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The ground-state energy, hybridization energy, momentum distributions, local magnetic moments,
and magnetic phase diagram of the symmetric periodic Anderson model are calculated using a correlat-
ed wave function in d =1,2, and 3 dimensions. The wave function is obtained by applying a Gutzwiller
projector on a recently proposed single-particle product state with spin-density wave order. Evaluations
are performed with an approximate scheme that becomes exact in high dimensions. Comparison with
Monte Carlo data by Blankenbecler et al. for d =1 shows that the results are remarkably accurate for
all values of the coupling. Hence the results for d =2,3 can be expected to be even more accurate and
may serve as benchmarks for future numerical work in d > 1.

I. INTRODUCTION

Heavy fermion systems are well-known to exhibit ex-
traordinary thermodynamic, magnetic and transport
properties,! whose origin is not yet sufficiently under-
stood. Microscopic investigations of these systems are
generally based on the periodic Anderson model (PAM)
Hamiltonian

ﬁ: 2 ekﬁlio +Ef 2 ﬁ{a +V 2 (f/\lta?ko +6;r(af/\ko )
ko ko ko

+Uzﬁ5ﬁﬁ , (1)
1

which describes a band of noninteracting conduction (c)
electrons with dispersion €,= —2t3¢_, cosk; that are
hybridized via the matrix element V (Ref. 2) with static f
electrons of energy E; the latter interact with each other
by a Hubbard interaction. In (1) Af, =0\, ¢4,
ﬁ{o =7 Ia 7 ko are density operators in momentum space,
while A§ =¢] ¢, AL =77, ic are local densities. In
this paper we only address the symmetric PAM, where
E,= —U /2 and the total electron density n =2.

The PAM defines a complicated quantum-mechanical
many-body problem for which an exact solution does not
even exist in d =1, except in a restricted parameter
range.’ In such a situation the application of variational
methods has proved to be very valuable. In particular,
the use of variational wave functions, which may be used
even in situations when standard perturbation fails or is
not tractable, often leads to considerable insight. For
Hubbard-type models, such as the PAM, the simplest and
most well-known correlated wave function 1is the
Gutzwiller wave function*

W, ) =g2w,) . 2)

It is constructed from the exact wave function of the non-
interacting system, |¥,), by applying the Gutzwiller pro-
jector onto |¥,) to reduce the overall number of doubly
occupied sites, (D ), at U>0. In the case of the PAM,
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where D/=#{,7{,, analytic evaluations®~’ are only possi-
ble within the Gutzwiller approximation,*® which is
known to yield the correct evaluation for high dimen-
sions, d — .19 The results obtained thereby for the
ground-state energy are given by’

EGutz — __E_E

€ €X ‘—UW
L O 2 2

81?2

) (3)

with L as the number of lattice sites and €, and W as the
average energy and bandwidth of the noninteracting c
electrons, respectively. This result, which is character-
ized by an exponentially small binding energy, has the
form known from the single-impurity Kondo problem.!!
While it gives a very good description at small U, it fails
to reproduce the much more important large-U limit,
since it does not yield the (rather trivial) second-order
shift « —¥2/U. Indeed, in the symmetric case straight-
forward perturbation theory in V yields!2 ™13

U>>le . 4)

The presence of a nonanalytic, Kondo-like contribution
to the ground-state energy of the symmetric PAM has so
far not been proved rigorously. In particular, the exact
result for the asymmetric PAM in d =1, valid in a re-
stricted parameter range,’ does not contain such a term.

To be able to describe the large-U behavior correctly,
Strack and Vollhardt'® recently proposed a non-
Gutzwiller-type variational wave function for the PAM
with antiferromagnetically ordered f electrons, which
has the form

|Wey)=ClcFS)®|fSDW) . (5)

It consists of a starting wave function which is a product
state of a Fermi sea of ¢ electrons, |cFS), and a Hartree-
Fock spin density wave for the f electrons. The correla-
tion operator C 262@ ; is given by

8594 ©1993 The American Physical Society



47 ACCURATE VARIATIONAL RESULTS FOR THE SYMMETRIC. ..

é1 =exp 2 l7k(f/\lafc\ka +6lafka) ’ (6a)

é =exp

Z?kﬁ } , (6b)

with 7, and €, as k-dependent variational functions. In
contrast to (2) the interactions are more or less already
incorporated in the starting wave function, while the
operator 6 introduces the hybridization and é controls
the quantum-mechanism motion of the f electrons in
|fSDW ) (note that InC, has the form of a kinetic energy
of f electrons). Due to the structure of @, the wave func-
tion (5) can be written as a product state!®

1Wev ) =TT’ Fro (% Vi 14,0, 110 @)
ko

where the prime indicates that the k values are restricted
to ek<0 and F is a linear superposition of ey,
Floflrer Fiotisqo Cxof k+qor and 4,84 g, With
Q=(m,...,w) as half a reciprocal lattice vector. Since
(5) is a two-particle product state, all expectation values
in terms of |Wgy) can be calculated analytically for arbi-
trary dimension d. The variational functions u,, vy, &
and ¥, have to be determined from the minimum of the
ground-state energy. It is quite easy to see that the
ground-state energy of the PAM obtained with (5) has
indeed the correct limiting behavior at large U [which is
the physically relevant regime for the PAM shown in (4)],
and even at small U."> However, for intermediate U
values the energy is considerably higher than found nu-
merically.!? Subsequently, Brenig and Miiller-
Hartmann'® noted that the wave function (5) can be im-
proved by adding the term c£+Q[,fk+Q[, to Fy, in (7),
whereby the k dependence of ¢ and f electrons is made
symmetric. In this way one obtains the following wave
function, which is the most general two-particle product
state permitting antiferromagnetic order

[Wemu ) = {I' [ﬁkelafla +7k6l+Qafl+Qo

g

soat Pt 4o At pt
+0(0xCx+Qof ko T WkCxof k+Qo
+xkel+Qa/c\lta +j7kflt+Qaflta )jlo) ,  (8)

where @, Dy, Wy, Xy, Py, and Z} are variational functions
which have to make the ground-state energy minimal.
The authors also pointed out!® that, under the constraint

—ﬁk'z'k-f'f)‘kﬂ')k-i-ikj)'kzo N 9)

Eq. (8) is equivalent to a single Slater determinant spin-
density wave (SDW) ground-state wave function

2
(Wspw?=IT' II [@nCio +Benfio
ko n=1
+a(7knel+Qa +Skanl+Qa )]'0> ’
(10)

where @,, Byx,> Vxn» and 8, are variational functions
and n =1,2 labels two orthogonal combinations. It turns
out that, in the case of the symmetric PAM considered
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here, the optimal values of the variational functions au-
tomatically fulfill the constraint (9). Hence, for the sym-
metric PAM the wave functions (8) and (10) are
equivalent. The expectation value of (1) in terms of (8)
and (10) can also be expressed in closed form and the
minimization can be performed for any dimension.!® At
intermediate U values the energy is found to be consider-
ably lower than that obtained with (5). Its good overall
agreement with the quantum Monte-Carlo calculations
by Blankenbecler et al.!? is quite remarkable in view of
the fact that (10) is only a single-particle product wave
function, i.e., does not contain true two-particle correla-
tion effects at all.

At this point it is clear how to proceed to obtain an
even better variational wave function for the PAM: We
have to consider the wave function (10) as a starting wave
function itself. By applying the Gutzwiller correlator we
obtain a wave function

“Il)zgﬁfl\llspw} , (11

with g as an additional variational parameter, where
two-particle correlation effects are now explicitly includ-
ed. Analytic evaluations of expectation values in terms of
(11) can now be performed in closed form only in the lim-
it d=.!7"!® However, from our earlier experience'®~2°
we may expect that, by evaluating the analytic d = o re-
sult with the d-dimensional density of states, accurate re-
sults can even be obtained down to d =1, which is obvi-
ously the most unfavorable limit for the d = « approach.

The aim of our paper is therefore to evaluate a number
of ground-state quantities, e.g., the ground-state and hy-
bridization energy, as well as the momentum distribu-
tions and the local moments of the ¢ and f electrons of
the symmetric PAM in terms of the improved correlated
spin-density wave function in d =1 2, and 3, using the
large-d approach.

II. EXPECTATION VALUES IN TERMS
OF THE CORRELATED SPIN-DENSITY
WAVE FUNCTION IN d = o

Expectation values of operators in terms of
Gutzwiller-type wave functions (2), may be calculated
within a diagrammatic theory.?! In the limit d — c the
ensuing collapse of diagrams greatly simplifies the evalua-
tion, but it remains nontrivial because Hartree bubbles
survive. Gebhard!® developed a particularly efficient di-
agrammatic formalism which, for Gutzwiller-type wave
functions (2) in d = «, allows one to obtain expectation
values exactly and in closed form. This is achieved by
writing the starting wave function |¥;) in (2) in the form

|\I/0)=g_2ia.”'iaﬁiu|q>0> , (12)

where |®,) is again an arbitrary one-particle wave func-
tion and the y;, are explicit functions of g and the local
density

nw=<¢olﬁia|¢0)/<®0|¢0>

The projection operator in (12) corresponds to a gauge
transformation by which the local chemical potentials
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can be chosen such that all Hartree bubbles disappear in
d= . Consequently, in d = diagrams vanish com-
pletely and results are obtained without the calculation of
a single graph.!’ In particular, all expectation values can
be obtained exactly in d = o0 :!%2?

<fIaAja)=\/:I;\/‘I_y7<fZafjo )o+5ij —gj,)n _|(70 ’
(13a)

@7 =V a5 2L T 0, (13b)

(el2,)= (2} )0 (13¢)

where ( + -+ )=(¥| - |W)/(W|¥) and

(- o=@l -+ D) /{ |y

The g factors are given by

qig=m[\/(l—n{’°+d{)(n{:;°-—d,f)
+Va{n®—aDP, a4

where nf?=(a{, )¢, n{°=n{®+nf and d{=(D).
The var1at10nal parameter g is connected with the double

occupancy d{ by

) d{(1—=n{%+d{)
g = . (15)
(nfi’ —d{1[n{®—a]]

In order to be able to apply the above results to the
Gutzwiller-correlated SDW (11), we first have to deter-
mine the new single-particle wave function |®,) in (12).
For computational reasons we prefer to calculate with
|Wy)=|Wpyy’ [plus the constraint (9)], rather!® than
|Wspw? in (11). Hence we have to determine

u Al
|¢0>=g2wl‘w m|\IlBMH) . (16)

It is easy to show that |®,) has exactly the same form as
|Wgnmp ) albeit with new variational functions uy, vy, wy,
Xy, Vx> 2 (the latter are functions of the old parameters
iy, etc., as well as of g and y;,). Also the constraint (9)

—upz Fowy +x,, =0 amn

is fulfilled. We take the parameters u,, etc., as new varia-
tional functions.

The expectation value of the Hamiltonian with respect
to the Gutzwiller-correlated spin-density wave is then
given by

<ﬁ)=26k<ﬁﬁa>0

+2VVyq 2<fkacka >o——L+Ude (18)

where we made use of the fact that in spite of the SDW
order, g;,, is independent of i, and d{ is independent of
i. The uncorrelated quantities { - - - ), were already cal-
culated by Brenig and Miiller-Hartmann,'® whose nota-
tion we will use. The renormalization factor V'q has the
form
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Vg =Y (i—arian ) ik (—al—28 )]
Vi)
(19a)
where
A,=% % (Flofiiqe )o=% g M]\—?ﬂ ., (19b)
with

Nk=vi+wi+ui+zi+xi+yﬁz .

Here the prime on the k sum implies the restriction

€, =0. The parameter A, determines the amplitude of

the SDW
(A, )=

$+2A,0 cos(Q-j) (19¢)

Hence A =0 refers to the nonmagnetic phase. Since the
wave function (10) is symmetric in the ¢ and f electrons,
a SDW formation of the f electrons implies that the con-
duction electrons form a SDW, too. In analogy to (19b)
and (19c) one finds

(75, Yo=1+2A,0 cos(Q-j) (19d)
where
1 v (At A — ’ ukvk+wkzk
=Z§ <ckack+Qa )0_f§ T (19e)

The local magnetic moments {#i; , ) =(#;
c and f electrons are therefore given by

I_ﬁjl> of the

) =4A, cos(Q-j) , (20a)

<m ) =4A ;cos(Q'j) , (20b)
with a total local magnetic moment of

(msy=(ms,+m{,Y=4(A,+A;)cos(Q-j) .  (200)

Furthermore, the momentum distributions of the ¢ and f
electrons are obtained from (13a) and (13c)

(o ? =(Ake Do
(A, )=1(1—q)+q(RL, ), .

(21a)
(21b)

In terms of the new variational parameters the energy
E=(HA) is given by

2 2 2
uk+wk—vk—-zk
E=2 2’ Ek
X Ny

x vy —wy) U

+8Vvyg 3 —7L+Ude . (2)

k Ny
Note that in the symmetric case x, =y,. In (22) we use

d/ instead of g as a new variational parameter. In order
to enforce the constraints

0l'=1-N,=o,

5(2) = _uka+Ukwk+xk—0

(23a)
(23b)
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we introduce two Lagrange multipliers denoted by
A=2), and A{¥’=4X, and replace (22) by

2 . .
E=E+ 2' 2 A;(I)Qi(t) . (24)
k i=1

This expression has to be minimized with respect to v,
Wy, Uy, X, Zy, and d/ (see the Appendix).

The minimum of the energy is found as

, — U
E=22k D +8AAL——L+Ud/L (25)
where
< dlng 1
A=— — "2
38 3L Zk X » (26a)
1 2AV* (e, — M)+ A B,
A, = 2 26b
/L4 c? Yk (26b)

and the parameters 4, By, Cy, and x, are given by

Ci

2
Xy = — = , (27a)
K 202+ 4R P2+ Ve, — A )?+ A2 + B2
_ s 2 Ay
Ak:EkV+(6k+p —)\,kek)? N (27b)
— AUVP—pD )+ (4R +p2—T?
By =—2Rp4 k- P TN D TP L @10
2AV
Co=V*+e+pi—ehy » (27d)
with
p2=1V'V*+4ar% . (27e)
Furthermore, the hybridization energy
EHyb = <V2 (flta?ka +6lofka )>
ko
is obtained from
16AL
Ey, = ——-208L
I 31ng /34, @8

and the square of the local f-electron magnetization
r’ﬁiz=(ﬁjfT —ﬁjfl )2, which is independent of j, is deter-

mined by the double occupancy as
(m2y=1-2d". (29)

We note that, due to L(df—%)=dE/dU, (M2) is a
much more sensitive measure of correlation effects than
the ground-state energy E itself. For small U, where®
E=E,+CypU—Cc,, U? with Cyg,Cc,,, >0 one finds
(m})=1+4Cc,, U. Hence the slope of {/?) is a direct
indicator of the degree to which correlation effects are in-
cluded in the calculation.

For the paramagnetic case with A=A, =A=0, which
corresponds to the usual Gutzwiller wave function, the
energy is given by

E=—2 2'\/eﬁ+32V2d/(1—2df)—gL+Ude ,
k

(30)

where d/ is determined by the implicit equation

U=32V2(1—4df)% > Ve+32vidi(1—2d7) . (1)
k

Moreover the hybridization energy becomes

Eptyo = — 6472 /(1 —2df)% SV e+32r%d/(1—2d7).
k

(32)

III. RESULTS AND DISCUSSIONS

The expression for the ground-state energy E (25), the
hybridization energy Eyy, (28), and the square of the lo-
cal magnetization {?) of the f electrons (29), derived in
the limit d = o, will now be evaluated in dimensions
d=1 2, and 3 by using the d-dimensional density of
states.'® 2 Technically this implies an inclusion of 1/d
corrections to infinite order. The results will be com-
pared with perturbation theory, Monte Carlo data, and
results obtained with other variational wave functions.
We will also present results for the momentum distribu-
tions (A% ) (21), and the local magnetic moments
(#m$]) (20a) and (20b), of the c and f electrons in d =1.

In Fig. 1 the U dependence of E, Eyy, and (/) ob-
tained for d =1 is shown for four different values of the
hybridization strength V. To arrive at a more sensitive
plot of the U dependence of E the energy is measured rel-
ative to the f-level position — U /2, in units of its abso-
lute value at U=0, |E,|. The hybridization energy is
also plotted in units of its U=0 value, EO’? »- Both E
and Eyy, tend to increase with ¥, while (] f decreases.
This holds in every dimension d (see below).

In Fig. 2 the results for d =1 and ¥V /2¢t=0.5 are com-
pared with perturbation theory at small and large U.l?
We know already that for any dimension d even the un-
correlated SDW wave function describes the small- and
large-U regime of the ground-state energy correctly—at
least asymptotically. However, it is not a priori known
what the actual size of this asymptotic regime is, or how
the size increases once correlation effects are included.
A qualitative answer is provided by Fig. 2(a), at least for
the regime of small to intermediate U values: The corre-
lations introduced by the Gutzwiller correlator lead to a
considerable lowering of E, in agreement with perturba-
tion theory for small U. This is even more clearly seen
from the slope of {/2) in Fig. 2(c): For the SDW this
quantity, which measures the derivative of E with respect
to U, is constant below U /2t ~0.8. This reflects the fact
that |Wspw) is an uncorrelated wave function with
Ccorr =0. In this case the square of the local magnetic
moment becomes U dependent only for U /2t 2 0.8, when
a (spurious) transition to a state with antiferromagnetical-
ly ordered f spins (and c electrons) takes place. By con-
trast, the correlated SDW (11), obviously describes al-



8598 Zs. GULACSI, R. STRACK, AND D. VOLLHARDT
(a) (a)
-5 N T T T T T T T T -5 T T T T T T T L R A
o V/2t=02 d=1 lt VI2t=05 1
b === Vr2t=0375 L d=1 .
. 8 — vrt-o0s ] _ 8r e 1
o P oeeeeees V/2t=08 1 o r R ]
ul ) ] 5] — - -
=~ I T ] =~ I = ]
N S al [ S
Ny - Sy S
=2 2 -8 S
i ' F = Large-U expansion
=3 L i //' —-—- Small-U expansion 1
8t 7 -——— SDW _
Y Gutzwiller (paramagnetic) |}
r — Gutzwiller-correlated SDW |1
-10 I S R S R ——— R S ——
1 2 3 4
u/at
(b) (b)
L A AP N S S SO SO AU S A r ‘ T I I ' K o 1
: =1 | . v;t-02 100 === Vi2t=05
12+ -——- V/2t=0.375 | 1 ; d=1
—— V/2t=05 -
T B V/2t=08 a5 r
e ;
= L =
- gl i (=)
O : ‘-\ Ll
L RN ~ 50 -
~ \ el
ey L . >
% L T —-—- Large-U expansion
L 4 F L —-—- Small-U expansion
* 264 ___ SDW i
. Tt TTTEe— T Gutzwiller (paramagnetic)
L —— Gutzwiller-correlated SDW
0 y : - . : oojf 1 2 ‘L 3 4
0 1 2 3 4 5
U/ot U/2t
(€)
(c) e
T T T T T ] 100 ; ~~~~~~~ j
100 e ! N
75 -
F V/2t=05
AN d=1
AN IS .
& - Large-U expansion 1
L —-—- Small-U expansion ]
—= V/2t=02 ] 22 | SDW .
o5 b ———- V/2t=0.375 B I Gutzwiller (paramagnetic)
[ —— V/2t=05 1 - —— Gutzwiller-correlated SDW
e V/2t=08 1 e S S T
0 L 1 e ‘ ] 0 1 2 3 4
0 1 2 3 4 5

FIG. 1. (a) Ground-state energy E, (b) hybridization energy
Ewnys, () square of the local f-electron magnetization {7, ) vs
U /2t in d =1 for various values of the hybridization ¥ as ob-

urat

tained with the Gutzwiller-correlated SDW (11).

U/t

FIG. 2. The results for (a) E, (b) Eyy, (©) (A1) vs U/2tin
d=1 for V' /2t=0.5 as obtained with the Gutzwiller-correlated
SDW are compared with perturbation theory at small and large
U, as well as with the results for the uncorrelated SDW and the
paramagnetic Gutzwiller wave function.



47 ACCURATE VARIATIONAL RESULTS FOR THE SYMMETRIC. ..

(a)

-6 - T T .
[ V/2t=0375 ]
d=1 s B
— _.‘7 - o e
poy I .
L
==
C\l '8 r ~ A
~ 7,
2 A
L /,
L;u, g - 7| Gutzwiller (paramagnetic)
L V. o MC
--—- SDW
| —— Gutzwiller-correlated SDW
0 1 2 3
U/2t
(b)
100 b |
V/2t=0375 |
L \Na d=1
—g 75 r 4
z ]
() F
L [
>
I )
L F‘ -------- Gutzwiller (paramagnetic)
25 o MC :
| ———- SDW
[l ——— Gutzwiller-correlated SDW
o T =T T T » = T T T -t I L
0 1 2 3
U/2t
(c)
10 T —— .
L o g
6 V/2t=0.375
NN L d=1
&
AL E
-------- Gutzwiller (paramagnetic)
ol o MC
’ -——- SDW 1
—— Gutzwiller-correlated SDW
o n n 1 1 . " 1 n n n _
0 1 2 3

U/2t

FIG. 3. The results for (a) E, (b) Eyyp, (¢) /) vs U/2t in
d=1 for V/2t=0.375 as obtained with the Gutzwiller-
correlated SDW are compared with quantum Monte Carlo data
by Blankenbecler et al. (Ref. 12), as well as with the results for
the uncorrelated SDW and the paramagnetic Gutzwiller wave
function. The error bars correspond to the width of the data
points of Ref. 12.
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most the entire correlation contributions for U /2t 50.6.
For U /2t R 2 the correlation effects due to the Gutzwiller
correlator become ineffective since the antiferromagnetic
correlations of the f electrons (appearance of long-range
order at U /2t =~1.4) suppress their double occupancy via
the opening of a gap. Of course the appearance of long-
range antiferromagnetic order in d =1 is an artifact of
the variational approach. Nevertheless it is a clear ex-
pression of the existence of strong short-range antiferro-
magnetic correlations between the f electrons, which—
on the level of the rather simple variational wave func-
tion (11)—is very well described by an actual long-range
order. A similar behavior is observed for Ey, in Fig.
2(b). The results in Fig. 2 also clearly show that the
paramagnetic Gutzwiller wave function does not provide
an adequate description of the physics above U /2t ~1.

For large U the result for the ground-state energy ob-
tained from perturbation theory'? lies above the varia-
tional result. Hence it is still not clear how close the en-
ergy obtained from the (correlated) SDW is to the exact
result. For d=1 this question is answered in Fig. 3,
where a comparison with the Monte-Carlo data of Blank-
enbecler et al.'? for ¥ /2t=0.375 is shown. Clearly the
correlated SDW describes the numerical results very well
for all U values. For U /2t S 1 the correlation effects are
seen to be very important for all quantities, while for
U /2t R 1 excellent agreement is reached already with the
uncorrelated SDW. This shows even more clearly that
the strong short-range antiferromagnetic f-f correlations
are very well described by a long-range ordered state of f
electrons, although we know that in d =1 this cannot be
the exact ground state. Quantitatively similar results
may be obtained from a slave-boson mean-field theory
with long-range antiferromagnetic correlations.?*

Even more interesting than the site-independent square
of the local magnetic moment of the f electrons {#?) is
the actual local magnetic moment of the ¢ and f electrons
(m jzf ), given by Egs. (20a) and (20b). They become
manifestly site dependent above the transition to the anti-

10 P S :
44 1
8t |
L
st |
o d=1
R V/2t=0375
e
2t ]

Ur2t

FIG. 4. Amplitudes of the local magnetic moments of ¢ and f
electrons, 4A. ; vs U/2tind =1 for V' /2t =0.375 (see text).
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ferromagnetically ordered state. In Fig. 4 we show the
interaction dependence of the amplitudes of the local
magnetic moments 4A. , of ¢ and f electrons for d =1
(the results for d >1 are qualitatively similar). Below
U /2t =0.8, i.e., in the paramagnetic state, the local mag-
netic moments are identically zero. Above U /2t ~0.8,
A, and A, become nonzero. In particular, 4A, rises rap-
idly with U and, at U /2t ~2—3, almost saturates at its
maximal values of 1. Hence for U /2t X 2 the f electrons
are ordered in a SDW with an alternating local moment
of =1. By contrast, the amplitude of the c-electron-
SDW, 4A_, is considerably smaller (always less than 20%
of 4A,) and reaches a shallow maximum at the U value
where A, starts to saturate. It slowly decreases to zero
for increasing U, since U— « effectively corresponds to
¥V —0 in which case the c electrons decouple from the f
electrons. In particular, the c-electron moment is always
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FIG. 5. Momentum distributions ng” of ¢ and f electrons in
d =1 for two values of U: (a) V' /2t=0.375; (b) V /2t=0.2.
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oriented opposite to the f-electron moment. These results
are interesting in view of the question concerning the
compensation of f spins in the PAM and in its large-U
limit, the so-called Kondo lattice model (KLM).?® There
are two (partly related) issues involved: the compensa-
tion on a local and on a global scale. Ueda, Tsunetsugu,
and Sigrist?® proved rigorously that at half filling the
ground state of the symmetric PAM is a total singlet.
The result obviously applies also to the KLM at small an-
tiferromagnetic exchange coupling, J=—8V2/U. This
compensation is a global one (formation of a “collective
singlet”). Furthermore, for large |J|, when each f spin is
screened anyway, the ground state is a superposition of
local singlets and hence is a total singlet, too. Numerical
studies clearly show that in the PAM the compensation
of the f-electron moment is due to intersite correlations,
in particular due to antiferromagnetic correlations be-
tween the f electrons themselves,'>?” and that the corre-
lation between c- and f-electron moments is only small
and negative.?® The importance of magnetic intersite
correlations between the f electrons in the PAM and of
the collective nature of the compensation effect was also
observed in previous variational treatments.?>*

Our results are in agreement with those found numeri-
cally: (i) the ground state is a total singlet for all U
values, the compensation being due to the (long-range)
antiferromagnetic order of the f electrons, i.e., a collec-
tive effect, (ii) in the ordered phase the moments of the ¢
electrons are always oriented opposite to the f moments
but compensate only a fraction ( $20%) of the latter.

In Fig. 5 the results for the momentum distributions of
the ¢ and f electrons are shown for different U and V
values in d =1. For the U values chosen here, i.e., for
U /2t X 2, the correlation operator in (1) is found to have
no more effect. The curves are qualitatively similar to
those obtained with the paramagnetic Gutzwiller wave
function at U= .22 Apparently these quantities are
not sensitive to the microscopic details of the wave func-
tion.
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FIG. 10. Magnetic phase diagram for d=2,3 as obtained
with the uncorrelated and the Gutzwiller-correlated SDW, re-
spectively.
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Having shown that (i) our approach for the evaluation
of expectation values in terms of Gutzwiller-correlated
wave functions in d dimensions (which becomes exact in
the limit d — o) gives quantitatively reliable results even
in the most unfavorable case, i.e., d =1, and that (ii) a
variational wave function with long-range order of the ¢
and f electrons gives excellent results even in d =1 where
true long-range order is not possible at all, we may expect
that our results for d =2 and 3 will be even more accu-
rate. In Figs. 6 to 9 the quantities E, Eyy,, and (m2) are
shown as function of U for various values of the hybridi-
zation for d =2 and d =3, respectively. Qualitatively the
same behavior as in d =1 is found. In Figs. 7 and 9 these
results are compared with perturbation theory!'? at small
and large U as well as with the results obtained with the
uncorrelated SDW and the paramagnetic Gutzwiller
wave function. So far, numerically exact results are not
available for d =2 and 3. Hence our variational results
may serve as benchmarks for future numerical work.

In Fig. 10 the magnetic phase diagram of the PAM for
d=2 and 3 as a function of interaction versus hybridiza-
tion strength is shown. The lines separate the phase with
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antiferromagnetic ordering of f spins and c electrons
(above the line), from the paramagnetic phase (below the
line). A transition is found for all values of the hybridiza-
tion; however, only in d > 1 can such a phase transition
occur at all. The inclusion of two-particle correlation
effects is found to have a considerable effect on the pre-
cise position of the phase transition line: for given V the
lines are shifted to higher U values. It will be very in-
teresting to compare the above results with quantum
Monte-Carlo calculations in d > 1 which, hopefully, be-
come possible in the near future.
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APPENDIX: MINIMIZATION OF THE ENERGY

We wish to determine the minimum of the ground-state energy E (24). Differentiating with respect to the k-
dependent variational parameters yields the following linear equation

M x, =0, (A1)
where
§k=(vk,wk,xk,uk,zk) N (AZa)
— (e +2Ay) Ay 2V 0 —2A
A (e,—Ay)  —2V —2A 0
0 —2Z 0 (fk_kk) _Xk
—2Z 0 0 —Kk —(Ek+)\'k)
and
v=vvyg , (A3a)
~_ . 3Vq 1 X (wy —vy)
A=yV——-— z' _— (A3b)
dA, L % Ny
Nontrivial solutions can be obtained only if Det(M, )=0, leading to the following equation
=A@+ — AN +4V*+ X —22) +8AX X — Al —ed) +16A%A*+7,)]=0 . (A4)
The k-dependent parameters are given by
8AZV 4+ X (A — Al — A2+ XE+4( V2 +14)]
U= —— Xy » (A5a)
2AVN,
2VH €6 — M+ )+ (R — A [4R%+ X5 — (6, — Ay )?
b= KAt A K ol k(e A ]xk, (ASb)

VN,
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— AV — (R — A 4B (e + A ) — (6, — A (€l — AL+ AE+4V7)]
Zy = ——= - Xy » (AS5c)
2AVN,
2726 — M+ )+ 28, (X — Ay e
w, = kMO0 T Sl e e kxk, (A5d)
VN,
where
Ny=e+A\— X —4A%—2e,(AM— Xy ) . (A6)
The minimization with respect to d” yields one more equation
v—=gadve /g (A7)
ad’/ /| ah,
From Eq. (23b) and Eq. (A4) the Lagrange multipliers are found as
=0, (A8a)
— — —_— |12
M=— [2 Vi+4R’+e+2V Vi+48%E (A8b)

This corresponds to the minimum of the energy. The minimal energy is given by (25).
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