long strips of finite
width # will be obtained as a limiting case of a uniform
lattice which is perturbed by a periodic array of parallel
“grain boundaries” constituted by “ladders” of altered
J . interactions. (When J,/ =0 one obtains independent
finite width strips.) In this case we find the rounded
specific-heat maximum is depressed below the limiting
T. but the scale of rounding and depression is still of
relative order 1/%.

We have also studied numerically a few small %X
lattices with four free edges (no periodicity). It is
feasible to construct the exact partition functions for
n=2, 3, and 4 as polynomials in v=tanh(J/ks7).
Again the maximum is depressed below 7', as evident
from Fig. 7. One finds 7'max/T. is about 0.5533, for
n=2, and 0.7305 for n=4; the relation (5.3) appears
to be valid with a*(1) close to? 1.35, which is of sig-
nificantly larger magnitude than the toroidal value
of —0.36.

m—1 n—1

IT II

r=0 $=0

FERDINAND AND M. E.

{f(T)—g(T) COSI:(Zr—i-l)%:I—g(T) cos[(2s+1>ﬂ}

FISHER 185

A heuristic argument presented previously® sug-
gests that if one has any finite d-dimensional Ising
lattice (or more general system) of size 71 X%y X - - - X#4
with free boundaries one should expect a depression of
T 'max below 7', in accord with (5.3) where % is a suitable
average of the n;. Explicitly, it is reasonable to expect
that

ks T max/kpT o~ E(ny, -« +nq)/ning- - -nqky, (5.11)

where E(ni,---n4) is the ground-state energy of the
system with boundaries while £, is the limiting ground-
state energy per spin in an infinite system. Any mean-
field argument will lead to this sort of conclusion; for the
depression of a bulk critical point by regular changes of
interaction it amounts to little more than the observa-
tion that %27, must scale with the energies of inter-
action. Since FE(ni,---ng) falls below the “bulk”
energy #i---nqlty by an amount proportional to the
surface area

S(ny,: - na)=2(ns - ng+nms- - -ng
Fnmong: - nat- ),

=2y - na/it, (5.12)

where
1/fi=1/nm1+1/ne+---+1/n4, (5.13)

we conclude that (5.3) should hold with the identifica-
tion # = 7 (although a* might still have some residual
shape dependence and would certainly depend on the
details of the boundary conditions®). It would be
interesting to check this by calculations on three-
dimensional systems.

i Our results for the plane Ising model have shown that
the scale of the rounding, §=A7/T,, is of order 1/n
(for £=m/n fixed). The essential mathematical origin
of this rounding can be understood by the following
rough argument. The complete expression (2.1) for the
partition function involves the sum of the four products
(or partial partition functions) Z; to Z4, but to obtain
the correct result in the thermodynamic limit 7,
m—oo it is sufficient to retain only the first of these
products, Z;. This product can, in turn, be expressed
more symmetrically as a double product!4:2! of the form

(5.14)

which brings out the relationship to the periodic structure of the lattice. Correspondingly, if we ignore the effects
of Zy, Z3, and Z,, the free energy per spin can be written approximately as

an

1 m—1n-1

mnksT  2mn r=0 s=0

~— % lnl:h2(T)+2<1—cosw>+2(1—c05(zs——l_l)f)]+e('f),

(5.15)

m n

where %(7) and e¢(7) are known analytic functions of 7" independent of m and 7 (except for minor terms). In the

21 See M. Kac and J. C. Ward, Phys. Rev. 88, 1332 (1952); and M. E. Fisher, Lectures in Theoretical Physics (University of Colo-

rado Press, Boulder, 1965), Chap. VII c, p. 58.
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limit 7, m —co the sums in (5.15) may be replaced by integrals and we obtain correctly Onsager’s famous result!®

for the limiting free energy per spin, namely,

F 1 do

= /W Zi?/r — In[#*(T)+2(1—cosf)+2(1 —cosp) J+e(T).

——g]: E 2w

On differentiating this expression under the integral
sign twice with respect to 7" one obtains an expression
for the specific heat. The critical point is then readily
identified by the vanishing of 4(7); specifically, we
have

At the same time the logarithmic divergence is seen
to arise from the vanishing of the argument of the
logarithm in the integrand which occurs when 8= ¢=0.

To see the dominant effects more explicitly we may
approximate the integral over the Brillouin zone in
(5.16) (for that is what it really is) by a spherically
symmetric integral over the reduced wave vector
q=(6,¢). We need an upper cutoff =0~ independent
of # and m, to represent the zone boundary. In the
limiting case m,n — the lower limit of the ¢ integra-
tion should be zero; we may, however, approximate the
truncation effects in (5.15) for finite 7 and # by impos-
ing the natural lower cutoff

go=qo(n,m)=(80,¢0)| = | (w/m, w/n)]
=r(m2+n—2)1/2,

Then we obtain the approximation

(5.18)

P :
M / I[A(T)+*Jgdg+e(T),  (5.19)

mnksT 0

which should reveal some of the dominant finite size
effects. From this expression we find by straightforward
differentiation that

Conn(T)/mnkp

~@y(T) In[h2(T)+qo2 T2 4+®(T), (5.20)
where
Qo(T) =T2(1 )+ T2hi"+2Thi',  (5.21)
and
®(T) =n[ T2 )2+ Tk +2Thi' ] In[h24-Q7]
+aT2(h')*{ B/ (h*+Q%) +-h*/ (h*+¢6) }
+2Te+T2%", (5.22)

in which the primes denote differentiation with respect
to 7. Now ®(7) remains a slowly varying and analytic
function of 7, even when n, m—, so that go— 0.
As T — T, we find from (5.17) that @,(7") approaches
the constant /¢% Finally, therefore, near T, we can write

Conn(T)/minks
~A0In{[(T/T.)—112+502(n—2+m—2)}~1/2

+B+---, (5.23)

(5.16)

where b=(w/ho)?. This displays the expected sym-
metric logarithmic singularity rounded on a relative
scale 6=>5/7 with

At =1 (m=2tn?). (5.24)

However, it does 7ot show the shift € of Thax from 77,
[compare with (1.10)]; the shift evidently arises from
the “interference” between the different partial-
partition functions Z; in the exact expression (2.1),
which correctly represents the detailed form of the
boundary conditions.

An interesting feature of the above results for the
plane Ising models is that §, the relative width of the
rounding, is of the same asymptotic order, namely, 1/#,
as the depression of T'max. The heuristic arguments just
presented suggest, however, that the ‘“mechanisms” of
the two effects may be distinct so that this coincidence
is a peculiarity of plane Ising models. As suggested
previously? it is plausible that the rounding of a sharp
specific-heat anomaly sets in when the range of cor-
relation 1/k(7) in the corresponding homogeneous
infinite system approaches the characteristic dimension
of the system 7, defined generally, say, in analogy to
(5.24). If* «(T) vanishes as (T'—T7,)" as T— T, this
would imply a width varying as

§=AT/T ~c/i-1V, (5.25)

For planar Ising models one knows!*4 that »=1 so that
(5.25) is consistent with our exact results. More
generally, if the specific heat of an ideal infinite system
varies! as |7'—7.|~* one is lead to conjecture? that the
formula

Cn(T)Nkg~aQ(|t*|~*—1)/a+®(T)+--- (5.26)
with @ and ® relatively slowly varying functions?? of

7 and N and
2 =[(T/Te)+el+82, (5.27)

might be a reasonable description of the dominant be-
havior of a finite system of N=#;-- %4 spins near
its critical point. [Note that when a — 0 the singularity
becomes logarithmic and (5.26) and (5.27) reduce to
(1.10) which characterizes our results.] Since in most
three-dimensional systems one has »~2<1 this con-
jecture suggests that the rounding of the transition, 8,
should be smaller, asymptotically, than the shift or

22 This formula already presupposes exponent symmetry about
T. (i.e., @=¢’) but in general B(T) would have to contain a more
or less sharp step at T to account for the residual lack of sym-
metry above and below T observed in most three-dimensional
specific heat anomalies. (See also below.)
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depression e Of 7'max. There is some experimental
evidence in support of this conclusion.®® To test it
theoretically, however, calculations must be made on a
system for which »#1. A related consequence of
the conjecture is that Cy(T.)/N varies as N*/¢ but
Cnymax/N=Cyn(Tmax)/N varies as N/¥.

As a final speculation we remark that the guess
(5.25) for & leads naturally to the suggestion that for a
general finite d-dimensional system the approximation
(5.19) for the free energy might be extended to

—Fy/NksT

Q
~D / I[7A(T)+q2v g dg+e(T), (5.28)

0

where D is constant, or slowly varying, and as before,
we suppose the lower cutoff, go varies as 1/7~N—1/4, If
to allow for a displaced specific-heat maximum we
postulate that A~7—T1max and Tmax~7T.—(b/7), the
specific-heat anomaly will be rounded on the scale set
by (5.25) as required. On the other hand, the nature
of the specific-heat anomaly in the thermodynamic
limit (V —w, go— 0) is now determined by d and ».
A straightforward analysis shows that the exponents
of divergence of the specific heat! implied by (5.28) are

(5.29)

When »<3d this result is the same as the usual
d-dependent correlation homogeneity or scaling con-
jectures.?® For »=3d the singularity is a logarithmic
divergence but for »>2%d the limiting specific heat
remains finite at 7'=7,, although it may be cusped
there. Among a variety of objections to the conjectural
formula (5.28) we mention: (a) that the scaling-law
conjecture a=2—dy is, like the other dimension-
dependent relations, most open to doubt, since, in

a=a'=max{2—dy, 0}.
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particular, it seems to be in disagreement with the
numerically estimated values a~% and »=~9/14 of the
three-dimensional Ising model?3:2¢; (b) that the ex-
pression in no clear way represents the asymmetry
about 7', observed in most three-dimensional critical
points. Thus, even if there is an equality of the expo-
nents above and below 7', («=c’) some sort of super-
imposed “‘step” in the specific heat remains a dominant
feature of the transition. One could postulate that this
is contained in the e(7) term but its apparently intimate
relation to the critical point makes this an artificial
assumption.

In conclusion, then, the detailed exact results found
for the square Ising lattice do serve as a check on, and
a stimulus to, various heuristic, but more general,
arguments concerning the distortion of specific-heat
anomalies by finite size. One may hope that further
accurate, even if less detailed and exact, calculations
will extend the checks beyond the present limits.
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