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in terms of a moment of the phase-space density.
For example, if the total turbulent energy input
€=(H)/Q - Py/ly — 1) is known, then B=g(¢€) is
implicitly given by the integral relation

H P . e
][ (a —7—3—1‘> f(BH)E[}(dsp,dsqk)—i .

(83)

In the formal derivation of Eq. (62), it has been
assumed that the plasma is in contact with an
appropriate “large” system, which sustains the
fully developed stationary turbulence. Equation (62)
may, therefore, be designated as the canonical
distribution of the wave modes.

The phase-space density permits evaluation of
the statistical behavior of the plasma as the aver-
age behavior of the ensemble of similar plasmas.
The above considerations thus extend statistical
mechanics to continuous, macroscopic electron
plasmas.
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V. CONCLUSION

The Hamiltonian dynamics and statistical mechan-
ics of wave modes represent a theoretical basis
for the analysis of nonlinear phenomena in elec-
tron plasmas, in particular violent fluctuations
and stationary turbulence. Dissipation by col-
lisional and collisionless interactions could not be
included in the considerations because of the dif-
ficulties associated with the establishment of a
variational principle for a continuous medium with
dissipation. This idealized description is reflected
in the constancy of the entropy of the wave modes
with time, which expresses the reversibility of
the basic field equations on which the canonical
formalism rests:

%;_9_ =—xf..f(1+1nf)(:—t +VgE) - V(i))f

x I1(a%3; a°33)=0 .
{k}
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We consider the anisotropic one-dimensional X-¥ model of Lieb, Schultz, and Mattis and
study the three zero-temperature correlation functions p,, (R, t) = (S} (0) S§.;#)), where pv
=x,y,2 but 4 = v, We obtain the first-order term of Pxy for R—  or ¢t— = and exact expres-

sions for p,, and p,,.

I. INTRODUCTION

We are interested in the one-dimensional X-Y
model with an even number N of spin- 3 particles
and with an external magnetic field % in the z direc-
tion. ' The Hamiltonian is

_ 1 t t 1
H=-3 2, (@§ gy + @l ag+yajaly +y agy ag)
i=1

N
—h‘_Zl(aIa‘-%), (1.1)

where a} and a; are the spin-3 raising and lowering
operators, respectively, at site i. We choose pe-
riodic boundary conditions so that d, = @] and ay.,
=ay and take # =0 and 0<y<1. Correlation func-
tions are in general defined as
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p“V(Rv t)=(s‘l‘(o)6;#1(t)> ’ (1. 2)

where U, v=x,y,2. S§({)=304(t), where the

¢’ (t) are the Pauli matrices in the Heisenberg
picture. R is the separation of the two spins, {is
time, and (- -) indicates that the operators are
averaged over the canonical ensemble.

The diagonal (4= v) correlation functions are
well defined by (1. 2) and have been previously
studied. 3"® However, the off-diagonal ones (k#v)
are not uniquely defined by (1.2). If one has a
magnetic field %, on the system in the x direction,
one finds that the two limits in

lim* lim p,,(R, t) (1.3)

Ry~ 0* N-w
cannot be arbitrarily interchanged. If one takes

the limits as given in (1. 3), one can show that
P.e(R, t) at zero temperature and k<1 is nonzero.

If one reverses the limits, p,(R, t)=p,(R, t)=0 for
all temperature and 0 =k The method we use de-
fines the off-diagonal p, (R, t) by (1. 2) and a limit-
ing process of the form (1. 3) with z,—~ 0%

Because of the limitations of our formalism we
can only compute the zero-temperature correlation
functions and, unless otherwise stated, we deal
only with these for the remainder of the paper.
Furthermore, we are restricted to the anisotropic
case O<y<1.

The off-diagonal correlation functions and the
diagonal correlation functions, calculated in earlier
papers by Niemeijer® and by McCoy, Barouch, and
Abraham (MBA), 8 are the objects one needs to cal-
culate in the linear response theory of Kubo. "’
Therefore, it is of interest to obtain exact results
on such functions, even at zero temperature.

We study the off-diagonal correlation functions
through the formalism of MBA. This formalism
is a generalization of the method used by Cheng
and Wu® in their study of the correlation functions
of the two-dimensional Ising model. We extract
the first-order term of p (R, ¢) for large R or t.
Furthermore, we are able to obtain exact closed
expressions for p,,(R, t) and p,,(R, t) in terms of
contour integrals. We analyze these integrals for
large R or t.

We find that as R— =, p, (R, t) goes to zero ex-
ponentially in R when 2#1. As t=, p_(R,t) goes
to zero as t*/% for k>1 and ¢ for h<1. For h<1,
Pys(R, t) has a nonzero limit for R—~« or t=«, The
approach to this limit as a function of R or ¢ large
has the same character as the approach of p, (R, )
to zero. p,(R,t) for k>1 and p,(R, t) for all & are
identically zero.

II. SYMMETRY

As will be discussed later, it is difficult to cal-
culate p,,(R, t) directly from (1.2). Therefore, we
define

OFF-DIAGONAL TIME-DEPENDENT SPIN CORRELATION...

2315

Cuu(R, £)=(Sy/2.(0) SF(0)SR(1) Sy /2(1))  (2.1)

and use the cluster property of C, (R, t) as N—«
to relate

lim p3,(R, t)=lim C,,(R,¢). (2.2)
N = e N =«

The use of (2. 2) to compute p,, for N—= is not
completely equivalent to using (1.2). If we place
magnetic fields on the system in the x and y direc-
tions, then (explicitly showing the dependence of
Pu, on kg and hy)

lim lim_ lim p%,(R, ¢; h, k)= lim C,,(R,?).
hy= 0% hy=0* N =~ N-w
(2.3)

(If k=0, there will also be a &, limit on the left-
hand side.) One cannot arbitrarily change the order
of limits on the left-hand side of (2. 3). This is
analogous to the small %, needed in the two-dimen-
sional Ising model to calculate the spontaneous
magnetization M(k,) at k,=0 by means of

lim lim M2(h)=lim lim (o, 0o,k) - (2.4)
he=0* N~ K~® N+
Keeping the preceding discussion in mind, we

present a symmetry operation and make an argu-
ment which is valid for all { and all temperature.
The operation rotates the system 180° around the
z axis and changes h,~ - h, and h,~ - h,. The
Hamiltonian transforms into itself and, therefore,
for N finite any thermal average of spin operators
should transform into itself. One obtains (deleting
R and ¢ dependences)

pxy(hxv hy) = pxy( - h,‘, - hy) , (2. 53.)
pau(hxy h’) =_pxz( - hx ’ _hy)y (2 5b)
pyl(hxy hy) == P,,( - h,, - hy) . (2. 50)

For N finite these functions are continuous in %,
and k,, and, therefore, for h,=h,=0, p.(R,{)
=pye(R, t)=0 for all ¢ and all temperatures. If N
=, the resulting functions are not necessarily
continuous at k.= 2,=0 and no rigorous conclusions
can be reached. However, since there is never
any long range order in the y direction, we believe
all of the p,,(R, t) are continuous in k,. There is
long range order in the x direction only when 2<1
and the temperature equals zero. Therefore, it is
reasonable to expect limy .. p,, to be discontinuous
and nonzero at k.= h, = 0* for £<1 and zero tem-
perature. We anticipate that limy.. p,,, all 0 <k,
and limy.. py, 1<h, are zero for all tempera-
tures. Later analytical work will verify the con-
jectures at zero temperature.

No conclusions can be reached about Py since it
is even in both &, and &,.

One can also rotate about the x or y directions
and find the evenness or oddness of the p,, as a
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function of 2. From this we see that p,, is an odd
function of %z, but there is no reason to assume that
Pxy is continuous at 2=0.

For the remainder of the paper we, in most in-
stances, will not explicitly write the %, and k, lim-
its even though when we take N—« on p,,, they
are implied.

Ill. FORMULATION AND p, (R, 1)

The first step in an analysis of the X-Y model
is to transform to Fermi creation and annihilation
operators by the Jordan-Wigner transformation, !

k-1
Cp= €Xp (m' 2 am‘})a, .
1
One obtains

1] 1 t .t
H=§ 21; (C}Cﬁﬁcm Ci+Y CjCuq +Y Cya1 C5)

(3.1)

N
—2h 25 (cle; =) —(chey+cley+y el el +ycyey)
1

X €Xp <m' i c} c,)] , (3.2)

1

and if
AD)=ci(t)+ i),
By(t)= cy(t) - cl(®) ,

(3. 3a)
(3. 3b)

then, one has

1/ Y1

N
CW(R’ t):iﬁ<N/gR B((O) H

N/2+R+1

4,00

R

, R+}
x JI 40 IT B,(t)>, (3. 4a)

N/2-

1 N =1 N
C.dR, t)=x——< I B0 I 40
16 \ /24 N/2+R+1

x Ay 12(t) Ag(?) By ;5(t) Bn(t)> , (3.4b)

1 N
cyl(Ry t) =t— H

N -1
B,(0) A0
16 N/2+R+1 : N/HR !()

X Ay ;2(8)Ag(t) By /5(2) BR(t)> , (38.4c)

where [T’ indicates that the product runs from the
larger limit to the smaller limit. The operator
exp(mi ¥} ¢} ¢;) commutes with the Hamiltonian and
has eigenvalues P=+1. The +1 appearing in each
expression for the C, (R, ) can be determined but
is irrelevant for our later discussion.

One is tempted to redefine the boundary condition
on H so that it is cyclic in the ¢ space. This was
the procedure used in calculating the partition

'

function® and time-independent correlation func-
tions, I'*® and, as one might suspect, it contributed
errors of order N to the results for these quanti-
ties. However, as indicated by MBA, one cannot
proceed in this manner and obtain a correct result
if one calculates p,,(R, t) from (1. 2). Further-
more, because certain information about the exact
eigenstates of H is not known to us, we are unable
to use (1. 2) with the correct boundary condition.
However, one can make argumcnts which indicate
that changing the boundary condition will not in-
fluence the results from C, (R, ?) to first order in
N. Therefore, we choose P=1 for all states and
proceed to use C, (R, t) to obtain p, (R, ?).

To effect the diagonalization of H, we first per-
form the transformation

;= (e'*/4/N1/2) o440, a,,,
on
where ¢,=+ (1/N)(2n+1) with n=0, 1,..., N/2 -1,
Then we make a Bogoliubov transformation to
Fermi creation and annihilation operators, 7}, and
Ne, such that

(3.5)

ay=c086, 7, +sinby 1l , (3. 6a)
A.o=C0S0, 7.y —sinby 1% , (3. 6b)
where
tan26, =y sing/(cos¢ - k) , (3. 6¢)
with 0< 6, <3m. We obtain
H=210@)n5 Mo =3 2 2(9) (3.7a)
where
A(¢)=[(cosp ~hf+y2sin®p /2 . (3. )

The A’s and B’s of C, (R, f) are expressible lin-
early in terms of 77: and n,. Therefore, using a
generalization of the Wick theorem of quantum field
theory, ! one is able for arbitrary p and v to ex-
press C, (R, t) as

Cuv(R, t)=xfg PfE (3.8)

where Pf = is the Pfaffian of the antisymmetric
matrix Z. The elements of = consist of all pos-
sible contractions of the A;(¢) and B;(¢) factors
(both =0 and £#0 factors) which appear in (3. 4).
The basic nonzero contractions which result are

<AJ(O) Ak(t» == ( BJ(O) Bk(t»

- (I/N)Eo ei (k-1)0 eiA(o)t , (3. ga)

(A (0)By(t) )= = (1/N) 2y e*® R eid @t g (¢ |

(3. 9b)
(By(0) Ay()) = (1/N) oy €' 0 %1 !4 9(3)

(3. 9¢)
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where
1/2

A1) (1 — il f®
o) (S D)

]

(3. 10a)
2 _ 2p1/2
lzfll[_}.’.___l_*_y_.]_, (3. 10b)
1-vy
2 _ 2)1/2
rg=" L —1ey?P7 (3.10c)

1-y

The square root defining ®(¢) is a positive number
at ¢ =7 and x,(x,) has a positive (negative) imagi-
nary part when 2<[1 - 2Jt/2,

We now calculate the p,,(R, f) and extract their
behavior for large R and large ¢{. First, we ap-
proach p,,(R, t):

Coy(R, )=(S /2er(0)S §(0) Sk(t) S} /2(t)) = £ {5 Pf = ,

(3. 11a)
with
0 S I a
T
=[5 0 -F 'If , (3.11b)
-T E o =S
-a K ST o
where
Smon=(1/N) 2o ®(¢) et® 1) (3.11¢)
Spn= (1/N) 22, ®(¢p) *onmt) (3.114d)

Fm’ﬂ: (1/N)2° ittt q;(¢)e"°(""m*1*m L (3.11e)

Kpn=(1/N) 234 Mt @(g) ' o mm1*R) (3 11f)
Am.n:'(l/N)Zo eiA(o)eeio(mmR) ) (3‘ llg)
Em'": _(1/N)Z°eiMonew(mm»ma) (3. 11h)

for m,n=0,1,...,N/2-R -1. The analysis of X
must now separate into three cases, h<1, r>1,
and k=1, since the character of ®(¢) is different
in each region. We cannot treat the last case but
continue the procedure of MBA for the first two
cases.

A h> 1, > 1, and N> 1
Define a new matrix € such that
of Is |r 4]
_§| |0 |-E -E|
Q: _ =
-T| |E lo -S|
-al |k |87 o

-ST 0 -A -K
= ’ (3. 128.)
- A -3
A kK ST o
where
Spon=(1/N) Zp &(g) '™, (3. 12b)
T, = (1/N) D, et a(p) e ™mR) (3 12c)
Ropn=(1/N) 2y 2@t 8(¢) i ™R (3, 124)
Zm'": — (1/N)E¢, eif(o)t jio(ntmeR) , (3. 12e)

with m, n=0,...,N/2 =R, The horizontal (verti-
cal) lines indicate rows (columns) added to = to ob-
tain €.

For the next step and some later parts of the
calculation, we need to know some of the general
characteristics of the submatrices that comprise
2. (The characteristics of the corresponding sub-
matrices of = are the same.) One notes that Sis
Toeplitz and, therefore, has constant matrix ele-
ments along its diagonal and any lines parallel to
its diagonal. For N large as one goes away from
the diagonal, the matrix elements decrease ex-
ponentially in the distance from the diagonal. f,
K, and A are not Toeplitz but, instead, have con-
stant matrix elements along lines perpendicular to
the diagonal. For R and f fixed but N large, the
larger elements of these three submatrices are in
the upper left-hand corner (m, n=0 region) and in
the lower right-hand corner (m,n=N/2 ~R region).
As one goes away from either region, the matrix
elements fall off exponentially until one reaches
the centers of the matrices. If one allows R to be-
come large, but not of order N, each matrix ele-
ment of I, K, and A becomes exponentially small
in R. If ¢ becomes large, each element goes to
zero as t1/2,

We use the last two statements of the preceding
paragraph to find that as R—~ or {—

4

lim detsz-( lim §> ) (3.13)
N = N =

Since S is Toeplitz, one can use Szegd’s theorem®
to find that

. - ()\ _)\51) (7\-1—)\ ) 1/4
lim detS= = = . 3.14
N=w ((7\2-7\1)0\1 =Xz )) (8.14)
We now need the ratio (valid for finite N)
s?=detZ/detQ . (3.15)

Using Jacobi’s theorem!? for the expansion of a
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determinant, one can show that if one has two
matrices o and g, where B is obtained from a by
the deletion of rows and columns in positions /;,
Ly.ou, Uy, then

@Bg, @M, oo l@y,y,
-1 -1
detp ~det (a )xz.xl (a )12,12 °
deta . .
(a-l)tk, N s (a'l),k. I
(3.16)

Since © and, correspondingly, Q! are antisymmet-

_Q_I I - (51‘)-1
- 51 0
- GT1REY @) 1AGET)

_5-1 AS? -5t f(gr)-l

where the horizontal (vertical) lines indicate the
positions of rows (columns) Iy, I,, I3, and l,.

By examining the equation $3-'=1, one is able to
see that the matrix elements of 5! decrease ex-
ponentially away from its diagonal. This implies
that (@1),,,;, and (27%),, ,, are exponentially small
in N and go to zero in the thermodynamic limit. By
combining the characteristics of I, K, and A with
those of S to get the characteristics of their prod-
ucts, we see that (27),,,, and (Q'l),z, 1, are also
exponentially small in N. Therefore, for large N

R SN S (GO RN I NP

(3.19)

But by inverting all sums in the matrix products in
the second factor, we can prove equality between
the two factors for N, R, and ¢ finite. Finally,

s¥~ [(S-l 55-1)0,0]4'# e (3.20)

One obtains 5! for N~ « from the Wiener -Hopf
equation
lz; gm,l(s-l)l,nzém,n$ OSm,n . (3-21)
-0

This yields

lim (§),,,= ooy fdg gt __T_xg—g e
N-w ™ (2m) 1-M7¢

r 1 In )\;1—5,)1/2
<fa oA e ()

(3.22)
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ric, the small matrix giving s? is antisymmetric.
Therefore, using the relation between Pfaffians and
determinants and (3. 16), one obtains

s?= [(9"1)11.;2 @)y, - (9-1)11.13 (9-1)12.14

i
@)y, @Yy, P G17)

where 1y, I, I3, and I, are the rows and columns one
must delete from £ to obtain =.

_ To obtain 27, we make use of the smallness of
I, A, and K for R or ¢ large and perform a series
expansion of 7 in terms of them. Exhibiting the

first two terms,

[ _ (S‘T)-llzg-l (§T)-1 A~(§T)'ll
__§-1 &g-l §-1 I: §T -1
( . ) + s (3.18)
0 &)
-5t 0

where | £l =1and |£'l =1+€>1. Using (3. 22) and
(3.12e) with N—=

I}i-nlsz= (% fdzz’e'le““">4+o-- , (3.23)
where
_oa1/2
A(z) Bl [(z =21 (2 =2p) (2 =A7Y) (z = A3H)[/ 2.

2z

[Note that A(z)=A(¢) for z=e'®.] The contour is

|zl =1. The first term in (3. 23) gives the first-

order contribution to s2for R or ¢ large.
Therefore, we obtain for R or ¢ large

. N =20 O -2 /4
-2 (Qa2)0f )
m poy(R, ) 4<(Az-m ))

" =23

x(_l_ {dz zR-le(tA(l)) ,
2mi

where n=+1, +i is a phase factor arising from the
fourth root taken in obtaining p,, and depends on
whether z,-~0* or 0~.

For ¢ large and R fixed the integral remains on
the unit circle contour and stationary phase used
to obtain the large ¢ behavior. For large R and
fixed ¢ the contour is contracted to one around the
cut inside the unit circle and the method of Laplace
is applied to extract the large R dependence. One
obtains

(a) t=, B>1:

(3.24)

) n ()\ _)\-1)()\-1_)\) 1/4
A Py Ry 1 g m) T2 ((xz S 0 D )



I

- 1/2
X [exp(i 4E+z‘t(h—-1))(y—zh—_—11+—h)
1/2
+(—1)Rexp<—i %+it(h+1)> (m%) ];
(3.25)
(b) R-wx, h>1:

. . nt)\n'”"‘ ( _)\-1)()\.1_)\1) 1/4
,}lfr.’, Pxy(R, 1) 2(2n) 2R ((Az—xf) ()\{1! -3 )>

1/2
X[1Z=1+y z]”(%) . (3.26)

B. <1, A;|>1,and [\;|> 1

We cannot proceed in the same fashion as for &
>1 since the properties of ¢(¢) have changed, ren-
dering invalid the use of Szegd’s theorem to obtain
detS and the procedure to find §'. In particular,
for n>1

In®(0) - In®(27)=0 ,
but not for n<1.

(3.27)

Therefore, we must select a dif-

ferent matrix. Take
lal 1§ JIT Al
|-sT| o] |I-E -kl
Ql: = = = =
|l-t| [E] [lo -S]]
-al I&| 18 o
o S T a
-sT o0 -a -K
= - _ _ ) (3.28a)
-T A 0 -S
-A K ST o
where
Smn=(1/N) 26 ®(0) &' mmD | (3. 28b)
T,..=(1/N) 2, e ®te(p) eiom ™ R-2) (3 28c)
vanz_(]_/N)Eo eifh(®)t jio(nemeR-1) , (3. 28d)

K= (1/N) 22, e 2@t a(p) ei® ™ *m B | (3, 28e)

with m,n=0, ..., N/2-R+1. The horizontal
(vertical) lines indicate added rows (columns).

The extra factor of ¢’ in the definition of S,, ,
combined with ®(¢) forms a function which satisfies
(3.27) for 2 <1, making it possible to find detS by
Szegé’s theorem and S from the Wiener-Hopf
equation. Therefore, we proceed in the same
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manner as for 2>1.
We have that
s¥=det=/detQ, (3.29)

is equal to the determinant of an 8 X8 matrix con-
sisting of certain matrix elements of Q;!. Again
one can show that some matrix elements are equal
and, using the character of the submatrices of &,
that others are exponentially small in N. After
evaluating the remaining elements of the 8 X8 ma-
trix for N- <, one finds that to first order in R
or ¢

(1+)* [( 1 f
. 2. dz et A ®t R-Z)
R T oni J F¢ %

1 e“\("‘zR") <1 f iADE R-l)
X(zwif{dzT i J e

1 eiA(t)tZR-z 4
% <2m' f ) )] (3.30)
Furthermore, to first order in R or ¢
1692(1 - 1?)
im detQ,~———5— , 3.31
m Lo (1+y) (3.31)
and, therefore,
1/2 2\1/4
. nyt 21 - K?) . 1/2
1 )~ 1 .32
Nl‘n: pxy(Ry ) 2(1+')’) lell Sl ) (3 3 )

where lim,_ ., s}/2 is given by (3. 30).

Further analysis of s? is more difficult than that
for s? with 2 >1. In the stationary phase computa-
tion #<1 splits into two regions, 221 - 42, with two
stationary phase points (same as for #>1) for
h>1-9?% and four points for h<1-92. If h>[1
-9*]'% in the large R computation, A;!and ;!
are real and the cut inside the unit circle is on the
real axis. However, for 2 <[1 -9%]'/2 ;! and ;!
are complex conjugates of each other and a modi-
fication of the contour and the analysis is needed.
In performing the calculations one finds

(@) t—o, 1-92<n<1:

. nhezu ,}/1/2(1 _h2)1/4
1 ~ .
Nl.nl Pxy(R, 1) 2rt (A=A +h - PP -1+n]72>

(3.33)

() t=o0, 0<h<l—12

1/2 2\1/4
. 21 - AP
M oo t8 0= 5

« [ (= )R 4ni &%
(A=A -h=-PQA+h- ,),2)]175

eit(l-m/\o)( 1-#h >1/z (i 1
(M)'E\1=h =92 Ny 1-h

+
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x [28 M zg=1) + 23Rz - 1)]

(_l)R-leit(1+h~A0) 1+4 )1/2 1_ 1 )
* TORE <1+h—y2 (Ao"1+h

x[1=22-n2’2, (3.36a)
x[28 U zg+1) + 23R (2 + 1)]] , (3.34a) where
where po=[(1=9)/A+N]2, (3. 36b)
(1-*2-n? 2y7-1/2
N 2TV TR g - 1-92-h (3. 34b)
Ao y [( )’2)( 72 )] > Qn=ta.n-1[(1-')/z—h2)1/2/h] . (3. 360)
Ag=y[(A =92 = KB/ (1 = ®))/2, (3. 34c) Again = +1, *i and depends on whether /,—~0*or 0.
IV. p;(R,1) AND p,,(R, )
20 = h +i[(1 - '}’2)2_ hz]jlz . (3 34d) B pyZ(
07192 1-5° ’ For p,,(R, t) we have
1/2 . =
() R=, (1-7%)"2<h<l: Cee(R, )= (5% /5., (0)S(0)SE (NS} /(1) )= + 4 PFE
1/2 2\1/4
. ny 21 -2 4, (4.1a)
1 £~ ; 3.35
Nl‘nl pxy(Ry ) 81rR5)§R ’ ( ) for
|
0 S ! At a?
- ST 0 - E! -K! -K?
-7 E'T 0 -S1,0 = Sy,n/2-r
== 3 (4 lb)
- E*T 0 _SN/Z-Rd,O _sl,ﬂ
-al? KT SI,O sN/z-Rn,o 0 0
- o KT Sy n/ar Y 0
I
where nents decrease exponentially as m decreases from
N/2-R-1. Also, in the 4X4 submatrix we can
- io(n -m+1) ’
Smun = (/N2 2(0)e ’ (4.1c) drop the four elements which depend on (N/2) since
T,=(1/N) 22, M g (p)ei® ™ o) (4.1d) they go to zero as N— .
Al == (1/N) 2D, et (@t griomrap (4. 1¢e) A, h<1,I\|>1,and N\, |>1
Bl == (1/N) 20, &A@ griotmeajet) (4.1f) One forms the ratio
K= (/N2 et @t g(p)etom o) | (4.1g) s?=detQ/det= , (4.2a)
withm,n=0, ..., N/2-R-1. Also, o;=R and where
@;=N/2. Note that T2, A% EV2 and KV2 are 0 s
column vectors such that if the superscript is 1, Q=(_ ST 0) . (4. 2b)
the components decrease exponentially as m in-
creases and if the superscript is 2, the compo- To facilitate the study of =™}, we introduce
]
0 - (ST)-I
0
st 0
0 0 (S0 0O
U= . (4. 3a)
0 0 0 0 (8y,0)"
= (Sy, 97! 0 0 0
0 -0t 0 0

| >

(d) R~w, 0<h<[1-92]"2 :

1/2 271/4, 2R-1
: Y 21 = BT 4p2Rtcos(ay/y)
}Jl_nl pxy(R’ ?) anZ(l _ ),z)
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and
2 Al A%
0 -E' -E? -K' -K*
-7 EIT
V=
- 2T E2T
0
— AlT gIT
2T T
. K (4. 3p)
Then, we have
2 l=p20 (-1F (VOF . (4.4)
k=0

We are interested in the determinant of the 4x4
submatrix in the lower right-hand corner of ="!.
By explicit calculation one finds that VU is zero
in the 4x4 block. (VU)? is of the form

? 0

(VU)?E= A , (4.5)

lim A =1im (S, o) [KTS'T! - E'TS 1A
N N~

1 : 1 [ e z
_1: a2 PAOE _-R[(] _ -1 _y-1,)]-1/2 '
= }'1-12 (Sy,0) [(21”_ fdze 27 R[(1 = 212)(1 - 2;12)] 27 dz 77 1s¢

eiA(l’)tle-l
de’———,[(1—A;‘z')(1—xglz')]”2 , (4.8a)

_(er_l fdz M@ 2R (1 - a'2)(1 = 2 5l2)] Y2

where
_ 1 2 Q=2712)1 - x;l2) )”2
Um S1,0%20; f dzz ((1 DA -

(4. 8b)
All contours are taken on the unit circle.
Using Szegd’s theorem

_p211/2
dem:% (4.9)

for N— o,

All the above calculations for p,, are exact for
all values of R and f with N~«., From them

. n 21/2,)/1/4 n1/8
},1-1'2 Pee(R, t)—zm (1-#?) llvlﬂ S10(1-4),

(4.10)
where A and S, ( are given by (4. 8).
One sees from (4.10) that there is long-range
order in p,,, and, therefore, one can use the
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where we have made use of the characteristics of
st o2 Ab2 g2 and KU'2 to drop elements in
the 4% 4 block that are exponentially small in N.
From the above information one sees that in the
4x4 block all odd powers of UV are zero and even
powers are equal to A* times the identity matrix.
Therefore, we have

lim =z} ,=1lim 1

Moo o 1-A
0 0 (S0 O
0 0 0 (Sp,007!
X ’
-(S,9" 0 0 0
0 -(S,9" 0 0
(4.6)
and
lims®=1im (S, ¢)* (1 - A)*. 4.7
N-x N-x

A is obtained from the calculation of (VU)?. Then,
we have

iA(Z )t _1-R-1

[ -2tz - )«512')]1/2>

l+e-zz

—

R~ = limit to partially determine 7. In this limit
we expect

lim lim p (R, {)=1lim lim (S%) (S%) . (4.11)

Re+® N-w hy=0% N~ oo
It is a straightforward calculation to get

<S;>=%Sl'0 . (4.12)
We extract lim, _qs limy_.. (§*)) from

lim lim (S})*=lim lim (S S%)

hy~0% N R+» N-x

=3 (L+) 21 - p2/4 . (4.13)

Therefore, we have n=£=+1. The ambiguity in £
arises because %, can be 0" or 0°. (Note that we
cannot apply this same method to determine n for
p.y because p,, has no long-range order.)

One obtains the large R and ¢ behavior of
Py (R, t) for 2 <1 in the same manner as for p,,(R, 1),
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h<1l. We have

(@) t==, 1 -9 <h<1:

1 (= 1R 260 + 251 €1 - n?]/?

| >

_1)R+1y 2it
tim 4~EH e g

+1=A)F -1+ n)] 2
N-w Sl'oﬂ't

(4.14)

(b) t=, 0<h<l—+%

im A ~
},‘f’: 21751’0)5 ([

U +h-A0 DA -2

(=1)% (28 + 25%) expit(Ag+1 + 1) ( 1+h )1’2
(A7g)t/2 1+h-97

y 1 (1 -xzH)a —xg%g))”z ( 1+ +25Y )‘/2]
zE+1 [( (1 3H @+t (1=t zo) (1 =231z

Tl @ a)A+2;0)

(28 + 2%

1 [fa-» Zo)(l—kglzn)y/z ( @ +23H) @423 )1/2]
[( N ATz - x5z

a7z Y

R) expit(Ag +1 —h)( 1-h )1/2
1 h

[ (1 _ )ilza()(l - )\22@)1/2_< (1 _ Hl)(l _ 7‘51) )1/2]
-1 ( A -xHa-xh (1 =27'29)(1 = 232

1 (1 =27tz)(1 = A5tz)\H/2 (1_)1 1-azh) \2 }
"2-1 [< T3 23 Q) ((1 i) -ngza‘)) ] ) ,  (.152)

where
A(;’:(l—f)a—hz [1—'}’2)(1 )/2 h2]l/2
(4.15b)
A= =12 =1%)/(1 -9P)]"/2, (4. 15¢)
2g=t LA = - R (4.15d)

1—72+ 1-+2

The square roots are defined such that [(1 - 2;'z)
X (1=x;12)]'/2 is positive at z=~1.

(¢) R~=, [1-9%]"2<p<1:

lim A~ - [278; 3% R?(1 - 3;2)]! ;

Naw

(4.16)

(d) R~w, 0<h<[1-9?2%

] _ 1 p%R-l (eta(,(an-n e-iao(?.R-l))
lim 4 TS, B \n-1 @ -1/
(4.172)
where
=[1-p/Q+y]/2, (4.170)
ag=tan[(1 —=¥2- 1) ?/p] | (4.17¢)
i1 a2 p2in/2
rg=2 ’[i_’; ol ey (4.179)

As we mentioned earlier, the equilibrium cor-
relation function p,,(R, 0) has not been previously
computed. Therefore, we include it here,

|
21/2 1/4 ,

1im p,, (R, 0)== =Y (1 - 3)1®lim S, ,(1-A4"),
N-w 4 (1+ ) New

(4.18a)
where
limA’
N-w

=1im (S, o) < fdzz [ =21t2)(1 - 2512)]Y/2

N-x
I R -1 ’ -1_7 1/2)
f 1+€ [ -23"0 - 22 ’
(4.18Db)

and S, , is given by (4.8b). To first order for

large R, A'~A.
B. h>1,1\|>1,and X3 |> 1

We define two ratios

st=detz/detQ, (4.19a)
and
st=detQ,/detq, , (4.19b)
where
of s r* rr a &
-8*| [0 -E' -F® -K' _R*
-7 |ET o 0 =S O
Y= Cprer o0 0 o -S.0
AT KT s, 0 0 0
-a7| KT 0 S, O 0
and (4.19¢)
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ol |s
2 (_ | 15 ) , (4.19d)
with the horizontal (vertical) lines indicating added
rows (columns). By examining ;! in a way similar
to the treatment of =! for <1, we can show that
s?=0. Furthermore, from detQ, and s} we find
that detQ, #0. Therefore, we have the exact result

limp,, (R, t)=0 (4. 20)
N-o
for >1. (This is in agreement with our symmetry

considerations. )

Using the same analytic technique as for p,(R, ),

one can show for all 2>0, k#1,
lim p,, (R, £)=0 .

N-x

(4.21)

Again this is exact. (It also follows from the sym-
metry condition (2.5c) with a statement of continu-
ity in 2,.)

V. DISCUSSION

The large R and ¢ behaviors of the correlation
functions are consistent with the dependence MBA
found for p,, and p,,; namely, for R— « the cor-
relation functions fall off exponentially in R for
h#1 and for - as ¢t"!/% for #>1 and ¢ for h<1.
The difference in the ¢ dependence is caused by a
variation in the nature of the states coupling into
the dynamics. For 2>1 and zero temperature
single spin waves are sufficient to describe the
system and imply a ¢*'/2 behavior. For k<1 the
complete set of states for the first excited states
do not consist of single spin waves but consist
rather of two spin waves, rendering a ¢t™*/? depen-
dence invalid.

We can explicitly show the difference in charac-
ter of the first excited states by not changing the
boundary condition on H to a cyclic boundary con-
dition in the ¢ space, but, instead, diagonalizing
H exactly. This is accomplished by writing (3. 2)
as

H=H'P'+H P, (5.1a)

where
15 t Tt
H*:E ? (Clcj¢1+cjflcj +'ycjcj+l+ycj+lcj)

N
- 2r20 (c]e; = 3)F (chey + cloy +vehel + 'yclc,v))
1

(5.1b)
and

1 ) i "
P*=§ liexp(m - Cjci)]

The eigenstates of H consist of any even number
(including 0) of ¢ excitations of H* and the odd ex-

(5.1¢)

2323

citations of H-. Therefore, one can diagonalize
H' and H- separately and select those states of each
which are eigenstates of H. The diagonalization
of H* is performed as indicated earlier; i.e., a
Fourier transformation is made with a subsequent
Bogoliubov transformation. (For more details,
see Ref. 6.)

One finds that

H'==320  AN(9*) + 204+ A(®*) 0 {0 (5.2a)
and
H==320-AN¢7)+20,-A(d M0,
(5.2b)
where we sum over ¢*=+7(2n+1)/N, with n=0,
1, ..., N/2-1and ¢ =0, +2mn/N, 7, with n=1,

.o, N/2=1. A(¢)=[(cosp - h)?+?sin®¢ |'/2 for
all $#0 and A(0)=h~1.

If we shift the energy by adding 33,,+A(¢") to H*,
to order e¢”" we obtain

H*=E°+A(¢’)n;*,”n;ﬁ’ , (5.3)
and for 2>1

H =204- A6 M2 "0, (5.4)
and for n<1

H=1-h+2,- A7)0 0l (5.5)

Since the Fourier and Bogoliubov transforma-
tions which we have performed® are such that

N
exp(z‘fr 2 cIc,.) = exp(in % val .3 ) )
1 o*

the eigenstates of H consist of the even 7n excita-
tions of H' from |0, ) and the odd 7 excitations of
H from 10_). 10,)and 10_) are defined by
n{"210,)=0, all ¢*, and n3?10.)=0, all ¢".
Because A(¢) for £>1 is continuous at ¢ =0,
the H' and H™ have easily understood spectra (for
h>1). For both H* and H™ the ground states are
the same as the vacuum states 10,) and the exci-
tation spectra lend themselves to an interpretation
of particle excitations. We can extract the spec-
trum of H and find that it contains a nondegenerate
ground state with energy zero and eigenstate
10,). The first excited states of H are the single-
particle states n;‘_" 10_ ) with energies A(¢~) and
possess an interpretation as single spin waves.
For k<1 the spectrum of H' still retains its
simplicity. However, H" has significant modifica-
tions in its spectrum. A(¢) is not continuous at
¢ =0 and is, in fact, negative causing the ground
state and vacuum state 10_) of H™ tobe twodiffer-
ent states. In particular, the ground state of H~
is n§”"10_) and is nondegenerate with energy equal
to zero. Since this state is an odd 7n excitation, it
is in the spectrum of H, thereby leading to a doubly
degenerate (to order ¢™) ground state for H. One

(5. 6)
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can proceed to discuss the spectrum of H- in this
representation, but one is misled by so doing. The
misconceptions that arise are caused by one’s de-
sire to label states n{?"10_), $~#0, as single-
particle states and, correspondingly, single spin-
wave states. However, they are not such states
because A(0)<0. It is better to transform &,.
=ni? for ¢~#0 and £5=73". Then for k<1

H =| A(0)] g;so+ZZoA(¢')e;-Eo. . (5.7)

°-

Because of the change of basis, the even £ excita-
tions of H- above the new vacuum |0’ ) are eigen-
states of H; i.e., because

exp(z‘wz n;‘_"n;'.’) =—exp<in2£$-5°_) , (5.8)
®- [

evenness and oddness have switched. 10’) is de-
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fined by £,-10_)=0, all ¢~. It is now easily seen
that the ground state of H is doubly degenerate with
eigenstates 10,) and 10’). The first excited states
of H consist of the two particle n‘* excitations of
H' and the two-particle ¢ excitations of H". These
can be interpreted as two spin-wave states.

Therefore, for ~>1 the ground state of H is non-
degenerate with energy zero and is the ground state
10,) of H'. The first excited states n{'10_) (N
single-particle states) come from H" as given by
(5.4) and are single spin-wave states with energy
equal to A(¢°).

For h<1 the ground state of H is doubly degen-
erate and consists of the ground states, 10,) and
10.), of H" and H", respectively. The first excited
states are the two-particle states, n;}"ng ' 10,
and Eliﬁlsz), of H' and H" as given by (5. 3) and
(5.7), respectively. There are N%- N such states,
and they correspond to two spin-wave states.
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We show that the circle theorem on the distribution of zeros of the partition function breaks
down for the ferroelectric potassium dihydrogen phosphate (KDP) model if the field lies outside
the first quadrant. We also use a recent result by Suzuki and Fisher to establish the circle theo-
rem for the antiferroelectric F model with a staggered electric field. Numerical results on
the distribution of zeros for a 4X4 lattice are given.

INTRODUCTION

A central problem in the theory of phase transi-
tions has been the investigation of the distribution
of zeros of the partition function.! For the Ising
ferromagnet in a magnetic field, Lee and Yang®
showed that all zeros of the partition function lie on
the unit circle, a result known as the “circle theo-

rem.” This circle theorem has recently been ex-
tended to a number of other models.? One particular
model which has been discussed is the ice-rule fer-
roelectric model of hydrogen-bonded crystals. 2

For the ferroelectric potassium dihydrogen phos-
phate (KDP) model Suzuki and Fisher? (SF) showed
that all zeroes of the partition function with an elec-
tric field in the first quadrant lie on the unit circle



