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Abstract. An analytic study is presented of the E () e Jahn-Teller (JT) polaron, consisting of a mobile e4
electron linearly coupled to the local e4, normal vibrations of a periodic array of octahedral complexes. Due
to the linear coupling, the parity operator K and the angular momentum operator 7 commute with the
JT part and cause a twofold degeneracy of each JT eigenvalue. This degeneracy is lifted by the anisotropic
hopping term. The Hamiltonian is then mapped onto a new Hilbert space, which is isomorphic to an
eigenspace of J belonging to a fixed angular momentum eigenvalue j > 0. In this representation, the
Hamiltonian depends explicitly on j and decomposes into a Holstein term and a residual JT interaction.
While the ground state of the JT polaron is shown to belong to the sector j = 1/2, the Holstein polaron
is obtained for the “unphysical” value j = 0. The new Hamiltonian is then subjected to a variational
treatment, yielding the dispersion relations and effective masses for both kinds of polarons. The calculated
polaron masses are in remarkably good agreement with recent quantum Monte Carlo data. The possible

relevance of our results to the magnetoresistive manganite perovskites is briefly discussed.

PACS. 71.38.-k Polarons and electron-phonon interactions — 63.20.Pw Localized modes —

72.80.Ga Transition-metal compounds

1 Introduction

The Jahn-Teller (JT) effect describes the interaction of
lattice vibrational modes with orbitally degenerate elec-
tronic states and thus refers to a particular type of
electron-phonon coupling [1]. Although this effect has
proved indispensable for a proper understanding of the
physics of a variety of systems, ranging from paramag-
netic ions in nonmagnetic crystals [2] to structural phase
transitions [3], it is fair to say that its role in condensed-
matter physics has been marginal for a long time.

For nearly a decade, however, the significance of the
JT effect is undergoing a profound change, triggered by
the discovery of superconductivity in the fullerides [4] and
of very large (“colossal”) magnetoresistance (CMR) in the
manganite perovskites [5]. Because of their high symme-
try, both classes of compounds fulfil the requirement for a
JT interaction to occur, and numerous experiments seem
to indicate that this is, in fact, the case. Manifestations
of the JT effect in the fullerides have been reviewed by
O’Brien and Chancey [6], those in the manganites by
Millis [7]. So far, however, there is no consensus as to
the relative importance of the JT coupling in these mate-
rials. In their search of the origin of the CMR effect [5],
e.g., Millis et al. [8] argued that double exchange [9], de-
signed as a mechanism to induce ferromagnetic order in
doped manganites, is not sufficient to account for the re-
sistivity data and suggested that JT polaron formation
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is essential, whereas other authors [10] invoke ferromag-
netic spin polarons to explain the effect. Problems of this
kind could possibly be resolved by means of a detailed
analytic theory of the JT polaron, yielding the (approxi-
mate) ground-state energy together with the correspond-
ing eigenvector. Since the eigenstates of JT systems are
vibronic in nature [1], they may give rise to unexpected
results for expectation values and correlation functions.

As a first step in this direction, we study the JT
polaron of symmetry type E ) e, which is most conve-
niently introduced by recalling some basic properties of
La;_,Ca,;MnOgs, a representative of the manganite fam-
ily [7]. Each unit cell of the crystal contains an octahedral
MnOg complex and an average number of 4 — x d elec-
trons. Since the Hund’s rule coupling is believed to be
very strong, the spins of all the d electrons are ferromag-
netically aligned. Due to the crystal field produced by the
oxygen ligands (point group Op,) the D state of the free Mn
ion splits into a threefold degenerate ¢34, and a twofold de-
generate e4 level. Three of the electrons go into the tightly
bound t9, orbitals forming a core spin of magnitude 3/2,
while the remaining 1—x d electrons occupy the e4 orbitals
and are mobile. To study the formation of the polaron we
start with pure CaMnOg3 (z = 1), where only the ¢, or-
bitals are filled, and imagine that one additional electron
is injected into the system (e.g., by replacing one Ca ion
by La). The extra electron must go into the e, levels and,
by virtue of symmetry, may couple to the e, normal vi-
brations of the octahedral complex. This type of vibronic
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interaction, where both the electron and the vibrational
modes are of e, symmetry, is referred to as EQe JT
coupling. In addition, the electron is allowed to move in
a band composed of the local e, doublets. The resulting
quasiparticle, consisting of the mobile e, electron and the
concomitant e, distortion of the MnOg octahedra, is des-
ignated as F ) e JT polaron. A somewhat simpler system,
the E @b JT polaron, where b denotes a non-degenerate
representation of the tetragonal site group, has already
been treated by Hock, Nickisch and Thomas [11] nearly
two decades ago.

In Section 2 we introduce our model, together with the
angular momentum operator 7 and the parity operator K.
Since only linear JT coupling is considered, these opera-
tors commute with the JT Hamiltonian, but not with the
(anisotropic) hopping term. In Section 3 we show that K
generates new fermion operators such that both J and
the JT term assume diagonal form with respect to the
new fermionic basis. The spectrum of 7 is determined in
Section 4, where we recover the well-known result that all
eigenvalues of J are half-integral. We also show by rather
general arguments that each eigenvalue of the JT Hamil-
tonian is still twofold degenerate. This degeneracy will be
lifted by the hopping term. In Section 5 we construct a rep-
resentation of the original Hamiltonian on a new Hilbert
space, which is isomorphic to an eigenspace of 7 belonging
to a fixed angular momentum eigenvalue j > 0. The new
Hamiltonian depends explicitly on this quantum number
and decomposes into a quasi-Holstein term and a resid-
ual JT interaction. This is the optimal form, which can
be reached by purely analytic means, and elucidates the
close relationship between the JT and the Holstein po-
laron. While the latter is obtained for the “unphysical”
value j = 0, the ground state of the JT polaron is shown
to belong to the sector j = 1/2. A variational treatment
of the new Hamiltonian is outlined in Section 6, where
also some ground-state properties like the dispersion rela-
tions and effective masses for both kinds of polarons are
presented. Our results are summarized in Section 7.

2 The model Hamiltonian

In the E @ e JT polaron the state of the electron is com-
pletely specified by the vectors |iv), where i denotes the
cell index and v = x, z the components of the e, doublet
(spin indices are omitted since only a single e, electron is
considered). The wave functions (r|iz) and (r|iz) trans-
form like the orbitals d,2_,» and ds,2_,2, respectively,
forming a local basis of the E, representation associated
with each unit cell. The state of the electron may be more
conveniently specified by the operators el.:/ and e;, where
ejv (eiy) creates (annihilates) an ey electron in the or-
bital state v = x or z at lattice site 4. Similarly, the e,
distortions of the MnOg octahedra may be described ei-
ther in terms of the local normal coordinates @, or, more
conveniently, by the bosonic creation and annihilation op-
erators a;rv and a;y, respectively, where the indices have
the same meaning as above. The Hamiltonian used for the
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description of the E @ e JT polaron reads
H =H: + Hy + Hyr, (1)
where

He = —t Z e, h, - €ita (2a)

is the transfer or hopping term to be discussed below,

Hy=h2Y a-a; (2b)

describes the e, normal vibrations of frequency {2, while
Hyr = ghQZ e;’ [(ala: + aiz)o" — (a;‘rz + aiz)az} €;
i

(2¢)

represents the E @ e JT coupling, where 0% (a = z,y, z)
are the Pauli matrices and the coupling strength is ex-
pressed by the dimensionless parameter g. The column

vectors
€; a;
€e;, = ( 12) and a; = < zz)) (3)
Cix Qg

as well as their associated row vectors e;T and aﬁ, have
been introduced for convenience and to avoid an accumu-
lation of indices.

The somewhat unusual form of the hopping term (2a),
where the summation over a runs over the six nearest
neighbors of site i, originates from the orbital degeneracy
of the electronic states. In orbitally degenerate systems the
transfer of electrons between neighboring sites depends on
the orientation of the orbitals and the direction of the
transfer. The matrix elements hg”/ of the matrices h, are
entirely determined by symmetry. Their numerical values
along the three cubic axes are tabulated in reference [12],
where the interatomic matrix element Vg4, is related to
our hopping integral ¢. In the electronic basis defined by
the vector e; in equations (3), the matrices h, take the
explicit form

hi, = (200 — V30% — 0%)/4,
by = (200 + V30" — 0%)/4, ()
hy, = (6 +0%)/2,

where 0¥ denotes the 2 x 2 unit matrix.

In equation (2¢) we have restricted ourselves to linear
JT coupling, adopted by the majority of authors [13,14].
Moreover, our model does not contain the intersite cou-
pling of the normal modes, which one intuitively ex-
pects since oxygens are shared between adjacent MnOg
octahedra. These coupling terms will give rise to opti-
cal phonon branches and, as was recently pointed out by
Hotta et al. [15] and Popovic and Satpathy [16], to col-
lective effects such as orbital ordering. Other terms like,
e.g., the Hund’s rule coupling should also be included in
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a more rigorous treatment. Hence, our model is probably
too simplistic for a fair description of the manganites; we
hope to include the neglected terms in future work.
Since H is invariant under lattice translations, the total
crystal momentum P = K + Q is a conserved quantity.
Here the operators K = Y, kex'-ex and Q = 2 qaq’-
aq denote the crystal momenta of the electron and the
ey vibrational modes, respectively, where ex and aq are
the Fourier transforms of e; and a;. In addition to P,
there are operators which commute with H, and H 7,
but not with the hopping term (unless H; is assumed to
be isotropic). Although these operators are not strictly
conserved, they often greatly facilitate the diagonalization
of H, as we shall see below. There are two operators of this
kind which prove particularly useful:
(i) the parity operator

K =GR,

where

Q = exp (iﬂ'ZaiT . ai>

and

R = exp [ (m/2) Zez

(i) the angular momentum operator

)'ei‘|§

1
j:M—EZeiT-oy-ei,
i

where

(6b)

MzZaﬁ-oy-ai
%

is referred to as vibrational angular momentum. The spec-
tral properties of these operators will be discussed in the
following sections. Here it suffices to mention that quan-
tities similar to L and J also play an important role in
isolated E@e JT centers, provided the JT coupling is
linear [17]. In such systems the only eigenvalues of K are
1 and —1, whereas those of J range over all half-odd in-
tegers. The most important properties of the operator K
may be summarized by the equations

ICTei/C =oY e, KTai’C = —a;, (7)
whose derivation rests on the well-known commutator
expansion

e%Ae™® = A+ [S,A] + (21)7[S, [S, Al] +

Using (7) we see that both H, + Hyr and J are left in-
variant by K, i.e., H, + Hyr, K and J form a complete
set of commuting operators:

[(Ho + Hir, K] = [Ho + Hyr, T = [K,T)=0.  (8)
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3 Generation of new fermion operators

In this section we shall exploit the properties of the parity
operator I to generate new fermionic creation and an-
nihilation operators such that Hjr and J take diagonal
form with respect to these operators. To this end we need
another property of K, which reads

k%=1 (9)

and readily follows from equations (7) and the relation
(0%)? = ¢V valid for all Pauli matrices. Hence, as in an
isolated JT center, the only eigenvalues of K are k = £1.
Moreover, since K is also unitary, we have the additional
relations KK = K~ = KT.

As the next step, we need the projection operator Py
for selecting the subspace associated with the eigenvalue x
of K. According to Léwdin [18], P, is given by the expres-
sion

1

Pe=51+rK) (x==1), (10)

which, apart from being Hermitian, has the properties

> Pe=1,

PHPI{/ = 5&/{/7311 .

(11a)

(11b)

We also have the obvious relation P, = kP, implying
that the subspace projected out by P, is an eigenspace
of K to the eigenvalue . Property (11a) allows us to de-
compose the Hamiltonian and the angular momentum op-
erator J into components acting on the eigenspaces of K
as follows

H=>> PH/Po+H, +ZP Hy7Pr,

KK’

(12a)

T = PuJPu, (12b)

where we have used equation (11b) and the fact that H,,
Hyr, and J commute with P,. Since the hopping term
does not commute with IC, the eigenspaces of the latter
are mixed by H;, as was to be expected.

To obtain equations (12) in explicit form, we need to
calculate the operators e;P,. Using (7) and (10) we find

1, 5 Y 1 /e, —ikKeis
z K) e == 13
y (o7 HrotK) e =3 (em tinkesn ) 19

eP. =
and we shall now prove that the products Ke;y (7 = z, 2)
on the right side of equation (13) may be replaced by Ge,,
where G is defined by equation (5b). To show this, let |¥)
be an arbitrary vector of the underlying single-particle
Hilbert space,

ZW eJr

(14)
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where ¥;, are pure functions of the Bose operators a;,,

a;rv and |0) denotes the common vacuum for all particles.
If Ke; is now applied to |¥) and use is made of the fact
that R of equation (5¢) commutes with ¥;, (v = z, z), the

result is

’Cei'y|g’> = ’Cg/i'v|0> = gg’i'y|0> = gei'y|y7>'

Hence, Ke;y, = Ge;y on the entire Hilbert space, which
proves our claim. Expression (13) may thus be rewritten as

1 1kGEn

€iz —
iFk — = . = Uik, 1
e; P, 5 <eiz n mgeiz) u.d (15a)
where
1 1
u, = —| . 15b
V2 <m6> (155)

is a normalized vector (i.e., u,! - u, = 1), while the

quantities
1 .
dip = ﬁ(eiz —iKkGeiz) (15¢)
behave like ordinary fermion operators, i.e.,
[dm,dm l+ =0ij0knr,  [din,djur]+ = 0. (16)

However, due to the presence of the operator G in equa-
tion (15¢), the dix, d,; cease to commute with the Bose
operators a;, and al , but continue to commute with
quadratic forms like G and the vibrational angular mo-
mentum M of equation (6b).

With the help of equations (15), the various parts of
the Hamiltonian (12a) may now be expressed in terms of
the new fermion operators d;,, and diL (k = £1). We start
with the hopping term H;, which is transformed into

==ty > dlmE diaw, (17a)
ia KK/
7'(’;“' =u.’ hy-ue, (17b)

where the matrices h, are given by equations (4). In the
basis defined by the vector d; = (Z’ff ), equations (17) may
also be written as

H, = —tzdﬁ “Ta dija, (18a)
ia
where the new hopping matrices 7, read
Tie = (20° — 0% —V/3GoY) /4,
Tiy = (20° — 0" +V/3GaY) /4, (18b)

Ttz = (00 + Uz)/Qa

being now explicit functions of the operator G. The vibra-
tional part H, remains unchanged, while the JT coupling
takes the form

Hir = gﬁﬂzd ik(al, + aix)G — (al, + a;:)]din

(19)
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In deriving this result we have used the relations a;,u, =
U1 Ciy s w.t 0% u_, = —ikG, and u. 0% u_, = 1.
Finally, the angular momentum operator J of equa-
tion (12b) is obtained as

T =M=(G6/2)> " kd] dix,

ik

(20a)

and we see that H jr and J are now diagonal with respect
to the new fermion operators. The vibrational part of J
is, however, still nondiagonal. The diagonalization of M
is readily accomplished by means of the substitutions

iz — —=(Qiz + Qiz),

€
V2
—i

ﬁ (aiz - aia:)a

which leave H; and H, invariant, while M is brought to
the diagonal form

Qjg —

M g (Z (1”37(1 azz

ZM

The JT coupling is transformed into the expression

(20b)

Hr = —\/igﬁf?z d (@i I, + ai 1T, + h.c.)dy,,

ik

(21)
where the new projection operators
1
I, = 5(1 +kG) (k=41) (22)

have been introduced. For later purposes we need the
properties

iaiy = apy I, (23a)
HHHH/ = 6nn’Hm (23b)
I, +1_, =1, (23¢)
I, —I1I_,, = kG, (23d)

which follow immediately from definition (22). Before we
set out to develop strategies for dealing with the compli-
cated vibrational terms in H jr, we shall first derive the
spectrum of J and investigate the possible symmetries
and degeneracies of the JT Hamiltonian.

4 Symmetries and degeneracies

In isolated JT centers there often exist “hidden” symme-
tries giving rise to unexpected degeneracies of the energy
levels. In the linearly coupled E@e JT center, e.g., all
eigenvalues are twofold degenerate, and higher-order cou-
pling terms are necessary to (partially) remove the de-
generacy [1]. This section is devoted to a study of these
degeneracies in JT crystals like the manganites.
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To investigate the possible symmetries of our system,
we first need the spectrum of the angular momentum op-
erator J, equations (20). Since J, K, and H, commute
with each other, these operators possess common eigen-
states. The latter are of the form

Z C'mdm H |nz; mz

where Cj. are coeflicients and the product extends over
the local eigenstates of the isotropic oscillator in two di-
mensions [19]:

(k = £1), (24a)

njf'i

(al Ynitm/2(q

V(g (g,

n;=0,1,2,-

Z)(nL m;)/2

i, ma) = 0),  (24b)

PG =Ny Mg — 2,0, Ny (24c)
In fact, a simple calculation shows that |LZ/,?]»H) is an eigen-
state of K, J, and H, with the respective eigenvalues k,
jr, and EO. . where

njK?

EO

njkK

77,:5 n;, m:E m;.
% %

There are many other linearly independent eigenvectors
of K, J, and H, belonging to the same eigenvalues: all
vectors of the form (24a), whose quantum numbers n; and
m; satisfy the constraints (24c) and (25b), are also eigen-
states with the required properties. Together they span a
vector space Z/{]Q, and we see that the energies E,?j,{ are
highly degenerate [20].

For a single site we have the relation m; = n; — 2p;
(pi = 0,1,--+ ,n;) which, after summation over all cells,
becomes m =n —2p (p = 0,1,---,n). Thus, for a given
n, the quantum number m may take the n + 1 integral
values m =n,n—2,--- , —n, whence we conclude that the
angular momentum quantum numbers j, must all be half-
integral, as in an isolated E' ) e JT center with linear cou-
pling [1]. A more detailed analysis of j,, equation (25a),
requires a distinction between even and odd n (n and m
always have the same parity, both being either even or
odd). It is not difficult to verify that, for fixed , both
cases yield the same eigenvalues j, so that we may re-
strict ourselves to even m (n). The angular momentum
quantum numbers may thus also be written as

= nhi2, (25a)

(25b)

jr=m—r/2 (m=0,£2,%£4,---)

or, explicitly:

w={0
)

We now set out to examine more closely the structure
of J and Hjp which, for the present purpose, are writ-

ten as J = >, J" and Hyr = >, HEI?

52,
77/27

—-1/2,3/2,7/2,-
73/271/275/27"'

k=1

k=—1. (26)

. A glance at
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equations (20) and (21) then reveals that the substitution
di. — di —x, combined with the interchange a;; < a;.
(these operations correspond to canonical transformations
and, hence, do not affect the eigenvalues), has the effect

that HSHT) — HS}H) and J) — —7J(%) Denoting the
eigenvalues of HS’? and J) by Eyj« and j, respectively,
and the common eigenvectors of these operators by |¥ ),
we may thus draw the following conclusions:

H(+) and HS_T) have the same eigenvalues which must,
therefore7 be independent of k: E,;, = Ey;. Since the cor-
responding eigenvectors |¥,,;+) and |¥,;_) are orthogonal
by virtue of equation (11b), each eigenvalue E,; of Hr
is necessarily twofold degenerate.

2. The spectra of J(*) and J(-) have the property that
to any positive eigenvalue j, of J+) there is always a
negative eigenvalue j_ = —j, of J(7) and wice versa.
This property is most clearly reflected by equation (26).
Since the eigenvalues of H jr are independent of &, they
can only depend on j = |j.| =1/2,3/2,5/2,- -

Thus we see that the huge degeneracy of the eigenvalues

EY. of H, (see Ref. [20]) is nearly completely lifted by
the JT Hamiltonian. The remaining twofold degeneracy
of H jr, which is of the same origin as that in the linearly
coupled E @ e JT center, will be removed by the hopping
term H; (apart from accidental degeneracy).

Only relatively few of the vectors contained in UJQ are
simultaneous eigenstates of J and Hjr. To find these
eigenvectors, we shall take advantage of the existence of
a simple operator C, which also commutes with J and is
of help to select the proper candidates. This operator will
be shown in Section 5 to emerge from the JT Hamiltonian
and reads

C= ZdT (1 — KGM;)diy (27)

There are, in fact, two orthogonal sets of eigenstates both
belonging to the same quantum number j, but to different
eigenvalues of C. For positive j the two sets are represented
by the vectors (similar vectors have been constructed in
Ref. [21])

Z Z Ct(ny)d] |m+2ni,m>H|Ol,Ol>,

n]n

i m;=0 £
(28a)
SRESY Z Ci(na)dl [m—+2n;+1,m+1) [ T10., 00),
i = 1#1
(28b)

where m is the same for all ¢ and may assume the values

m=j—1/2=0,1,2,-- (28¢)

It is then straightforward to verify the eigenvalue
equations

(29a)
(29Db)

j| njn>_.7| njfi>
Cl (1/24 5)1¥5.),

njn>
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whose validity requires that

K=—(=1)™ = (=1)y1/2, (29¢)

Common eigenstates of J and C for negative j also exist,
but are not needed here.

Hence, the vectors | n]H> are common eigenstates of J
and C. Physmally they represent polaronic states, where
the electron is accompanied by an on-site dlstortlon (vi-
brational excitation) of the molecular complex, all other
complexes not coinciding with the location of the elec-
tron being left in their vibrational ground states. All vec-
tors (28a), where m is given and x is fixed by equa-
tion (29c), form a subspace L{;‘, while those obtained from

|¥,.;.) span a subspace U, , which is orthogonal to L{;‘.
The direct sum of these spaces will be denoted as U; to
remind us that this is an eigenspace of J to the eigenvalue
j =m+1/2 > 0. Since this is the most general eigenspace,
which is compatible with the existence of the operator C,
the simultaneous eigenvectors |&,;.) of Hyr and J are
necessarily all contained in ;.

5 Representation of H for fixed quantum
number j

Our main goal in this section is to construct a representa-
tion of the Hamiltonian on a subspace V;, which is defined
to be isomorphic to the space U/; introduced at the end of
the preceding section. We start with the JT term, whose
representation rests on the operators

A = \/§Z d; aizﬂﬁ + aizﬂ,ﬁ)dm, (30&)

\fzcﬂ al II_.+al IT.)dic,  (30b)

allowing the JT Hamiltonian (21) to be written in the
simple form

Hyp = —ghQ(A+ A"). (31)

The merits of this seemingly trivial reformulation will be-
come obvious later on. As the next step, we calculate the
products AA" and A' A. Using properties (23a) and (23b)
we find the expressions

AAT =23 "al (14 al a1 + al,ai11,)dis,  (32a)
.,AUL,Ll—2z:dJr a il —|—a LG TI_ ) dix,

iRk

(32b)

which enable us to set up the commutator [A4, A"] and

the anticommutator [A, AT].. Using properties (23c)
and (23d) we obtain

AAT del—ng/\/l) «=C, (33a)

Zd 1+aﬁ-

A AT, a;)dix =N, (33b)
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where C = 1[A, A"] is the operator (27), whose eigenvalue
problem is given by equation (29b). The result may be
restated as follows: on the subspace U the operator C
reduces to a positive integer and takes the form

%[A,AT] CCemtl=j+1/2 (m>0),  (34)
whereas on U, it reduces to the number 1/2 — j, which
is negative for all j > 1/2. To appreciate this result, we
now investigate the anticommutator A, equation (33b).
First of all one realizes that A is a positive operator. This
property, together with the identity

N=AlA+cC, (35a)

imposes a constraint on C requiring that this must also
be a positive operator. The only way to guarantee that C
and, hence, A are positive for all j > 1/2 is to restrict the
commutator to the subspace Z/{j+ as in equation (34).

Particularly interesting are the commutators [N, A]
and [N, AT |, since they agree with those of ordinary Bose
operators [22]. In fact, using equations (30) and (33b) one
obtains

IV, Al =—-A, [N, AT]= A" (35b)
We also need to express H, in terms of the operators A
and Af. To this end we calculate the expectation value
of N in the state |ix) = d '.10)e, where |0). denotes the
electronic vacuum. The result is (ik|Nlik) = 1+ a;" - a;
which, after summation over all sites, yields

Hy = hf2 Z(<m|/\f|m> —-1). (36)

We are now in a position to construct the desired rep-
resentation of the JT Hamiltonian, as defined at the begin-
ning of this section. Our idea is to map the Hilbert space
U; onto a new space V;, isomorphic to U;, and to construct
operators on the new space satisfying the same relations
as A and A" on U; (this procedure is closely related to
that employed in the bosonization of spin operators). The
new space V; is spanned by all vectors of the form

T 2n;
CIRED DD IANER - EUNSCE
i n;=0 ?
\2n;+1
ZZ_O na)e %w), (37h)

where b; and c;rﬁ create new bosons and fermions, respec-
tively, and |0) is the common vacuum of the new particles.
The new fermion operators are similarly defined as our
previous d;,; of equation (15¢):

1
Cin = ﬁ(eiz —ikGe;y), (38a)
G = exp (iﬂ' Z b;bi> . (38b)
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The required isomorphism between U/; and V; is achieved
by the mapping prescription
@ (39)

| njn> njn)

which obviously establishes a one-to-one correspondence
between all vectors of U/; and those of V;. As in our con-
struction of the space U}, the new space may also be con-
ceived as the direct sum of two orthogonal subspaces,
Vj and V;", spanned by all vectors of the form (37a)
and (37b), respectively. The quantum number x in equa-
tions (37) may be assigned the value (29c¢), but we shall
see below that the results are independent of this choice.
On the new space V; we now define the operator

AJ‘ = Z CIRAz(-j)biCm,

K

(40a)

where Az(-j ) is self-adjoint and explicitly dependent on the
quantum number j:

0i 1/2
bibi‘i’l

P = %(1:&6‘).

(40b)

(40c¢)

The operators Py, the analogues of our previous 1, sat-
isfy a set of relations differing from equations (23) only in
notation (we have, e.g., that Pib; = b;P+). We now set
out to prove that A; and A} satisfy the same algebraic re-
lations on V; as A and A" on the space U; (another proof
of the equivalence of the operators .4 and Aj; in terms of
their matrix elements is given in Appendix A). To this
end we start by calculating the products A; A; and A} A;.

Using the well-known relation F(b/b;)b; = b;F(bb; — 1),
we find that

A;AT ="l (bfbi + 25 P + 1)ei,

ik

ATA; ="l (b]bi + 2P )cir.

ik

(41a)

(41b)

By means of these relations, we may now evaluate the
commutator [A4;, AT] and the anticommutator [Aj,A} l+
A simple calculatlon gives

1
2[14]’ Zcm 1/2+ jG)ei = Cj,

iRk

= el (b]bi+j+1/2)cin = N, (42D)

K

(42a)

1
Sl Al

where C; and N; denote the analogues of our previous
operators C and .

If our formalism is to be meaningful, we expect the
commutators [N;, A; ] and [N, A;r] to be the same as in
equations (35b), differing from the latter only in notation.
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This is in fact the case, for a straightforward calculation
based on equations (40a) and (42b) shows that
[NjaAj]zfAja [N],A;]:A;, (43)
and we recover the Bose-like commutation rela-
tions (35b) [22]. It still remains to be verified that the
commutator (42a) agrees with that of equation (34). This
is readily shown and follows from the observation that
on Vj the operator G acts like the unit operator, while

on V; it has the eigenvalue —1. Moreover, since Nj is
again a positive operator, C; must also be positive by the
same arguments as those used in conjunction with equa-
tion (34). Hence, on the allowed subspace Vj the commu-
tator reduces to the positive integer

Cj=7j+1/2,

%[Aj,Aj] _ (44)

exactly like C on Uf (see Eq. (34)). Thus, we have shown

that the operators A;, A}, N; and A, A, N are defined
on isomorphic Hilbert spaces and satisfy the same alge-
bra. The two sets are, therefore, physically indistinguish-
able from each other. In retrospect we realize that rela-
tions (43) and (44) do not depend on the sign of x in
equations (37). This independence is important, since it
restores the twofold degeneracy of the eigenvalues of the
JT Hamiltonian.

The equivalence of the sets {A;, A}, N;}

and {A, A", N} will now be exploited to construct
the desired representation of the Hamiltonian on the
space V;. Consider first the vibrational term #,, whose
representation on U; is given by equation (36). To
represent H, on V;, we start by using the correspondence
N ~ Nj and d;; ~ ¢ Thereby the matrix element
(ik|Nir) is mapped on (ik|Nj|ik), where |m) = c <10)e
and [0). denotes the electronic vacuum in V;. The
representation of H, on V; is then obtained as

S lGRIN i) = 1) = (/b + 5 = 1/2),
(2 2 (45)

HY /(1h92) =

where equation (42b) has been used. To find the represen-
tation of the JT term, we must go back to equation (31)
and exploit the correspondence A ~ A;. In this way the
representation of Hyr on V; is found to be given by the
expression
HiR/ (h2) =

—g(4A; JrAT chm A(j)b + h.c.)cix,

K

(46)

where use has been made of equation (40a). For later pur-
poses it proves more convenient to rewrite H J(ZF) in the form

H}Jr) — H ghQZ Cip P+ b + h.c. )Cma (47)

iRk
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where

HJ((%) = —ghQZ cj,{ (b;r + bi)cix (48a)

ik

9 1/2
bibi—l-l

We mention in passing that expressions quite similar to
those in equations (45, 47, 48) have been derived for the
isolated E @ e JT center by means of a rather different
approach [23]. In the unphysical limit 5 = 0 the JT inter-

action reduces to the displaced-oscillator term H§9F), since

and

(48b)

Bi(]) = 0 in this case [22]. The hopping term deserves some
comment.

In Section 2 it was pointed out that H; does not, in
general, commute with J implying that H; may induce
transitions between subspaces belonging to different eigen-
values j of J. However, from the vibrational term (45) it
follows that the ground state belongs to j = 1/2 and is
separated from the state with j = 3/2 by the energy N2,
which tends to infinity in the thermodynamic limit. This
gives rise to a kind of selection rule, allowing transitions
only within the ground-state manifold, and we may, there-
fore, regard H; as being restricted to the subspace U;_ /5.
Hence, its representation on V;_; o takes the form

Ht = —thﬂ -ta *Cita, (49)
ia

where the matrices t, differ from the 7, in equations (18b)
only in the replacement of G by G.

Putting together our findings, the representation of the
total Hamiltonian can now be easily written down. For the
ground state (j = 1/2), the result may be recast into the
form

H = Hou — gh2y_ el (PyBIb +he) i, (500)
ik
where Bi(j ) (7 = 1/2) is defined by equation (48b) and
HQH = 7tZCiT “to - Cita + hQZbei
—gh2y "l (bf + b) cie (50D)
K

will be referred to as quasi-Holstein model. Although Hqu
and the standard Holstein model [24] have the same for-
mal appearance, they differ from each other in two re-
spects. First of all they differ in the hopping term, which
is isotropic in the standard model and anisotropic in our
case. A more subtle difference lies in the properties of the
fermion operators: while those of the standard model com-
mute with the boson operators, this is not the case with
the ¢y, c;rﬁ in equations (50). The peculiar behavior of our
fermion operators will, however, not entail any problems
in the further analysis.
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6 Variational treatment

The structure of the vibrational term (45) led us to con-
clude that the ground state of the E @) e JT polaron be-
longs to j = 1/2 and thus agrees with the well-known fact
that the lowest state of the isolated E @ e JT center be-
longs to the same quantum number [1]. Subsequently our
Hamiltonian H of equations (50) will be subjected to a
variational treatment, yielding the (approximate) ground-
state energy and the corresponding eigenvector for both
the JT and the Holstein polaron. From equations (50) we
see that the quasi-Holstein model results for j = 0, while
the JT case is obtained for j = 1/2, allowing both types
of polarons to be treated in a unified way. A substantial
simplification of the Hamiltonian may be achieved by an
expansion of the square root in equation (48b) which, for

j =1/2, converges for all eigenvalues of bgbi. Keeping only
terms linear in j, the expansion of Bi(J ) becomes

, -1
BY = j (blbi+1) +0(?). (51)
Since Bi(J ) vanishes for j =0, we expect equation (51) to
be reasonable for j = 1/2. Indeed, for the isolated F Q) e
JT center this turns out to be an excellent approxima-
tion [23], and we shall use it in the subsequent analysis.

One of the main ingredients of our treatment is a
unitary operator (Lee-Low-Pines or Jost transformation)
having the property that the transformed Hamiltonian as-
sumes diagonal form with respect to the fermion momenta.
This transformation, which has already proved its utility
in various other polaron problems [25], has the form

U =exp (i Z CL;Q : Rﬁm) = Z CIRUiCim (52)

where the last equality only holds on the single-particle
Hilbert space. The operator

U = exp(—iQ - R,), (53a)

where

Q=> qblbg (53b)
q

denotes the crystal momentum of the boson field, com-
mutes with all ¢;; and is a translation operator for the
Bose particles:

UinlUi = bl—i- (53C)

To better understand why the Jost transformation
leads to a partial diagonalization of the Hamiltonian in
momentum space, we recall from Section 2 that the total
crystal momentum P = K 4+ Q, where K = Zk kek! - ex
denotes the fermion momentum and Q is given by equa-
tion (53b), is a conserved quantity. Using the alternative
form U = 3, al - ck+q, one readily establishes the re-
lation U TPU = K, showing that in the transformed sys-
tem K plays the role of the total crystal momentum. This
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necessarily implies that the transformed Hamiltonian be-
comes diagonal in the fermion momenta k, the eigenvalues
of K, whereas the indices k remain unaffected.

To obtain the transformed Hamiltonian U THU, we use
the last equality in equation (52) and property (53c). The
calculation is straightforward and leads to the result

UTHU = ftZUacﬁ .

a

to - Ciya + h02 Z b b

— gh2y el [(1+ Py B

ik

)bo +h.clei, (54)

where by = b;—¢ and Béj ) is given by equation (51). Af-
ter Fourier transformation of the fermion operators the
Hamiltonian assumes the expected form

UTHU =3 "ol Hi™ o, (55a)
k kr'
where
HEY = — Ty + 5m,m{ > oo,
[
— g1 + P B Ybo + h.c.]} (55b)
and

fa=t> ti¥explik — Q) R,]. (55¢)

Our variational treatment is based on the displacement
transformation

V= Z CLHVkam (56a)

kr

defined on the single-particle Hilbert space, where the op-
erator [26]

Vie = exp [j—% O bq)] (56b)

displaces the by according to the familiar formula
VilbgVie = bq + vie/v/N (N denotes the total number of
sites). The unknown parameters vk will be determined

from the variational principle. The Hamiltonian then ac-
quires the form

= (UV)TH(UV)

ZZCkKVTH VkaH/,

k kr’/

(57)

where H*' is given by equation (55b). Our further strat-
egy may now be outlined as follows: as the first step, we
introduce new fermion operators fi, flﬁ by means of the

relation
FE10) = (ex ZL el 0 (58)
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where Ly is a unitary 2 x 2 matrix, which will be specified
below. In terms of the new fermionic basis the Hamilto-
nian (57) takes the form

=33 A LG VL) o fiow

k kr'

(59)

and possesses the matrix elements

(O] fiw £ 10) = (LEMIa) e = 3 (L) MY L™,
AN

(60a)

where the expectation values

MY = OV H{N VAJ0) - (A N = 1) (60b)
will be functionals of vk. The matrix Ly is now fixed by
the requirement

(LLMkLk)KR' = gm(k)éfim’a (61)
which gives rise to two energy bands &x(k) (v = %£1).
The variational parameters vx are then obtained from
the condition 6€_(k)/dvx = 0, where £_(k) denotes the
band with the lowest energy. The approximate, normalized
ground-state eigenvector has the form

T\n
_ vl > Z 1
|¢k—) = Uka7|0 Zx - nL_OOmk nz \/7 |0)’
(62a)

where Zy, = N7'/2exp(—v/2) and the coefficients are
given by

(vi)™
V!
Thus, our first task is to evaluate the matrix ele-

ments (60b). A somewhat lengthy, but straightforward
calculation gives the following results

Cl}i,k(nL) =

Lﬁ7 exp(ik - R;). (62b)

Mlj+ = —fx Z cosk, + hf2v (vk — 2g)

—2jghQv ! exp(—vg) sinhvg, (63a)

Ml:r, — (62171'/3 cos ka: + 6*217"/3 cos k + cosk )
(63b)
Mo = Mk++7 Mg + _ (MJF )% (63c)

where j = 0 for the quasi-Holstein model, j = 1/2 for the
E e JT polaron, and
tk = texp(—vi). (64)

Having obtained the matrix My, we readily find its eigen-
values & (k),
Ex(k) = =tk B (k) + hu(vk — 29)

— 2jghf2v t exp(—vg)sinhvg, (65)
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where the quantities

E.(k) = eo(k) — ky/e2(k) + e3(k) (k= =£1)

denote the two e, bands in the absence of the JT cou-
pling [27] and

(66)

eo(k) = cosk, + cosk, + cosk., (67a)
e1(k) = %(COS kg + cosky — 2cosk.), (67b)
ea(k) = — ? (cosky — cosky). (67c)

The condition d€_ (k)/dvk = 0 then yields a transcenden-
tal equation for vy, which may be written as

1+ 25 exp(—vg) Fx
1+ (tk/hQ)Ek ’

- (68a)

where By = E_(k) and

Fy = exp(—vg) — (2vf) ' sinhof. (68b)
To assess the range of validity of our variational approach,
we shall now first investigate the limiting cases of weak
and strong coupling.
(i) weak coupling: g < 1

In this coupling range, equations (68) possess the
solution

(1+4)g

=—=2 4+ 0(¢%), 69a
= e + 0l (692)

where the adiabaticity parameter
v =t/hs. (69Db)

If this is inserted into the expression for £_(k), equa-
tion (65), the result is

1+2j

E_(K)/hQ2 = —yEy — > ———,
(k)/ LS -y

(70)

where terms of O(j2) have been excluded because of the
expansion (51). To compare our formula with exact ana-
lytical results for the Holstein polaron, we set j = 0 and
restrict ourselves to one dimension. At the I' point, equa-
tion (70) then reduces to

2

EP(0)/h2 = —y — 2

T (71a)

This may now be compared with the result of weak-
coupling perturbation theory [28], which is valid for all ~:

2
EL0)/hR = —y— —L— .
)/ = -

While these two expressions agree for v < 1, they start
to diverge for larger v, and our formula (71a) gradually

(71b)
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ceases to be a reasonable upper bound [26]. For the pure
JT case (y =0, j = 1/2), equation (70) reduces to

E_(k)/h2 = —24°, (72)

which agrees with the result of perturbation theory [21].
(ii) strong coupling: g > 1
In this case, equations (68) are solved by the expression

ve=g-5-+0(g72),

5 (73)

which, after substitution into equation (65), leads to
E_(K)/h2 = —¢* — . (74a)

For the Holstein polaron, strong-coupling perturbation
theory [28] yields the result

E_(k)/h02 = —g* — <l>2 , (74b)

29
which agrees with our formula (74a) (for j = 0) in the
nonadiabatic limit v < 1. In the pure JT case (j = 1/2),
equation (74a) agrees with the strong-coupling expression
in reference [21].

This concludes our discussion of the weak and strong
coupling limits. Summarizing we may state that our vari-
ational treatment seems to work reasonably well in the
nonadiabatic regime v < 1, but becomes less reliable for
larger v [26]. The nonadiabatic regime might be relevant
to the manganites. For, in the doping region considered
in this work, the to4 core spins form an antiferromagnetic
(G-type) spin background, leading to a strong suppression
of hopping because of the double-exchange mechanism [9].

Important characteristics of a polaron are its disper-
sion relation and effective mass. Subsequently these prop-
erties will be examined for both the quasi-Holstein model
(j =0) and the E@e JT case (j = 1/2) by means of a
numerical evaluation of equations (68). The result of such
a calculation for ¢ = 1.5 and v = 0.5 is shown in Fig-
ure 1, where the polaron dispersion relations £_(k) for
j =0and j = 1/2 are depicted along a closed path of
the cubic Brillouin zone (BZ). For comparison, the lower
tight binding e, band (¢ = 0) is also shown in Figure 1.
Although the polaron bands are shifted to lower energies
and have a smaller width in comparison with the e, band,
as expected, the shapes of all three bands are very similar.
In particular, all extrema of the dispersion curves are lo-
cated at the same positions. Other prominent features of
the bands are the extended flat minima between I" and X
and the absolute maxima at the R point.

The polaron effective mass m* is defined by the

relation
11 (026 (k)
m*  h2 k% )1o’

where k is the wave-vector component along some sym-
metry line of the BZ. Using equation (65) we obtain the
simple result

mo/m” = exp(—vi—o), (75)
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Fig. 1. Polaron dispersion curves £_(k)/h{2, equation (65),
for 7 = 0 (Holstein polaron) and j =1/2 (E@ e JT polaron).
The lower tight binding e, band (¢ = 0) is also shown for
comparison. Symmetry points of the BZ are designated as in
reference [27].

1.0

m, / m*

0.0

0.0 1 2 3

Fig. 2. Inverse effective masses of the Holstein polaron (dashed
line) and the E @ e JT polaron (solid line) as functions of the
coupling strength g.

where

1 _ t 82Ek
mo N h2 Ok2 k=0
denotes the inverse effective mass of the lower tight bind-
ing e, band. We mention that in our derivation of equa-
tion (75) the k dependence of vk has been properly taken
into account, the simplicity of the result being due to a
cancellation of all terms involving 8%vy /9k?.

In Figure 2 the mass ratio mg/m* is plotted as a func-
tion of the coupling strength g. Although both polaron
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masses behave similarly, there is an unexpected crossover
where, for increasing g, the Holstein polaron starts to ac-
quire a somewhat larger effective mass than the JT po-
laron. The effect is, however, not as dramatic as claimed
by Takada [29]. For, in the strong-coupling limit, the po-
laron effective mass ratio mjpp/mip tends to the finite
limit exp(—j) ~ 0.607 for j = 1/2, as follows from equa-
tions (73) and (75). The results presented in Figure 2
are in remarkably good agreement with recent quantum
Monte Carlo data [14], thus confirming our expectation
that the proposed variational approach, restricted to the
nonadiabatic regime, gives a fair account of polaronic
properties over the whole coupling range.

7 Summary

In this work a detailed account has been given of the an-
alytic properties of the E ) e JT polaron, consisting of
a mobile e, electron linearly coupled to the local e, nor-
mal vibrations of a periodic array of octahedral complexes.
The linear JT coupling implies the existence of two oper-
ators, the angular momentum J and the parity &, which
commute with the JT part and are responsible for the
twofold degeneracy of all JT eigenvalues. This degener-
acy is lifted by the anisotropic hopping term, which does
not commute with 7 and K. The most interesting fea-
ture of our study is, however, the appearance of a close
relationship between the JT problem and the Holstein
model. Although such a connection has already been sus-
pected to exist in the simpler £ b JT polaron [11], it
has never been explicitly demonstrated. This connection
only emerges in a particular representation of the orig-
inal problem, in which the Hamiltonian acquires an ex-
plicit dependence on the half-integral angular momentum
quantum number j and quite naturally decomposes into a
Holstein term and a residual JT interaction. While the
ground state of the JT polaron belongs to the sector
j = 1/2, the Holstein polaron is formally obtained for
the unphysical value j = 0. This is the optimal form of
the Hamiltonian, which can be achieved by purely ana-
lytic means, allowing the JT and the Holstein polaron to
be treated in a unified framework.

The Hamiltonian is then subjected to a variational
treatment, yielding approximate ground-state energies
and eigenvectors for both types of polarons. Although
the ground-state eigenvector is explicitly given by equa-
tions (62), its application to the calculation of physi-
cal properties is relegated to future work. Here we have
restricted ourselves to the polaron dispersion relations
and effective masses. As expected, the polaron bands are
shifted to lower energies and have a smaller width in com-
parison with the bare e, band (see Fig. 1), but the shapes
of all three bands are very similar. The dependence of the
effective masses on the coupling strength ¢ is also simi-
lar for both polarons (see Fig. 2). There is, however, an
unexpected crossover where the Holstein polaron starts
to acquire a somewhat bigger mass than the JT polaron
with increasing g. These results are in remarkably good
agreement with recent quantum Monte Carlo data [14].
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This seems to indicate that our variational approach, re-
stricted to the nonadiabatic regime for formal reasons, is
fairly accurate. The nonadiabatic regime might be rele-
vant to the manganites, for in the doping region consid-
ered in this work the core spins form an antiferromagnetic
(G-type) spin background, leading to a strong suppression
of hopping because of the double-exchange mechanism [9].

A more realistic model would have to include, at
least, the intersite coupling of the normal vibrations.
This coupling is expected to contribute to the split-
ting of the degenerate JT ground state and to turn the
Einstein phonons of the present work into optical phonons.
Whether these coupling terms will give rise to additional
and unexpected effects, remains to be seen and will be
investigated in future work.

Appendix A: Direct proof of equivalence

In Section 5 the equivalence of the operators A and A; has
been proven in terms of their algebraic properties. Here
we intend to put forward a more direct proof by showing
that the operators possess identical matrix elements, pro-
vided the states involved are related to each other by the
mapping prescription (39). We start by defining the basis
vectors

lik;m + 2ni,m) = dJ |m + 2n;, m) H |0z, 0z),
1#i
(Ala)

likym +2n; +1L,m+1) =d |m+2n; +1,m +1)
X H |0z, 0;), (A1b)

1#£i

where the notation is the same as in equations (28) and &
is fixed by equation (29c¢). The vectors (Ala) and (Alb)
are then eigenstates of the angular momentum operator
J to the same eigenvalue j = m + 1/2 and belong to the
subspaces Z/{]T|r and U, respectively, according to our def-
initions introduced at the end of Section 4. Given these
basis states, the nonvanishing matrix elements of the op-
erator A, equation (30a), are readily evaluated by means
of the easily proven relations
aiz|m + 2n;,m)y = v/m+n; |jm+2n; —1,m — 1),
(A2a)
aizlm+2n;,m) = /nilm+2n; —1,m+1), (A2Db)

IO.m+2n;,m) =0, II_.|m+2n;,m)=|m+ 2n;,m).

(A2¢)

With the help of equations (A2) we then find the
expressions

Alik; m+2n;,m) = /2n; |ik; m+2n;—1,m+1),
Alik;m+2n;+1,m~+1) = \/2j+2n;+1 |ik; m+2n;,m),
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and, hence, the only nonvanishing matrix elements of the
operator A read:

(ik;m~+2n;—1, m+1|Alik; m+2n;, m) =v/2n;, (A3a)
(ik;m+2n;, m|Alik; m+2n;+1, m+1)=+/254+2n;+1.
(A3b)

Our assertion is that the matrix elements of the oper-
ator A;, defined by equations (40), are the same as those
on the right side of equations (A3), provided the states
are chosen as prescribed by equation (39). To prove our
claim, we first introduce the new basis vectors

(b])2ms
lik; 2n;) = ] ~—2—10), (Ada)
" 1/ QTL,L)'
Ty2n;+1
lik;2n; +1) = cj (b)) |0), (A4b)

R\/(Qni —+ 1)'

where we have adopted the notation of equations (37).
Here, in contrast to the vectors (A1), the quantum num-
ber x needs no longer to be fixed, but may be arbitrarily
set equal to 1 or —1. Since, by definition, the vectors (Ada)
and (A4b) are elements of the subspaces Vj'-|r and V7,
respectively, the mapping prescription (39) requires the

following one-to-one correspondence to exist between the
vectors (Al) and (A4):

lik;m + 2n;, m) < |iK; 2n;), (Aba)
lik;m+2n; +1,m+ 1) < |ik;2n; +1), (Abb)
lik;m+2n; —1,m+ 1) < |ik;2n; —1).  (Abc)

By means of these relations the matrix elements (A3) are
then mapped onto the following expressions

(ir;2n; — 1|Ajlik; 2n;) = /20, (Ab6a)
(ir;2n3|Ajlik; 2n; + 1) = /25 +2n; + 1, (A6b)

whose validity is explicitly verified with the help of equa-
tions (A4) and (40). This proves the equivalence of the op-
erators A and A;, as far as the basis states are concerned.
Owing to the completeness of these states, however, rela-
tions (A3) and (A6) suffice to extend the proof to arbitrary
vectors of the spaces U; and V;, provided these vectors are
related to each other by equation (39). This completes our
direct proof of the equivalence of the operators A and A;.

References

1. I.B. Bersuker, V.Z. Polinger, Vibronic Interactions in
Molecules and Crystals (Springer, Berlin, 1989).

2. A. Abragam, B. Bleaney, Electron Paramagnetic Res-
onance of Transition Ions (Clarendon, Oxford, 1970),
Ch. 21.

3. G.A. Gehring, K.A. Gehring, Rep. Prog. Phys. 38, 1
(1975).

4. O. Gunnarsson, Rev. Mod. Phys. 69, 575 (1997).



10.

11.

12.

13.

14.
15.

16.
17.
18.
19.

20.

21.

H. Barentzen: An analytic study of the E @ e Jahn-Teller polaron

R.M. von Helmholt, J. Wecker, B. Holzapfel, L. Schultz,
K. Samwer, Phys. Rev. Lett. 71, 2331 (1993); S. Jin, T.H.
Tiefel, M. McCormack, R.A. Fastnacht, R. Ramesh, L.H.
Chen, Science 264, 413 (1994).

M.C.M. O’Brien, C.C. Chancey, Am. J. Phys. 61, 688
(1993).

A.J. Millis, Nature 392, 147 (1998).

A.J. Millis, P.B. Littlewood, B.I. Shraiman, Phys. Rev.
Lett. 74, 5144 (1995).

C. Zener, Phys. Rev. 82, 403 (1951); P.W. Anderson, H.
Hasegawa, ibid. 100, 675 (1955); P.G. de Gennes, ibid.
118, 141 (1960); J. van den Brink, D. Khomskii, Phys.
Rev. Lett. 82, 1016 (1999).

P. Horsch, J. Jakli¢, F. Mack, Phys. Rev. B 59, R14 149
(1999).

K.-H. Hoéck, H. Nickisch, H. Thomas, Helv. Phys. Acta 56,
237 (1983).

W.A. Harrison, Electronic Structure and Properties of
Solids (Freeman, San Francisco, 1980).

A.J. Millis, B.I. Shraiman, R. Mueller, Phys. Rev. Lett.
77,175 (1996); S. Yunoki, A. Moreo, E. Dagotto, ibid. 81,
5612 (1998); A. Moreo, S. Yunoki, E. Dagotto, ibid. 83,
2773 (1999).

P.E. Kornilovitch, Phys. Rev. Lett. 84, 1551 (2000).

T. Hotta, S. Yunoki, M. Mayr, E. Dagotto, Phys. Rev. B
60, R15 009 (1999).

Z. Popovic, S. Satpathy, Phys. Rev. Lett. 84, 1603 (2000).
C.H. Leung, W.H. Kleiner, Phys. Rev. B 10, 4434 (1974).
Per-Olov Léwdin, Rev. Mod. Phys. 34, 520 (1962).

A. Messiah, Quantum Mechanics (North-Holland, Amster-
dam, 1964), Vol. I, Ch. XII.

For N sites, the degeneracy of the energy levels E,?]-n is
given by the formula (see Ref. [19])

dn_2(n+1)(njvjill>,

where the factor 2(n + 1) originates from the fact that &
ranges over two and j. over m + 1 values, but Eg,m does
not depend on these quantum numbers. The binomial co-
efficient gives the number of ways the relation n = Y, n;
can be fulfilled in terms of the natural numbers n;.

H.C. Longuet-Higgins, U. Opik, M.H.L. Pryce, R.A. Sack,
Proc. Roy. Soc. A 244, 1 (1958).

22.

23.

24.

25.

26.

27.
28.

29.

209

Operators satisfying the algebraic relations (35) are
referred to as para-Bose operators (see, e.g.,, T.F.
Jordan, N. Mukunda, S.V. Pepper, J. Math. Phys. 4, 1089
(1963)). Their algebra is characterized by the existence of
infinitely many nonequivalent irreducible representations
(see Jordan et al.), which may be labelled by the angu-
lar momentum quantum number j. This is in contrast to
the algebra of ordinary Bose operators which, according to
J. von Neumann (Math. Ann. 104, 570 (1931)), possesses
only one such representation. Our operators A; and A;f-
constitute the jth irreducible representation of the para-
Bose algebra (35), where V; is the underlying irreducible
subspace. The ordinary Bose operators are contained in
this algebra and correspond to the unphysical case j = 0,
as was shown in the paper by Jordan et al.. The intimate
connection between the isolated E@e JT case and the
para-Bose operators was uncovered by M. Schmutz (Phys-
ica 101 A, 1 (1980)). In our work, no use has been made
of these concepts.

H. Barentzen, Solid State Commun. 32, 1285 (1979); H.
Barentzen, G. Olbrich, M.C.M. O’Brien, J. Phys. A 14,
111 (1981).

G.D. Mahan, Many-Particle Physics (Plenum, New York,
1986), Ch 6.

G. Venzl, S.F. Fischer, J. Chem. Phys. 81, 6090 (1984); H.
Barentzen, Phys. Rev. B 53, 5598 (1996).

The transformation Vi, equation (56b), is designed to yield
a rather precise variational estimate for the JT term. It
also leads to a fairly accurate result for the hopping term
in the nonadiabatic regime v = t/h{2 < 1, but becomes
increasingly less reliable for larger . To achieve an im-
proved upper bound for the hopping term, accurate for all
v, we would need to introduce variational parameters of
the more general form vk (q) as in reference [25]. The com-
plicated structure of the hopping term would, however,
require a considerable amount of computational work. A
very accurate and novel variational treatment of polaronic
systems has recently been proposed by Herfort and Wagner
(J. Phys. Cond. Matt. 13, 3297 (2001)).

A. Takahashi, H. Shiba, Eur. Phys. J. B 5, 413 (1998).
A.H. Romero, D.W. Brown, K. Lindenberg, Phys. Rev. B
59, 13 728 (1999).

Y. Takada, Phys. Rev. B 61, 8631 (2000).



