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Elementary excitations in antiferromagnets which lack translational symmetry are studied. The
Green’s-function formalism is used to describe the local character of the excitations in terms of
spectral distribution functions which are related to the local magnetic moment of the excitations.
Two types of excitations are found: one associated with the “up” sublattice and with total magnetic
moment — gup, and another associated with the “down” sublattice and with total magnetic moment
gup. It is argued that in systems where the up and down sublattices are not equivalent a net
ground-state magnetization should appear. After the general formalism is discussed two specific ex-
amples are given: a semi-infinite chain and an infinite chain with a single impurity. Both of these
systems display nonuniform ground-state magnetization and in the case of the semi-infinite chain,
for which the up and down sublattices are not equivalent, a net magnetization does appear.

I. INTRODUCTION

Double-time Green’s functions! provide a powerful tool
for the theoretical description of systems which lack
translational symmetry.>3 Their use has proven particu-
larly suited to the study of the local behavior of physical
quantities such as densities of states, charge densities, and
magnetization densities. In most cases there exists a
straightforward connection between diagonal matrix ele-
ments of the appropriate Green’s function and local
values of the corresponding physical quantities. Difficul-
ties have been encountered, however, in the application of
the method to the study of the low-level excitations of an-
tiferromagnetic surfaces.* Attempts to obtain a local den-
sity of states from the Green’s function® have been shown
to lead to inconsistencies.* T

In this paper we present a way to circumvent these dif-
ficulties. We argue that no local density of states can be
defined because the number-of-excitations operator cannot
be decomposed into local number operators. On the other
hand, we find that the total density of states can be
represented as a sum of local terms, each of which is not a
local density of states in the usual sense but can be given a
straightforward physical interpretation in terms of the
magnetic moment carried by the excitations. Moreover,
intrinsically local quantities, such as the ground-state
magnetization and the magnetic moment of the excita-
tions, can be readily extracted from the formalism.

To illustrate these points we report calculations for two
simple models: A semi-infinite antiferromagnetic chain
and a single impurity in an infinite antiferromagnetic
chain.

This paper is organized as follows: in Sec. II the gen-
eral formalism is discussed; in Sec. III the calculations for
the systems mentioned above are presented; and finally in
Sec. IV our results are summarized and some concluding
remarks are presented.

II. GENERAL FORMALISM

We consider an antiferromagnet which can be divided
into two equivalent sublattices, @ and f3, of opposite mag-
netization. To a point R; in the a sublattice there corre-
sponds a point R;+ A in the 8 sublattice. The constant
vector A is so chosen that the point R;+ A is one of the
nearest neighbors of R;. The spin operator of the ion at
R; is denoted by S;, and that of the ion at R;+A by
S; . The Heisenberg Hamiltonian for this antiferromag-
net can then be written as

H=J 3, Sia'Siv56—8MpH 4 2,(Sia—S5p) (1
0,6 i
where J > 0, 8 runs over nearest neighbors, pp is the Bohr
magneton, g is the gyromagnetic ratio, and H, is an an-
isotropy field introduced to fix the direction of the mag-
netization in each sublattice.
“26 now introduce the Holstein-Primakoff transforma-
tion

S?,=S—ala; , )

Si:‘;:(ZS—aiTai)l/zai s (3)
and

S?,=—S+b]b; (4)

Si5=(28 —b;b;)1 2, . (5)

When Egs. (2)—(5) are introduced into Eq. (1) one obtains
Ho=NzJS? —2NSguzH ,
-+ (JSZ +gH’BHA )z(a;ra,- “+ b,'Tbi )
i
+JS S (a;b;5+bi 1 sai) s , 6)
i,8

where N is the total number of atoms in each sublattice, z
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is the number of nearest neighbors, and only bilinear
terms have been kept.

The above Hamiltonian may be diagonalized by a Bogo-
liubov transformation of the form

a, =zur(tli i Umth s (7)
Bn :2 _vmat +umbx ’ )
i

where it is required that

[t ] =8 )
(B, Bl 1=8,m , (10)
[an,#]=¢€ra, , (11)
(B, ) =€RBy » (12)

and all other commutators equal zero.

The operator a, creates an excitation of energy €, and
the operator 3] creates an excitation of energy €. The
commutation relations can-be used to find the inverse
transformation

a;= 3 (g G +VRi Bl » (13)
m
by= vt + (i) B (14)
m
as well as the orthogonality conditions
Eurﬁ'(u:’i )* vm(vn z)*'—snn ’ (153)
i
Sumul ) —of Wl =8, (15b)
i
Eu,‘,’,,-(u,ﬁj)*——v,'zi(v,ﬁj)*=8,-j , (16a)
m
Subi b —viia* =8 . (16b)
m

From the above equations one can show that the
ground-state magnetizations at i are given in units of gup
by

(SZ,)=8-3|vE|? 17

and
(Sip)=—S+3|vm|?, (18)

n
where the angular brackets denote expectation values. For
nonhomogeneous systems these magnetizations will be, in
general, nonuniform.
When an excitation a:r, (a excitation) is created from the
ground state, the variations in magnetization with respect
to the ground state are given by

8(Sf)=—|ug|? (19)
and’
8(Sip)= v |*. (20)

The corresponding relations for an excitation /31 (B ex-
citation) are

8<Siza)——lvm’2 (21)
and
8(Sip) = |uf|? (22)

Since one expects that in most cases |u,; | 2> |v,; |2 it
follows that a excitations tend to be localized in the a
sublattice while 3 excitations tend to be localized in the 8
sublattice. Moreover the net magnetization change at the
ith cell is

8Sfa+8Sf,=—(|um|>— vgi|? (23)
for an a excitation and
Sslfa +8Siz,b - ‘ um '—Um ! (24)

for a B excitation."

From the orthogonality relation (15) one sees that the
total magnetization change due to an a excitation is —1,
while that due to a 8 excitation is 1. In antiferromagnets
in which the a and f3 sublattices are equivalent, ¢ and S8
excitations are degenerate and no net magnetization ap-
pears. When the symmetry is broken by, for example, a
surface, one expects a net magnetization. In the next sec-
tion we shall see an example of where such net magnetiza-
tion is found.

The global density of states may be written as

N(w)=3[8(fio—€%)+8(#iw—eb)] . (25a)
With the help of Eq. (15) one finds that
=3[V 0)+Jf0)], (25b)
where
JHw)=— 3857 ,8(Fio—e€2) , (26a)
(26b)

JE(w)=3657g8(#i0—€8) ,

and 8S7, and 857 are the net magnetization changes in
the ith cell due to a and S excitations, respectively. We
thus see that Jf(w)dw gives the net magnetlzatlon change
at the ith cell due to the 3 excitations in the range
(w,0+dw). The interpretation of J{ is the same except
that a sign change is introduced so that both spectral dis-
tributions are normalized to unity.

We see from the above considerations that the spectral
distributions J and J provide a meaningful representa-
tion of the global density of states as a sum of local terms.
Is it possible to find a projected density of states in the
usual sense? In order to be able to locally project the den-
sity of states one must be able to define a local particle
density for the excitations. However, the number operator

N=3ala,+B}B, 27)

cannot be represented as a sum of local number operators
and therefore no single-particle density can be defined.
On the other hand, from Egs. (2) and (4) we see that the z
component of the total spin, .%,, may be written as
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‘yz=2bi1—bi —aiTa,- ’ (28)
i

i.e., &, does have a representation as a sum of local num-
ber operators. Since ]/\\’, ,, and 2 mutually commute
one may classify the energy eigenstates according to the
eigenvalues of N and .%,. (As shown above, a and f3 ex-
citations are one-particle excitations with *,=—1 and
#,=1.) Thus, it is appropriate to use the local contribu-
tions to the total magnetization to describe the local char-
acter of the excitations.

In systems with translational invariance the explicit
form of the coefficients of the Bogoliubov transformation
can be found by a Fourier transformation to the k-space
representation.® In systems without translational invari-
ance it is convenient to introduce the Green’s functions

Go(w)= —% J7 dte o) (o] [a(),a](0)] | o)

(29)
and
Gil@)=—— [~ dte™ (o] [6:(2),5](0)]| o) .

(30

The diagonal elements of these Green’s functions have
the spectral representations

ORI S L1 . 31)
i ~ fio— €2 +ifin  Fw+eb+ifin
and
B2 a2
Upi Ui
GHw)=T3, [ | [on | (32)

~ fo—eP viting  fio+ed+itm

From the above equations we see that G2° becomes singu-
lar when 7w belongs to the spectrum of a excitations and
also when — 7w belongs to the spectrum of B excitations.
The behavior of G2? is similar except that the roles of a
and BB excitations are interchanged. We may define the
spectral distributions

T%%w)= %ImG,f}”(w) (33a)

and

7 %)= —;—ImG,-I,?b(w) : (33b)

These can be expressed as

Tiw)=3 |ugi | 8o —e) =3 |vfi | 8w +€)  (342)

n n

and
T8)=3 |ub | ?6(io—el)— 3 | v% | 28(fiw+€2) . (34b)
n n
3We can now express the spectral distributions J{* and
Ji as

JH0)=T %) +T ¥(—w) (35)

and
JP0)=Tw)+T % —w) , (36)

where o is now restricted to positive values.

For a uniform antiferromagnet all of the above spectral
distributions are independent of both the lattice site i and
the sublattice (a or B) and therefore all indices can be om-
itted. In Fig. 1 we display J(») (solid line) and J(o)
(dashed line) for a uniform linear antiferromagnet. In this
case J(w) coincides with the global density of states per
site.

The ground-state magnetizations at i, given by Eqgs. (17)
and (18), may now be expressed as

0 A
(SI)=S— [ dwliw) (37)
and

0 A
(St)=—S+ [ doT8w). (38)

III. ONE-DIMENSIONAL ANTIFERROMAGNETS

In this section we present the results of calculations for
two specific systems: a semi-infinite antiferromagnetic
chain with constant J (“surface” case) and an infinite an-
tiferromagnetic chain in which all J’s are equal except for
that at a single bond, which takes the value J, (impurity
case). All spins S are taken to be &

One-dimensional antiferromagnets do not sustain spon-
taneous magnetization in the absence of a magnetic field.’
So that antiferromagnetic order appears we assume an an-
isotropy field, H 4 equal to 0.1 (in units of guy/zJS). The
Green’s functions Gj*(w) and G,-’}b(a)) are found by means
of the transfer-matrix technique.® The formalism of the
previous section is then applied to obtain the results that
follow.

In Figs. 2 and 3 we display J%(w) and JP(w) for several
values of i in the semi-infinite chain. A surface mode ap-
pears below the band edge. This mode is not present in
J,-'g(a)) and is, therefore, an a excitation. At i =4 both
spectral distributions resemble the bulk density of states,

N
T

( arbitrary units )

(=]

J

b d i 1 1 1 1 1. 1 1 Il 1

: fw/248

FIG. 1. Local spectral distributions J(w) (solid line) and
J(w) (dashed line), for a uniform linear antiferromagnet.
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FIG. 2. Local spectral distribution of a excitations, Jw),
for i =0, 1, and 4 in a semi-infinite antiferromagnetic chain.
The solid bars represent a localized state. The height of the bar
is equal to ten times the weight of the state at the given site.
The vertical scale for the continuum is the same for all values
of i.

except for oscillations which become more rapid as one
goes into the bulk. This is characteristic of one-
dimensional systems, where local densities of states con-
verge to the bulk density of states in the distribution
sense, but not pointwise. For a given i, the spectral distri-
butions may become negative for some values of w. This
is no cause for concern since it simply means that the lo-
cal cell-magnetization variations due to the excitations
corresponding to such @’s change sign. For example, an a
excitation, which produces an overall magnetization
change of —1, could actually increase the magnetization
of some particular cells.
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FIG. 3. Local spectral distribution of B excitations, Jf(w),
for i=0, 1, and 4 in a semi-infinite antiferromagnetic chain.
The solid bars represent a localized state. The height of the bar
is equal to ten times the weight of the state at the given site.
The vertical scale for the continuum is the same for all values
of i.

The spectral distributions for the impurity systems
behave similarly. For Jy <J there appear two degenerate
local modes below the band: an a excitation with most of
its weight to the right of the impurity, and a 3 excitation
with most of its weight to the left. When Jy=0 these
modes correspond to the surface modes of two uncoupled
semi-infinite chains. When J, > J the local modes appear
above the band. As the ratio J,/J is made larger the size
of the fluctuations (i.e., the value of (a;ra,- )) at the sites
adjacent to the impurity grows without bound. At some
value of J,/J (about 4 for the anisotropy field chosen
here) the fluctuations are so large that the one-magnon
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magnetization, m (1072 gu,)

o | 2 3
cell index, i

FIG. 4. Local magnetization in the vicinity of the end point

of a semi-infinite antiferromagnetic chain. The heights of the

bars are given by the difference between the absolute value of

the local magnetization and that of the corresponding bulk mag-

netization. The bars to the left and right of a cell index i corre-
spond to a and b sites, respectively.

approximation breaks down:

The ground-state magnetization of both systems con-
sidered can be obtained from Egs. (37) and (38). For com-
parison it is useful to define a local magnetization relative
to the bulk magnetization as follows:

mf=gup(| {87 ) | — | {Stu) |) (39)
and
mp=gup(|(SZ) | — | (St )|) . (40)

Thus, if mf (m}) is positive it indicates that the absolute
value of the magnetization at the a site (b site) of lattice

T T T T T T T

magnetization, m (1072 gpg)
N H

o

-2

cell index, i

FIG. 5. Local magnetization to the right of an impurity bond
in an infinite antiferromagnetic chain. The impurity exchange
integral is given by J,=0.5J. The heights of the bars are given
by the difference between the absolute value of the local magnet-
ization and that of the corresponding bulk value. The bars to
the left and right of a cell index i correspond to a and b sites,
respectively.
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magnetization, m (1072 gpy)

cell index, i

FIG. 6. Local magnetization to the right of an impurity bond
in an infinite antiferromagnetic chain. The impurity exchange
integral is given by Jo=2J. The heights of the bars are given by
the difference between the absolute value of the local magnetiza-
tion and that of the corresponding bulk value. The bars to the
left and right of a cell index i correspond to a and b sites,
respectively.

point i is larger than the absolute value of the bulk mag-
netization, and vice versa.

In Figs. 4, 5, and 6 we display m? and m? for the
semi-infinite chain, the infinite chain with J,/J=0.5, and
the infinite chain with Jy/J=2.0. Only sites to the right
of the impurity bond are shown for the infinite chains, as
the magnetizations are antisymmetric with respect to re-
flections about the impurity. From Fig. 3 we see that the
absolute value of the magnetization of the surface ion in-
creases, while that of neighboring ions decreases. Fur-
thermore, a net magnetization appears at the surface, as
we expect from the lack of symmetry between the a and 8
sublattices. For the infinite chain with J,/J=0.5 the
behavior of the magnetization is similar to that of the sur-
face except that, due to symmetry, no net magnetization
appears. When J,/J=2 (and in general when J,/J > 1)
the situation is reversed: the absolute value of the mag-
netization of the ion nearest to the impurity decreases,
while that of the neighboring ions increases.

IV. SUMMARY AND CONCLUSIONS

We have considered the local description of excitations
in a nonhomogeneous antiferromagnet. We have shown
that a physically consistent picture can be given in terms
of two types of excitations which correspond to changes
in the z component of total spin of 1 and — 1, respective-
ly. The relevant local “density” associated with a given
excitation and a given lattice point, turns out to be the net
magnetization of the two ions corresponding to the lattice
point. Once this point of view is taken all local quantities
are readily extracted from the appropriate Green’s func-
tions.

We have also studied two one-dimensional systems: an
infinite chain with a single impurity and a semi-infinite
chain. The loss of translational symmetry leads to a
nonuniform local magnetization in both systems. In the
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semi-infinite chain a net total magnetization also appears,
a fact that can be thought of as the result of the loss of
the equivalence between the spin-up and spin-down sub-
lattices. (When these sublattices are equivalent the two
types of excitations are degenerate and their contributions
to the magnetization cancel out.) In three-dimensional
systems fluctuations tend to be smaller. Nonetheless,
since the two effects above are related to the loss of sym-
"metries and not to the specific properties of one-
dimensional systems, one expects them to be present in

G. J. MATA AND E. PESTANA 31

three-dimensional systems as well, although they should
be relatively weaker. Thus, in particular, the surface of an
antiferromagnet could have a net magnetization, even at
T =0.
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