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We show that the statistical mechanics of Ising models can be conveniently reformulated in terms
of the local magnetic field probability distribution function P(4). It is shown that for arbitrary ex-
change interactions Jj;;, which may or may not be random, both thermodynamic quantities such as

magnetization, specific heat, etc., and the neutron scattering law S(K,w) can be obtained from

P(h). Indeed S(K,0) provides a direct measurement of the symmetric part of P(h) which also
determines the energy, specific heat, etc., while the magnetization can be obtained from the antisym-
metric part of P(h). As an example, specific results for P(h) are presented for the honeycomb,
square, and triangular lattices with constant nearest-neighbor interactions. All three lattices exhibit
a pronounced dip in the center of P(h) at the transition temperature.

I. INTRODUCTION

At various stages in the development of the theory of
magnetism, the local-field probability distribution func-
tion P(h) has been used.!~> Despite the fact that P(h)
has a simple physical interpretation, it has not been wide-
ly adopted. This is probably because its usage has been
associated with mean-field-type theories and as such it is
regarded as an approximation.

In this paper we show that an exact, useful, and com-
plete description of the thermodynamics of a rather gen-
eral class of Ising models can be obtained in terms of
P(h). These models have localized spins S; associated
with sites ﬁ,-. The spins can have different magnitudes
and the sites ﬁi do not have to form a crystalline lattice.
The Hamiltonian involves only the S/ components and
contains arbitrary exchange interactions J;; and external
fields H;. The range of the J;; is also quite general. All
these results are scattered throughout the literature! ~* of
the early 1960s and are summarized by Southern.® We
collect them together in this paper.

We show that a measurement of the inelastic-neutron-
scattering law S(K,0) at a particular temperature pro-
vides a direct measurement of the symmetric part of P(h)
at that temperature. The total magnetization of the sys-
tem can be obtained directly from the antisymmetric part
of P(h), although the converse is not true. Finally, the
total energy can be obtained from the symmetric part of
P(h), if all the H;=0. Other thermodynamic quantities
of interest, such as the free energy, specific heat, etc., can
be obtained from the energy. The above connections are
very powerful because they require a knowledge of
only P(h) and the temperature, no other information
about the system. In the case where the H;=40, the ener-
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gy, and hence the other thermal thermodynamic quanti-
ties, can still be found from P(h) in simple cases. Such
an example would be a uniform field where all the
H;=H, and a knowledge of P(h), the temperature, and H
would lead to the energy.

The layout of this paper is as follows. In the next sec-
tion we develop the general formalism for S= % This is
for pedagogical reasons, and the rather obvious generali-
zations to arbitrary spin are given in the Appendix. In
Sec. III we illustrate these results for various spin-+
nearest-neighbor Ising models: the one-dimensional
chain, and the honeycomb, square, and triangular nets in
two dimensions. These results are exact and could have
been obtained at any time in the past 20 years. Surpris-
ingly, they do not appear in the literature. The results in
two dimensions are rather interesting as P(h) changes
from a roughly Gaussian shape at high temperatures to
develop a pronounced dip in the center at the transition
temperature 7,. It is unclear how general this
phenomenon is. We define a quantity that measures the
fluctuations in the local field 4 and show, not surprising-
ly, that it has a maximum at 7,.

The attraction of P(h) is that it provides an alternative
description of a thermodynamic system with perhaps a
more intuitive interpretation than the free energy. It con-
tains more information than just the free energy and, for
example, the neutron-scattering law S (l_{,a)) can also be
derived from it. We note that S (E,w) cannot be derived
from the free energy.

Our original motivation for this work was that comput-
er experiments on spin-glass models at zero temperature
often focus on P(h). Indeed, it is a “natural” quantity to
compute. Such experiments have universally demonstrat-
ed a zero-field minimum in spin-glass models with com-
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peting interactions in their ground or low-lying metastable
states.’ A similar minimum has been found in simula-
tions of amorphous antiferromagnets.”® Because of the
interesting new results found for simple Ising models, we
have deferred a discussion of more complex spin systems
witl; competing interactions to a planned, subsequent pa-
per.

II. GENERAL FORMALISM
We define a spin- Ising system with the Hamiltonian

HI'—%EJUU,'O’J'—EH,‘O',' N (1)
i,j i
where the J;; and H; are arbitrary and the factor % is to
prevent double counting. This Hamiltonian describes a
completely general spin-+ Ising system with o;=*1, an
arbitrary range of exchange parameters J;;, and an exter-
nal field H; that can vary from site to site. We define the
J; =0. The sites can be inequivalent and we make no as-
sumptions about the existence of a crystalline lattice or
translational invariance. Although we develop these re-
sults for spin 7, all of the results of this section easily
generalize to arbitrary spin, as shown in the Appendix.
There are a number of ways of decomposing the Hamil-
tonian (1). The most obvious is

H=—~Eé,~0’i N (2)
where
J

This is not useful in discussing local fields, where it is
necessary to decompose (1) as

H=—ho;+H', @
where
hx:EJl]U]+Hl . (5)
j

The first term in Eq. (4) contains all terms involving o;;
other terms are lumped together in H'. Notice that 4; as
defined in (3) and A; as defined in (5) differ in the factor
+ in front of the exchange term. This means that some
care must be taken in calculating the energy of the system
later in this section.

We consider the thermal average {(Oo;) where O is any
operator not involving site i; we write

(00;)={Tr;[0Oc;exp(Bh;o;)]/Tr;[exp(Bh;o;)])
= (O tanh(Bh;)) . (6)
Setting O equal to the unit operator, we find that?3
{o;)=tanh(Bh; )
=<tanh [B [? Jijo;+H; ] ]) . (7

We note in passing that replacing the thermal average of
the tanh in (7) by the tanh of the thermal average leads to
mean-field theory.? Setting O equal to 4; in (6) leads to

<h,'0',' > =<2JUU’UJ +Hi0i>
j
= (h,tanh(ﬁh,)) . (8)

It is not possible to obtain the energy from (8) alone for
H;=~0, because of the missing factor % in from of the ex-
change, as required for the decomposition in Egs. (2) and
(3). However, the energy can be obtained as

E;=—(4;tanh(Bh;))
= — > ((h;+H;)tanh(Bh;)) . 9)
The magnetization M and the energy E are given by
M=3{o;), E=XE;. (10)
i i
We introduce the probability distribution P;(k) for the
local magnetic field at site i by
Pi(h)={(8(h—h;)) , (11

where both the “internal” and external fields are included
in h; via Eq. (5). It is, of course, possible to define a simi-
lar quantity P/ (h) counting only the internal-field contri-
bution, namely

P,~’(h)=<8 (=S40 ]>=P,~(h _H). (12)
J

For the rest of this paper we shall use (11). From the def-
inition of P;(h), we see that

[ Pimydn=1, (13)
<[2J,~ja,-+H,~ ]">=fh"Pi(h)dh , (14)
i
and, from (7) and (9),
(0;)= [ tanh(Bh)P;(h)dh , (15)
E;=—+ [ htanh(Bh)P,(h)dh—sHi{o;) . (16)

The distribution function P(h) for the entire system
with N sites is obtained from (11) via

1
P(h)~—ﬁ§P,~(h). 17

It can be seen from (15) that a knowledge of P(h) and the
temperature is sufficient to determine the magnetization,

M=N [ tanh(Bh)P(h)dh . (18)

It is not necessary to know anything else about the sys-
tem; in particular, it is not necessary to know the Jj; or
the H;. It is this sense in which P (k) provides a descrip-
tion of the system in the same way as the free energy does.
Because tanh(fh) is an odd function of BA, only the an-
tisymmetric part P,(h) of P(h) contributes to M,

P,(h)=+[P(h)—P(—h)], (19)
M =N | tanh(Bh)P,(h)dh . (20)

In general, the energy cannot be obtained directly from
P(h). However, if all the H; are known to be zero, then
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from (10) and (16),
E=—3 [ h tanh(Bh)P(W)dh , @1)

and E can be calculated directly from P(%) without any
knowledge of the J;;. Because 4 tanh(fBh) is an even func-
tion of A, only the symmetric part Py(h) of P(h) contri-
butes to E,

Py(h)=5[P(h)+P(—h)], (22)
E=—2 [ htanb(Bh)P,(h)dh 23)

In this case, the free energy F is given by
B
BF=—NIn2+ fo E(B)dp . (24)

If the H; are sufficiently simple, the free energy can
still be found. For example, if the magnetic field is con-
stant at every site H; =H, the energy given in (9) becomes

E=— [ (h+H)tanh(Bh)P (h)dh , 25)

and the free energy F(H,T) is given by (24) with the in-
tegration done at constant H.

It can be seen that under appropriate conditions the lo-
cal magnetic field probability distribution P (k) leads to
the magnetization M and the energy E. All other thermo-
dynamic quantities, such as the free energy, specific heat,
etc., have to be found by integrating or differentiating M
or E. This is because M and E are determined from the
expectation values of local operators, whereas other ther-
modynamic functions are not. Thus M and E are partic-
ularly important when the statistical mechanics is done
via P(h). This point appears not to have been appreciated
by Klein and Brout,* who attempted to write the free en-
|

ergy as an integral over P(h) [see their Eq. (2.5)].

The function P(k) contains more than just thermo-
dynamic information; it is directly related to the
inelastic-neutron-scattering cross section,'®

— 1 + o0 o = —
S ( k,w)=; f_w dte ’m% exp[ik-(R; —R;)]
x(o¥oX(1),  (6)
where x is any direction perpendicular to the z axis. In
the previous part of this section we suppressed the z su-
perscript on the o7 operators. This cross section is k in-

dependent because Ising systems have no dynamics, so
that transforming to raising and lowering operators,'!

— 1 + o _ _
S(k,w):—s;r— f_w dte ';([ai o ()+o7 ot (1)]) .

27
The time dependence of these operators is given by
o (t)=exp(iHt)oFexp( —iHt)=oFexp(2ith;o;) , (28)

where the k; are given by (5). Combining (27) and (28) we
find that

— + o0 .
S(k,w):i f_w dte"“"Z(exp(2ith,—0,~))

1 + o e
2?77-— w dte ' t;([cos(Zth,-)

+iosin(2th;)]) .

With the use of Eq. (6), this can be rewritten as

S(Ko)=5- [ dre 1"’ ([cos(athy)+ tanh(Bhysin(2eh)])

=51;fdh f—+:dte_,~mttz[cos(zth)_,_itanh(ﬂh)sin(2th)]P,~(h)

_ N P(w/2)+P(—w/2)
T2 1+exp(—Bow)

b

which shows that the neutron-scattering law provides a
direct measurement of the symmetric part Py(h) of P(h),

S(E0)=N P(w/2)
= 1+exp(—Bw)

The thermal factor [1+exp(—Bw)]~! ensures detailed
balance.
From the properties of P (), it is easy to show that

(30)

on I SE ol +exp(—Bo)ldo=1, 31)

and if all the H; =0,

+ [ S(K,0)[1—exp(—fo)lwdo=—E . (32)

(29)

-

Both (31) and (32) hold for arbitrary J;;. Expression (31)
could be useful in normalizing neutron data taken at dif-
ferent temperatures, if this data were to be used to find E.

III. TWO-DIMENSIONAL ISING MODELS

In this section we present results for P(k) for some
pure two-dimensional Ising systems.'> This presentation
is rather straightforward, but does serve to illustrate some
of the points made in the preceding section and provides
some interesting results.

It is convenient to redefine the Hamiltonian (1) with
only a nearest neighbor J;; which is set equal to 1,

H=—3Y0,0;, (33)
ij
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where the sum goes over nearest-neighbor pairs only, and
the factor = is to prevent double counting. In what fol-
lows we use a slightly modified form of the notation of
Choy and Sherrington.!* As all sites are equivalent, we
can ignore the distinction between P;(h) and P(h).
Therefore,

P(h)=<8 > : (34)

z
h—23 o
=1

where the sum over j goes over the z nearest neighbors of
atom i. This can be conveniently rewritten as

= f d9exp(—zh9)<H (1+iajtan0)>
j=1

j=1

)= — f do exp(—ih@)(exp

X cos?6 , (35)

where we have used the integral representation of the
Dirac 8§ function with the usual convergence factors im-
plied at + . Multiplying out the product in the angular
brackets, this becomes

P(h)=

i M"

zi z c,8(h —s) , (36)

where the r sum is in steps of 1 and the s sum is in steps
of 2. The final result has the form

and the a/; are given by the generating function
1 [ doexp(—ih6)cos* "Osin0i"
2 V-

— z —s). (9)

1
2

The factor 1/27 is included so that the a are integers.
They are easily obtained for a given z by doing the simple
integrals involved in (39) and are given in Table I. The c,
are correlation functions!® defined by

= 3 (o5 0p), (40)
(-0

where the parentheses around the summation indices
denote that only the distinct products of r operators
among the z nearest neighbors are to be taken. If we label
the z nearest neighbors of an atom cyclically from 1 to z,
then for the linear chain,

CO:1 ’

c1=2,(0;)=2{01), (41)
0
=2, (0;0;)=(010,) .
(if)
For the honeycomb lattice (z=3),

C0=1 N

c1=23(0;,)=30oy),

(i)

(42)
4
_ C2=2<0','0'j>=3(0'10'2> ,
P(h)—~s—22w35(h —s), .(37) T
with c3= 3, (o;0;0%) =(010,03) .
(ijk)
z
— 2 a5, (38)  For the square net (z =4),
r=0
TABLE 1. Coefficients a/; defined in Eq. (39) are given for z=2, 3, 4, and 6.
z=2 z=3
s r 0 1 2 s r 0 1 2 3
2 1 1 1 3 1 1 1 1
0 2 0 — 1 3 1 —1 -3
-2 1 —1 1 —1 3 —1 —1 3
-3 1 —1 1 —1
z=4 z=6
s r 0 1 2 3 4 s r 0 1 2 3 4 5 6
4 1 1 1 1 1 6 1 1 1 1 1 1 1
2 4 2 0 -2 —4 4 6 4 2 0o -2 —4 —6
0 6 0 -2 0 6 2 15 5 —1 -3 —1 5 15
-2 4 -2 2 —4 0 20 0 —4 0 4 0 -20
—4 1 —1 1 —1 1 —2 15 -5 —1 3 —1 -5 15
—4 6 —4 2 -3 4 —6
—6 1 —1 1 —1 1 —1 1
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C0=1 s

6‘1:2 (01>:4<01> ’
(i)

c;=2 (0;0;)=4(010,) +2(0103) , (43)
(i)
c3=2, (0,004 ) =4(0,0203) ,
(ijk)
cs= 2, 0,0;0107) =(010,0304) .
(ijk)
For the triangular net (z =6),

CO=1 )

;=3 (0;)=6(07) ,
1)

c2=,(0,0;)=6(010,) +6(0103) +3{004) ,
()
c3= 2, (0,00, ) =6(010,03) +12{010,04)
(ijk)
+2(010305) , 44

cs= 3, (0,0;0%0;) =6(01020304) +6010,0305)
(ijkD)

+3<0’10’20'40'5) N

cs= 3, (0,0;04010,,)=6(010,030405) ,
(ijkim)

co= D (0,0j01010,0,)=(010,0304050¢) .
(ijklmn)

From the e’ and the c,, the amplitudes of the various
fields w; occurring in (37) can be calculated using (38).
Many of these correlation functions ¢, can be obtained
from the literature for two-dimensional lattices. No exact
calculations of the ¢, exist in higher dimensions. We in-
clude the linear chain only because it is very simple. In
what follows, K=fJ, where J has previously been set

equal to 1.
For the linear chain,!*
co=1, ¢;=0, c,=tanh’K , (45)

so that from (38) we have
wy=7(1—tanh’K) , w,=w_,=+(1+tanh’K) .  (46)

There is no phase transition in the linear chain, and so at
all temperatures ¢;=0 and P(h) is symmetric. At infin-
ite temperature (K =0), we have wy=5 and
w,=w_,=-, while at zero temperature (K =), we
have wo=0 and wy=w_, =+

For the honeycomb lattice all of the ¢, can be expressed
in terms of the reduced energy € and the reduced magneti-
zation m

e=(0901) , m=(ag) , (47)

where o, is the spin at the site of interest. This is
achieved by rewriting (6) as'®>—18

(00y)=A{0(01+0,+03))+B{000,03) , (48)

where

A =+[tanh(3K)+tanhK] ,

(49)
B=+[tanh(3K)—3tanhK] .

Setting O =1 yields

(010,03)=m(1—-34)/B , (50)
and setting O =0 yields

(0107)=(e—A4)/(24 +B) . (51

Combining all of these results, we find that!’

3[tanh(3K)—¢€]
3tanh(3K)—tanhK

oL
il—z

+ 3m[tanh(3K)—1]
" tanh(3K)—3tanhK

’

(52)
3e—tanhK
3tanh(3K)—tanhK

oL
t3—2

m (1—3tanhK)
~ tanh(3K)—3tanhK

The reduced energy € can be written as an elliptic in-
tegral,'>!® and the reduced magnetization m is a known
function®® of K. These results are illustrated in Fig. 1.

For any lattice at high temperatures, P (%) obeys a bino-
mial distribution. The field is # if +(z+h) nearest-
neighbor spins are up and +(z —h) are down. This occurs
with probability *C(, , 5,2 /2% so that at infinite tempera-
ture,

L 1
P(h): 2 —zc(z+s)/28(h -—S) .

z
§s=—z 2

As z becomes large, P(h) approaches closer to a Gaussian
distribution.

When the temperature is lowered P (h) at first flattens
and then develops a pronounced dip just above T, for the

| ===t
7 o~
7 N
T/7c=0.0 7 8k \
ost ¢ g 0 \\ —— h=t
g 06 I ——— =t R
0 4 %h |
7 1
o V=09 o4r Ny
.51 g | s
7 0.2 r | —= =
o = a °
1 o — i
P(h) T/7¢=1.0 06 0.8 ! 1. 1.4
o5} T/Te
%
o E a
os T/Te=1.2
2 7 7 7 |T=0_ T-Tc T=
o ws || 3/8:0.375 l8=0.125
05 T/Te= 0 w, |0 Y8:=0125 ¥8=0.375
- " wy |0 ¥8=0l125 ¥8:0.375
o a1 2 w-3 [0 3/8:0375 Y8:=0.125
E |

a
-3 3

h

FIG. 1. For the honeycomb lattice, the bar graph at the left
and the line graph in the upper right show the behavior of P (k)
as a function of temperature. The ordinate gives the weight wy
in the 8 functions. The table in the lower right gives the value
of wy [defined in Eq. (37)] at special temperatures.
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honeycomb lattice as shown 1in Fig. 1. At
T,, the values of w; can be obtained by setting
€, =4V3/9, m,=0, and exp(2K,)=2+V"3 in (52). The
distribution function rapidly develops an asymmetry
below T, as the magnetization increases from zero as
(T, -—T)ﬁ with B=+. At zero temperature there is a
single peak at h =3, as we would expect when the align-
ment is complete.

Note that P(h) contains the critical exponents «
(through €) and B (through m) in Egs. (52). All the criti-
cal exponents of interest can be obtained from these two
equations.?!

As the coordination increases, so does the number of
correlation functions that must be known. For the square
net, the three spin correlation function is still proportional
to the reduced magnetization via a relationship similar to
(50).1—18 However, it is necessary to compute two other
independent, even spin correlation functions, as they can-
not all be reduced to just € via relations such as (48) and
(49). Computation of these functions involve evaluating
elliptic integrals. For the triangular net the situation is
much more complex, but a similar reduction to elliptic in-
tegrals for even spin correlations can be made starting
from the Pfaffian form given by Stephenson.”? The de-
tails are complicated and are given elsewhere.”> While the
magnetization is given by Potts,” the remaining odd spin
correlations can be found using the methods of Barry,
Munera, and Tanaka.”> However, we found their results
to contain errors and have not pursued this further. Con-
sequently, Fig. 3 for the triangular net is not complete for
T<T,.

The results for the square net and the triangular net are
shown in Figs. 2 and 3, respectively. They are very simi-
lar to those for the honeycomb lattice given in Fig. 1,
showing a rather universal behavior for P (k) for all two-
dimensional lattices.

Results have been published previously'® by two of us
for the antiferromagnetic triangular net, which show that
there is very little change in P(h) between T= oo and
T =0, apart from some flattening. This is related to the
fact that this model does not have a phase transition and
has a finite entropy at zero temperature. The antifer-
romagnetic honeycomb and square lattices map on to

T/T¢=0.0
Q.51

o
SIS

T/Te=0.9
05

SN

0 7]

P(h) T/ Te=1.0
T 0.5+

O%ﬂmﬂ

T/Te= 1.2
0.5t e
o 4 0 9 7 | T=0 T=Tc T=00
wg| | 3x/2:=0.325483 l/16=0.0625
T/ Tz waz| O 1-4x=0132045 1/4=025
0.5} wo| O 5x-120.084943 38:0375
7 2 7 wop| O 1-4x=0132045 1/4=0.25
ob—o—M 24 = w-g| O 3x/2=0.325483 V16=0.0625
h

FIG. 2. Same as Fig. 1 except for the square net. The pa-
rameter x =1/7—1/m

/]
7
T/T=0.0 7 08 r
051 7
h 06 -
o /
wp, 04 +
0.5
o2 |
0 o
P (h) T/Te=1.0 0.6
05+ 1
0 Ao aooal |T:0 T=Tc T=00
T/Te=12 we ! 0275842 /64=0015625
051 wa|O 0122099 332:0.09375
15, =
oln @ 270 n W |0 0072446 15/64:0.234375
wo|O 0059225 5/16:0.3125
T/Te=00 W-p O 0.072446 1564=0.234375
0.5t W-4/0  0.122099 ¥32:0.09375
. - 0.275842 /640
o . B E ; w-g| O /6420015625
6 4 2 0 2 4 6
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FIG. 3. Same as Fig. 1 except for the triangular net. The re-
sults for T < T, are not complete as we have not been able to
compute the required odd spin-correlation functions.

their ferromagnetic counterparts as they are both bi-
chromatic. With the use of the definition (11) for P;(h),
these functions will be identical above T, for both sublat-
tices and equal to the ferromagnetic counterparts. How-
ever, below T., the asymmetry will develop on opposite
sides of A =0 for the two sublattices, and thus P(h) for
the entire system is just the symmetric part Py(h) of P(h)
defined in (22) for the ferromagnetic counterpart. This
leads to zero net magnetization via (18), as expected. In
order to obtain the staggered magnetization it would be
necessary to know P;(h) at the up and down sites sepa-
rately, and not just the average.

The one-dimensional Ising model can also be regarded
as having a dip in P(h) at T, if T, is identified with zero
temperature. At zero temperature wo=0 and w,
=w_, =17, from (46).

If the distribution P(h) is to be characterized by a sin-
gle parameter, the most useful is

v=[h*—(W)*/z, (53)

where the overbar denotes an average over P(4). From
the definition of the c,, this can be rewritten as

v=14+02¢c,—c}/z, (54)

and is shown in Fig. 4 for ferromagnetic interactions in
the honeycomb, square net, and triangular net. At high
temperatures, v— 1 for all lattices as the correlation func-
tions c¢;,c, become zero. Not surprisingly, this quantity,
which measures the local fluctuations, has a maximum at
T, and then decreases rapidly to zero as the temperature
goes to zero. The increase in v as the temperature is
lowered from infinity towards T, is due to the flattening
and then the dip in P (k). The rapid drop in v below T, is
due to the asymmetry caused by c; and, hence, the mag-
netization.

For antiferromagnetic interactions, the quantity v keeps
going up as the temperature is lowered. For two sublat-
tice antiferromagnetics, such as the honeycomb and
square net, the local magnetic field distribution function
is given by the symmetric part [see Eq. (22)] of the distri-
bution for the corresponding ferromagnet (i.e., all ex-
change interactions changing sign). Thus v increases
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T T T T
41 4
————— HONEYCOMB
—-— SQUARE NET
TRIANGULAR
NET
3\_
v 2
L =
o]

T/T¢

FIG. 4. Fluctuation v in the local field as a function of re-
duced temperature T /T, for ferromagnetic interactions in the
honeycomb, square net, and triangular net.

monotonically from 1 at high temperatures to z at zero
temperature. For the triangular net, antiferromagnet v in-
creases from 1 at high temperatures to 1.097 809 at zero
temperature.13 )

Finally, in this section, we consider the neutron-
scattering law, Egs. (26) and (30). The scattering only
takes place at discrete energies. In Table II we have in-
cluded the thermal factor in (30) to give S(K,w) for the
square net. At very. low temperatures, only the “spin-
wave peak” is seen at @=8.' This corresponds to flip-
ping a spin where all its nearest neighbors are parallel. As
the temperature is raised, other peaks have nonzero
weights.?® Even at T, we note that 63% of the weight is
still in the spin-wave peak. However, there is some
weight at =4, which corresponds to a spin flip where
three nearest neighbors are up and one is down. The peak
at ®=0 will combine with the elastic peak and the peaks
at negative frequencies are related to those at positive fre-
quencies by detailed balance factors. At infinite tempera-
ture the thermal factor is + for all frequencies and the
neutron-scattering law becomes symmetric. There is a
useful sum rule for spin 5 [in addition to (31) and (32)]

which shows that the total integrated intensity is indepen-

TABLE II. Inelastic-neutron-scattering intensity per site,
S(K,w)/N, at various special temperatures for the square net.
The frequency is in units of J and the numbers in the table give
the weights 2w; /[ 1 +exp(—Bw)] of the five 8 functions.

® T= 0 T, ©

8 1 0.6324 0.0625

4 0 0.2254 0.25

0 0 0.0849 0.375
—4 0 0.0387 0.25
—8 0 0.0186 0.0625

dent of temperature, as is clear from Table II,
[ s(K,0)do=1. (55)

This is easily proved from the definition (26).
IV. CONCLUSIONS

We have shown that the statistical mechanics of Ising
models can be described through the local magnetic field
probability distribution function P(4). This function
determines both the neutron-scattering law S (K,») and
the thermodynamic quantities of interest for a large class
of Ising systems. We have calculated P (%) for the fer-
romagnetic honeycomb, square net, and triangular net,
and have shown that in all cases a pronounced dip
develops at T,.

In a subsequent paper, we plan to extend these results to
random spin systems and spin-glass models and also to
look at systems described by classical rather than Ising
spins.

ACKNOWLEDGMENTS

We should like to thank J. H. Barry, R. Haydock, T. A.
Kaplan, and J. Stephenson for useful discussions and the
National Science Foundation (U.S.) and Science and En-
gineering Research Council (United Kingdom) for finan-
cial support. One of us (M.F.T.) would like to thank the
Cavendish Laboratory for its hospitality. Finally, one of
us (M.T.) would like to thank Exxon for Fellowship sup-
port.

APPENDIX

The results of Sec. II can be generalized to case of arbi-
trary spins .S; whose magnitude can vary from site to site.
We will adopt a numbering scheme for equations such
that equations in the text and the Appendix correspond.
The Hamiltonian is

ij i

Note that this J;; differs from the Jj; in the main text by
a factor of 4 in the limit when the spin becomes 5. This
is because we found it more convenient to use Pauli opera-
tors in the main text. In a similar way there is a factor-
of-2 difference in the definition of H;. Rather than rede-
fine these quantities, we prefer to start from (1'). The
reader will easily discover places where factors of 2 ap-
pear between equations in the main text and the corre-
sponding equations in the Appendix. In order to proceed
it is necessary to insist that the J; =0. The most obvious
decomposition of (1') is

H=- 4,87, 2"
i
where
Ai= ‘;‘ zJiijz-i-Hi , (39
j

but the most useful for our purposes is
H=—hS’+H', )

where
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h,=2J,Jsz+H, . (5,)
J

Note that it is important that H be linear in all the S} so
that terms such as (S7)%, (S7)S}, (S7S7)?, etc., are not al-
lowed in the Hamiltonian if the present formalism is to be
used.

The thermal average (OS?), where O is any operator
not involving site 7 is given by

( OS?) = (Tr;[OSFexp(Bh;S7)]/Tr;[exp(BhSF)])
=(0%s,Bh;)) , (6"

where the modified Brillouin function?’ is defined by

B 5(x)=(S+ 7 )coth[(S + 7 )x] — Fcoth(5x)
and hence

& 1 5(x)=7 tanh(3x) .
Setting O equal to the unit operator in (6'), we find that

(SPY=(Bs(Bh)) , @)
and setting O equal to A; leads to

(hS7)= (2 J;;SiS} +H,.s,?>

J

= (1 B, (Bh;)) - 8"

There is the same problem with the factor of 3 in obtain-
ing the energy as before, and we have

E;=— (Ai'@s’.(ﬂhi»
=“%((hi+Hi)-%’s,.(Bhi)) . 9"

The magnetization M and the energy E are given by (10),
as before.

It is convenient to define a P (k) for the entire system
as

P(h)= [z @S’.(Bh)Pi(h)]/ [2 %’si(/}h)] ,an

— 1 + o0 i _ _
SK)=5— [ dte ';qsﬁs,. (6)+878F(O])
=23 [Pi(@)+Pi(—0)]B5Bo)/[1—exp(—Bw)]

=2N[P(0)+P(—w)]% (Bw)/[1—exp(—Lw)],

or
S(K,0)=4NP(w) 2 (Bew) /[ 1 —exp( — Bo)] .
These lead to the sum rules

1 > l—exp(—Bw) ,
v J SEw) 2% o) =1

and if all the H; =0, 4
+ fS(E,w)[l——exp(—ﬁw)]wdw:—E .

and, further, an average Brillouin function % (Bh) by
BBh =~ B, Bh)

This takes account of a varying spin magnitude. It is only
necessary to know the number of sites with each spin
magnitude in order to know Z (fh).

From (7) and (9) we have

(57Y= [ @5, BhP;(h)dh (15)
and
Ei=—+ [ hBs(B0P(h)dh—sHSP) . (16)
The magnetization M is given by
M=N [ #(Bh)P(h)dh , (18)

and, as before, it is not necessary to know the Jij or the
H; in order to find M from P(h).

Again, as before, the energy cannot be obtained directly
from P(h). However, if all the H; are known to be 0,
then from (10) and (16'),

E=—2 [ ha(BrPhan, 1)
the free energy F is given by

B
BF=—31n(2S;+ 1)+ [ E(B)dB , (24)

and Eq. (21) generalizes in the obvious way with
tanh(Bh)—Z (Bh).

The inelastic-neutron-scattering cross section is given
by

— + . - - —
S(k,a))=% [ dre=iot'S expli K-(R;—K;)]
ij

X(SESFD)Y,  (26)

where x is any direction perpendicular to z. Using argu-
ments similar to those in Sec. II, we find that

(29
(30"
(31)

(32

These sum rules are very general and can be proved without introducing P(4). The second one is particularly easy to
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establish as the magnitude of the spin does not enter explicitly.
Using the identity®®

(A(0)B(t))=(B(t—iB)A(0))

for any operators 4,B, we see that

-

S(E,w)[l—exp(—ﬁm)]-:ﬁ ff: dte ="' expli K(R; —R)) [{[S*S; (1) +87 S/ (6) =S (S =S (1)S7]) .

ij
Only the diagonal terms contribute for Ising models so that

S<E,w>[1—exp<—ﬁw>]=—21; ST dre=io S (18,8701 41875 0])

Therefore,
aS;”

Si+’ dt

J sE.ol1-exp(—Bollodo=—i 3

{ _ast
1

)

0 Bt

=2 (IS, h:ST1—1S7,mSH D

=4 (n;SP)

=—8E .
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