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The few rigorous results that have been established
concerning the properties of this Hamiltonian have
been listed by Herring,® and the one pertinent to our
discussion is that Lieb and Mattis’ have shown that
there can be no ferromagnetism for a linear chain of
atoms with 7(1—1") nonzero only for nearest neighbors,
but with an interaction energy that can be an arbitrary
function of #13-+#1,. Since the Hamiltonian (24) is
a particular case of our Hamiltonian (3), our con-
clusions, which cover more possibilities than those of
Lieb and Mattis, apply to it. There is thus not only no
ferromagnetism but no antiferromagnetism for both
one and two dimensions; also the range of the hopping
integral T(1—1") is restricted only by the condition
that the expression (19) for @ converge. It is a trivial
matter to show that our results also apply if the inter-

§ C. Herring, in Magnetism, edited by G. T. Rado and H. Suhl
(Academic Press Inc., New York, 1966), Vol. IV.
7E. Lieb and D. Mattis, Phys. Rev. 125, 164 (1962).
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action is an arbitrary function of #i13-+my, since
[C, my+ny]=0.

Although the above results have some intellectual
interest, they are clearly inapplicable to real three-
dimensional solids. However, as pointed out by Herring®
in connection with the Lieb-Mattis theorems, many
approximation schemes that have been applied to
real solids can equally well be applied to one- and two-
dimensional solids. If these approximation schemes
predict the occurrence of spontaneous magnetization
in one and two dimensions as well as in three dimensions
for the Hamiltonian (3), the validity of these pre-
dictions in three dimensions should be clearly investi-
gated more fully.

One of the authors (T.W.R.) would like to express
his gratitude to the Department of Physics at the
University of Toronto, and particularly to Professor
J. Van Kranendonk, for their hospitality during his
visit.
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With the aid of a new Wick theorem for spin- operators, the properties of a single localized paramagnetic
impurity in a metal are investigated, using diagrammatic techniques which are completely analogous to
those of standard quantum field theory. Attention is directed at the high-temperature magnetic properties
of this system. The present results include a new In7 term in the g shift for the impurity spin and for the
electronic susceptibility. In the high-field limit, the former logarithmic result is replaced by the logarithm
of the Zeeman energy. A high-order equation is also obtained for the resistivity by a selective resummation
of a complete subseries of electron self-energy diagrams. In this approximation, the resistivity exhibits a
maximum for both ferro- and antiferromagnetic coupling (but at different temperatures) as the characteristic
temperature is approached. The “bound-state’ behavior appears in this theory as an anomalous correlation
between the two spin systems, and first occurs at the characteristic temperature when the external magnetic

field is zero.

1. INTRODUCTION

HE model originally proposed by Kasuya! of a
contact s-d exchange interaction between the con-
duction electrons and localized magnetic impurities
in metals has led to many theoretical papers®® which

* These results have arisen during the preparation of a Ph.D.
thesis, submitted to the University of London.
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6Y. Nagaoka, Progr. Theoret. Phys. (Kyoto) 37, 13 (1967).
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have gradually exposed several interesting properties
lying behind its superficially simple structure. The
divergent behavior in the resistivity in the case of
isolated impurities was first found by Kondo,® who used
standard perturbation theory to calculate the effect
of the Pauli principle on the second-order intermediate
states for the scattering probability of the conduction
electrons. The sharpness of the Fermi surface gives
rise to a In7 term in the resistivity; when this is com-
bined with the usual lattice resistivity, the result is a
resistance minimum in the case of antiferromagnetic
coupling. This logarithmic temperature dependence im-
plied that a divergence would occur in each term of
higher order in perturbation theory as the temperature
was decreased. Moreover, Nagaoka®® pointed out that,
even in third order, the lifetimes of the conduction elec-
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trons would also go negative at the Fermi surface, below
a critical temperature 7%. It is the study of such anom-
alous behavior which has resulted in the papers con-
cerned with this model over the last three years using
both perturbational and nonperturbational techniques.
Other authors have concentrated on the magnetlc
properties of this model. 022

In this paper we present a perturbational treatment
of this interesting Hamiltonian, which can be used
to make straightforward calculations at all temper-
atures (and in a magnetic field) to all orders of the per-
turbation in the interaction between the conduction
electrons (characterized by a rectangular band model)
and a single, localized magnetic impurity. This latter
restriction implies that their collective effects (e.g.,
permanent magnetism) and interference effects be-
tween impurities can be ignored.

In the next section the proof of a Wick theorem®
for spin-} operators is presented which is both simple
in form and easy to use; this results in the extension
of conventional quantum field theory techniques to all
problems involving such localized spin operators. It
must be emphasized that the present method uses only
Feynman-type diagrams in contrast to many other ap-
proaches to this problem.* It also has the principal
advantage (not immediately apparent in this problem)
that there is a normalized correspondence between
spin-space averages and averages taken in the repre-
sentational space. This means that for those problems
involving many localized spin operators (for example,
the Heisenberg model or the higher-concentration re-
gions of this model) one does %ot have to compensate
for on-site coincidences. This must be done for all those
methods which do not exhibit a unit correspondence,
and this includes the Abrikosov technique’ for S=3%,
even for zero magnetic field."

So in Sec. 3 the problem is reformulated using the
drone-fermion representation'® used in Sec. 2 and the
various diagrammatic vertices for this interaction are
introduced. We follow Doniach® in using an effective
potential for the electrons (but now diagonalized dif-
ferently) which determines the repeated scattering
properties of any single impurity. These are then re-
summed, taking advantage of the unit correspondence
of this method, to determine the effects of multiple
scattering from several impurities (still in the low-
concentration region.)

In Sec. 4, second-order corrections to several self-
energy functions are evaluated in both the low- and
high-field regimes (relative to the thermal energy £7T°).

0K, Yosida and A. Okiji, Progr. Theoret. Phys. (Kyoto) 34,
505 (1965).

11 M. S. Fullenbaum and D. S. Falk, Phys. Rev. 157, 454 (1967).

12 H. Miwa, Progr. Theoret. Phys. (Kyoto) 34, 1040 (1965).

1B G, C. Wick, Phys. Rev. 80, 268 (1950),

1 A discussion of these points is given in two other papers by
th]S author, Phys. Rev. 167, 430 (1968) ; 167, 434 (1968).

BE, M. Yohn Proc. Phys Soc. (London) 85, 759 (1965)
B R. P. Kenan J. Appl. Phys. 37, 1453 (1966)

SPENCER

171

We concentrate here on the magnetic properties of the
electrons and of the impurity.” The static result is
compared with the calculations of Yosida and Okiji,"
who used conventional low-order perturbation theory
from the normal ground state. This is also compared
with the decoupling treatment of Nagaoka® and with
the recent work of Fullenbaum and Falk.!* This result
is shown to arise from a J?InT correction to the im-
purity g shift, where J is the exchange-coupling con-
stant. This term arises from the effects of the electrons
which have been partially polarized by the external
field. An analogous result holds for the electrons which
now are affected by the partially polarized impurity.

Since this is a Green’s-function analysis we can
always investigate the complete line shape rather than
just the relaxation times which are given as a special
case on the energy shell. So the impurity properties can
be derived directly from the transverse susceptibility
function x¥(w), which in the low-field region is found
to have a Lorentzian form with a damping term pro-
portional to J2T. In the high-field region the temper-
ature dependence is effectively replaced by the Zeeman
energy. The damping term for the electrons is also
shown to be proportional to the longitudinal spin
fluctuations.

A resummation is made in Sec. 5 by examining the
structure of higher-order propagators and exploiting
the idea of polarization discussed in Sec. 4. This results
in a closed-form expression for the effective potential
which does diverge (but not the mass operator) at
Ty for J<0. However, as the denominator of these
expressions is evaluated to O(J?) [in contrast to other
authors, which were to O(J)] a new divergence is also
introduced for J>0, but this is now at a much lower
temperature than 7. Unlike previous perturbational
treatments®™® for J <0, the sign of the lifetime for the
electrons is found to be unchanged throughout the
whole temperature range. Anomalous behavior, besides
maximum scattering, is indicated in the present theory
by the appearance at T of conjugate poles in the com-
plex, w plane of the transform of the correlation func-
tion of the two spin systems, at the impurity.

In the last section the results of earlier authors®?:
(who have also effectively summed a series of self-
energy terms) are reduced to a comparable form and
the degree of agreement exhibited. We also include a
new manipulation of Nagaoka’s® second approxima-
tion to his high-temperature (7'>7}) result into a
form closely resembling the present result, which now
appears to be an interpolation of several previous and
disparate methods in the high-temperature regime.

2. WICK’S THEOREM FOR SPIN-; OPERATORS

A simple Wick theorem' is presented which enables
time-ordered products of spin operators to be rewritten

7H, J. Spencer and S. Doniach, Phys. Rev. Letters 18, 994
1967). Some of the present results were first reported here,
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as a sum of products of time-ordered pairs of the opera-
tors used to represent the actual spin operators.

A representation which is quite straightforward is the
drone-fermion representation,® where the drones ac-
commodate the Bose-like commutation rules between
different localized spin sites. Thus for spin-} operators
S localized at the positions R; we have

Sit=c;te;, ¢;=d;+d;t, (2.1)

Si=c;c;—%,
where
Sit=Sr+iSp=(S)1,

as the representation is Hermitian.
Among themselves the fermion fields obey anticom-
mutation rules:

Lej, et 1y =[di, it ] =65

and all the others anticommute.
If we define a “vacuum’ state | 0) with respect to
the C or D fields by the usual condition,

Cj | 0)=dJ I 0>=0’

(2.2)

(2.3)

(2.4)

then we have a complete, double representation of the
eigenstates of the spin operators. If we denote the
spin-up (spin-down) state for each site by |3, +3%)
(%, —%)) (omitting the site index for the moment),
then

13, —5)=[0) or da'[0);

[2,%)=c'd"|0) or c"[0). (2.5)
It is shown below that Wick’s theorem may be used for
traces of operator products in this representation. In
perturbation theory, we need to evaluate thermo-
dynamic averages with respect to a diagonalized Hamil-
tonian H, which we will take to be proportional to S=.

H0=woS’=wo(cTc—%) (2.6)
or
[Ho, ¢t ]-=woct;

[Ho, d]-=0. (2.7)

If we let X; denote a product of spin .S; operators, then
a thermal trace over the two spin states gives, with
B= (kT )—1;

Tr.{exp(—BHo) X;} =% Tr.{exp(—BH,) X;}, (2.8)

where in the right-hand side the trace refers to all four
orthogonal C and D states; all spin operators have been
replaced by their drone-fermion representations.

In an obvious notation, the equation involving ther-
mal averages becomes

(X5(8) )0 = (X;3(c) )"

It is very important to note here that there are no
problems involving normalization since Z2=3Z2; this
is of crucial importance in problems involving many
localized spins.

(2.9)
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Fic. 1. Diagrammatic repre-
sentation of the free “field” propa- D)
gators (the drone-fermions) in-
volving temperature variables:
(a) C propagator C°(r). (b) D LJV\/W\’\
propagator D°(r). (c) Spinflip c) i
propagator F°(r). (d) Electron = ==-7
(Wannier) propagator G\°(r) of
spin A,

d) ¢ )

The final step is now trivial; we can use Gaudin’s'®
method for deriving Wick’s theorem involving cyclic
permutation of the C or D operators under the trace;
thus for Wick ordering,

(Tw{dy, Ay, ==+ Ao} )

= ¥ (=07 TI (Twlds 4})e, (210)

all pairs i,

where P is the signature of the permutation, and 4; is
any operator ¢, ¢', ¢, evaluated in the interaction
picture

ct(r) =exp(Hor)c' exp(—Hyr) =exp(wor)ct;
(1) =9, (2.11)

where =4, the usual “temperature variable.” Then
by Eq. (2.11)

(eifero=01;

J7=(exp(Buwo) +1) ' =1—f*.

We now define the free (denoted by zero superscript)
temperature-ordered C and (symmetrized) D propaga-
tors, C°(7) and D°(r), and use Eq. (2.12),

Cil(r) = (Twlci(r)ci'(0) } Jo
=d8jexp(—wor) {0(7) fT—0(—7)f7},
D (r) = (Tw{ei(1)$1(0) } o=06;{0(7) —6(—7)},
(2.13)

<djdl1.>0=%ajl (2.12)

with

where 0(7) =1 if 7>0, and zero if 7<0.

Then the C propagator can be represented diagram-
matically by a directed wavy line from the point 0 to
the point 7 and an undirected checked line between
0 and 7 for the D propagator, Figs. 1(a) and 1(b).
There is one other propagator of interest, that is the
spin-flip propagator F(r), which is represented by a
parallel pair of C and D lines, Fig. 1(c):

Fi*(7) = (Tw{Si(7) $i(0) } )o* =8;C°(r) D(r).
(2.14)

This well illustrates the nature of the drone propagator,

18 M. Gaudin, Nucl. Phys. 15, 84 (1966).
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for it converts the C propagator from fermion prop-
erties to Bose-like (as one requires for spin waves, for ex-
ample). These functions also have simple Fourier series
transforms for the temperature variable 7 (—3<7<g8),
using the notation

7= (2v+1) kT,
v and « taking all integer values, so

C(r) = (1/8) X exp(—inr) C(9),

a=2arkT

with

C(7) = (wo—17) 1 (2.15)
similarly,

D'(p)=—2/iv
and

F°(a) =[tanh(36wo) 1/ (wo—1@). (2.16)

N.B. F%(&) is not defined for wy=0, unless it can be
nonvanishingly renormalized, although F°(7) is well de-
fined (in fact, 3).

We are now ready to proceed to investigate many-
body problems involving explicit localized spin opera-
tors, using the systematic techniques of quantum field
theory.??

3. s-d HAMILTONIAN

We shall consider the effects of localized impurities
interacting with conduction electrons, in the limit of
low concentrations (¢<1). This implies that we need
not be concerned with the effects of interference be-
tween different impurity sites (as Abrikosov has
shown’), so that we will initially consider only one
impurity (at the origin, for convenience) and then
evaluate averages over the ensemble of random im-
purities.?

The unperturbed, diagonal Hamiltonian H, for the
conduction electrons and the localized impurity in an
external static field $* is given by

Ho=) tntonlamn+weS?,  A==1 (3.1)
P.A

with

wo=gupD? (3.2)

It should be noted that although we have taken
g(electrons) =g(spin), this is only for convenience.
We will not need the explicit form for e, or the Fermi
energy u, as these will be superseded at the appropriate
moment by a suitable choice of band model for the
electrons. In fact, we will always use the constant
density-of-states model,

p(w) =71 ImG\(w+1is) =p if

En=ep—ut3Nn;

~D<w—<D,
(3.3)

19 A, A. Abrikosov, L. P. Gor’kov, and D. I. Dzyaloshinski,
Methods of Quantum Field Theory in Statistical Physics (Prentice-
Hall, Inc., Englewood Cliffs, N.]J., 1963).

2 S, F. Edwards, Phil. Mag. 3, 1020 (1958).
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and zero otherwise, where we have introduced the
transform of the Wannier propagator® at the origin of
spin orientation A:

OL)\=Z\7—1/2 Z Ay, (34)
D

GO (1) ={Twlar(r)an(0) } Yo
=N"1 Z exp(—£&nt) {0(7) fort—0(—7)fox "},
(3.5)
with
fox™= {exp(—B&mn) +1}1=1—fiat

GO (7) =N 3 {gn—ip) L

p

and
(3.6)

Then in terms of the Wannier operators, the §-function
range interaction is given by

H=-—JS- Z a;\Td)\)\/a)\r.

p Yy

3.7

In terms of the drone-fermion representation for S=3%,
H1= —J{6T¢a ;TCH +¢ca, o ;+Z )\(c*c—%)aﬂa)\} .
y

(3.8)

Using H; in the form of Eq. (3.8) as the basis of our
perturbation theory and the above-proven Wick
theorem for the C and D operators, we can use all the
standard results of quantum field theory,* especially
the Dyson development operator U(8) and the linked-
cluster theorem. Thus, for exact thermal averages of
any Heisenberg operator A we have, in the interaction
picture,

(A)=(AU(B) Y";

8
up)=T exp{—f dr'Hl(T’)}. (3.9)
0
The superscript Lp denotes the inclusion only of top-
ologically distinct diagrams which are continuous with
the “external” operators in A4, through any one of the
following interaction vertices (see Fig. 2). Equation
(3.9) also introduces a crucial property of the drone
D field. The transformed interaction Hamiltonian
Eq. (3.8) without the D operators would involve only
triple products of fermion operators, but the usual

a ) W (1]

F1c. 2. The simplest interaction
vertices for the conduction electrons
scattering off the localized spin im-
purity. The solid lines represent
Wannier electron propagators and
(a)-(d) correspond to the order of the
terms in Eq. (3.8) of the text.

b ) ) (O]

9]

T

d)
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substitution of the Wick-ordering operator in the de-
velopment operator for the Dyson-ordering operator
is only valid for even-order products of fermionlike
operators. So although we are only dealing with single
localized spins, the presence of the drones is of strict
mathematical importance.

4. LOW-ORDER CORRECTIONS IN AN EXTERNAL
FIELD

The evaluation of the two lowest-order corrections
(in powers of J) to the self-energy parts of the pre-
viously defined propagators is exhibited in this section.
We define an effective potential V@ (7) for nth-order
scattering of electrons of spin orientation A off the
impurity by the criterion that this part of the graph
is irreducible with respect to any one electron line. It
should be noted that this differs from Doniach’s effec-
tive potential where the contributions diagonal in the
combined spin of the impurity and of an electron are
chosen. This is convenient in the case when no external
field is present, as it leaves the Hamiltonian rotationally
invariant. However, in a later paper® this led to diffi-
culties which will be specified in Sec. 6.

Thus, in Fig. 3, the effective potential will be de-
fined by writing the contribution from the diagram
in the form

B8
/ / dridraG\ (1—11) V(11— 72) GO (12—77) .
0

Thus the perturbation terms represented by Figs. 3(a)
and 3(b) give the total first-order contribution

Va@(7) =N6(7) {{ctc)o—3} =N8(7) (S*). (4.1)
Its (odd-periodic) Fourier series transform is therefore
V0 (7) =)\]<Sz>o. (4.2)

This is the expected first-order field splitting of the
two spin bands which vanishes as the field decreases to
zero.

When we consider the second-order effects Fig. 3(c)
and 3(d), we can immediately appreciate the dynamics
of the situation as the graphs show explicitly which
terms in the Hamiltonian are contributing in each
case. For example, in Fig. 3(c), we can see that the
electron is scattering longitudinally and coherently

G) ), )

F1c. 3. The lowest-order cor-

rections to the one-electron Wan- b) —_— g

nier propagators. (a) and (b) are

first-order corrections O(J), while

(c) and (d) are second-order

corrections O(J?). c) 4—@—%—'&&
d) “) (4)
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off the impurity, in contrast to the second-order re-
ducible graph, when the scattering is incoherent, i.e.,
the two spin averages are quite independent (see later).
The contribution of this coherent graph is

VA@ (1) = —J2G\°(7) CO(1) CO(—7) = =T2fHf~GO(7).
(4.3)

Similarly, Fig. 3(d) corresponds to transverse coherent
scattering, with the excitation of a spin-flip (or spin-
wave, in a lattice) in the intermediate state. Its con-
tribution is

VaCO (7) =2G_0 () FO(A7). (4.4)
The transform of both contributions becomes
J? o fA A
7,0 @) =L Z{ff H Yo j‘f o }. (4.5)
N3 Epn—17

This form exhibits the symmetry due to the choice
g.= g although the above formalism allows for different
g values. Using the constant density-of-states model
for the electrons, we can write down the analytic con-
tinuation of this expression just above and below the
real w axis (i.e., W=w1is).

D
VO (waeis) =pJ? / iE
-D

{ [ HE—Na0) N (E—$an)}
E+%)\wo—w:}:’[s ’
This is still an exact expression for the second-order

effective one-electron potential. The absorptive part
is given by

X

(4.6)

ImV\® (wzis) =FmpJ?
XS wo—w) 2 M wo—hw) |, (4.7)

where the usual limiting procedure has been used, that
is,

lim (a7Fis) 1=@x 1imd (x).

§>0+
Now on the energy shell at the Fermi surface (w=0)
we have

ImV,® (0is) =£mpl23f*f~
===3mp* {{(59))o— (§7)¢*} (4.8)

or in the limit of zero magnetic field (denoted by a
zero subscript, instead of \)

Im V@ (w=kis) = == 3mpJ2. (4.9)

This is essentially Abrikosov’s’ lowest-order result,
for S(S+1)=% for S=%, and exhibits the expected
rotational invariance as both the transverse and longi-
tudinal terms contribute the same factor in the propor-
tion 2 to 1. The shift in the one-electron energy is
given by the real part of Eq. (4.6). It is evaluated
in two limits; the first is the high-temperature region
ET>wy or w; then each of the three terms in the in-
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tegral can be evaluated separately to give
D—w—l—%)\wo

R V @) = +f—
Tr0w) =p {f17-In | P T

where Iny>0.58 is Euler’s constant. Thus, in a finite
external field, neglecting terms of O(wo/D), we have
for w~0

ReV®(0) =20J2(S*Y In(xkT/2vD).
Again in the zero-field limit, we have (exactly)
ReVo® (@) =S(S+1)p/2 In | (D—w)/(D+w) | (4.12)
This could have been anticipated from Eq. (4.5) for
Vo®@ (w=kis) =S(S+1) p2G\ (wkis).  (4.13)

If we are in the high-temperature regime, that is, far
above the Kondo temperature 7%, we can use the low-
concentration expression for the electron self-energy
M\ (w) [anticipating the results of the next section,
ie., Eq. (5.37)]

G @ (@) = {En—c V2@ (w) —w}™L (4.14)

The value of this expression above the cut on the real
« axis defines the new single-particle energy E,, and
the damping coefficient y by

(4.11)

Ep®—iy® =en—cVa@ (0+is),  (415)
so that
Ep)\(z) = ﬁp+%>‘
X {wo—c2J (S2)[1+2pJ In(wkT/2yD)]} (4.16)
and
YD =c3mp]*{ {(5?)*)o— (%)} (4.17)

It can be seen immediately that the first- and second-
order shifts are direct field shifts and vanish as the
external field vanishes. As we shall see, the InT term
occurs in all higher orders and the present result in-
dicates that its introduction is a “polarization” effect
as will be confirmed in the next section. The coefficient
¥® is just the electronic relaxation time in the first
Born approximation given by Abrikosov? for $*=0.
The present result demonstrates that it originates from

H. J. SPENCER
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’ D——w—l—%)\wo
D+w—)\wo

]

2v8D D4-w—1wp
Y
f [ln( T )—Hn ' D+w—Awy

. o

fluctuations in the magnetization of the magnetic
scatterers—it is the dominant damping mechanism
at high temperatures. The energy shift gives a contri-
bution to the electronic relative magnetization, de-

fined by
£=3 2" Manlan), (4.18)
)
so that
¢=—3o{wo—c2J (S*)[14+20J In(«xkT/2yD)]}. (4.19)

In a similar manner, we can calculate the first- and
second-order corrections to C(r) and D(r), whose
self-energy parts are denoted by Z(7) and A(7), re-
spectively. We will first evaluate 2 which is sufficient
to give the corrections to the static susceptibility. The
first-order result corresponding to Fig. 4(a) merely
reflects the polarization of the impurity spins by the
induced electronic magnetization:

Z0(w) =2T0=—pJ . (4.20)

As expected there are no self-consistent solutions (e.g.,
molecular-field type) for Z® and V® when $2=0.
This is contrary to the case where the impurities inter-
act, when the Curie temperature is finite.

When we evaluate 2 to O(J?), the first-order cor-
rections on the first-order internal electron ‘“loop”
must also be included [see Fig. 4(b) (i and ii)] since
these give a large contribution. This cancels exactly with
parts of the other second-order graphs, involving the
excitation of an electron-hole pair [see Fig. 4(b) (iii
and iv) ].

So we have

200(r) = —PC(r) T GAIG(—7),

e (1) =—12D(7)Gyo(v) G 2 (—7). (4.21)

Thus the analytic continuation of the transforms of
these two expressions is

= () =(‘]7_v>2 > { for o i Hfor o i 2L onfon™H S font) )

pp/

(4.22)

€& —€pwo—w

Again using the constant density-of-states curve, the imaginary part of this function above or below the real w

axis is

ImZ® (wa1s) =7 (pJ])? {w coth(36w)

2(wo—w) [1+eXp(-—ﬁw) ]}

exp[B(wr—w) ]—1 | 14-exp(—Bwo) (4.23)
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If this exact expression is evaluated in the high-tem-
perature region 27>>wp in the limit w—wo then

ImZ® (wykis) = 4w (pJ)2%T. (4.24)
Similarly when 27>>w, or w, then
ReZ® () =4(pJ)*{ (0—3wo) [1+1n(2¥8D/) ]
4+ (wo—w—2D{(S?)) In2}. (4.25)

If all the other contributions are included up to O(J?),
the result is

DD (w-1s) = —pJwo+4(pJ)?

X {(@—21wo)[1+In(2y8D/7) ]+ (wo—w) In241wkT}.
(4.26)

So on the energy shell of the C excitation, i.e., w=wy,
S04 (gg=is) =2J ¥ 1420] In(xkT/2vD)}

Hidw(pJ)2kT. (4.27)

The other limiting case which can be evaluated from
Eq. (4.22) is the very high-field limit wy, «>>&T"; then

S (gatis) =275 142p7 In | wo/D |} Zim (o) .
(4.28)

If we are interested in the high-temperature static sus-
ceptibility of the total system x? we will only be
interested in Eq. (4.27).

So Dyson’s equation for the C propagator with Z(w)
evaluated on the energy shell gives

C(w=is) = {wo—Z (wok1s) —w} = {w,Fil —w},

(4.29)
where

wr=wo{ 14pJ[1+2pJ In(7kT/2vD) ]}
and
T=4r(pJ)%T. (4.30)

The magnetization can be directly evaluated in this
approximation, since T' (the Korringa width) is much
smaller than £7. In the usual manner the correlation
function {c*c) is obtained by replacing the sum over
v by an integral over w on the Fermi-Dirac contour
Cy, which encircles the whole of the imaginary w axis,
except the origin, in a counterclockwise direction. This
contour is then deformed to encircle the damped pole
off the real w axis:

(ete)=(2xi) f do f~(w)C ()
Ccs

r

[(=mEse R

St

s-¢ SCATTERING IN DILUTE

MAGNETIC ALLOYS

(a) g 2

(i) (ii)

Fic. 4. The lowest-order corrections to O(J?%) for the spin
resonance frequency shift. (a)and (b) correspond to all simple
corrections to the individual CD lines, while (c) represents their
simplest interaction.

This is now approximated by taking

etoy=fon) = [ dor—

—_—. (4.32
(Gorarty
The use of Eq. (2.1) leads directly to the relative mag-
netization of the impurity spin:

(S?)=—1 tanh(3Bw,) . (4.33)

This can be expanded in the high-temperature approxi-
mation to give

(S5 (S*)o{ 1407 +2(pJ) [ In(xkT/2yD) —17}.
(4.34)

Apart from the factor of 1 in the O(J?) term, this has
the same structure as the electronic magnetization,
that is, using Eq. (4.20),

g — 2T 14207 In(xkT/2yD)}.  (4.35)

This means that the total static susceptibility for a
concentration ¢ of impurities has the form

x*=x01°(0) +¢x:*(0) {14-2pJ[142p7 In(wkT/2vD) ]},
(4.36)

where the free static susceptibilities of the electrons
Xe1?(0) and of one impurity spin x,*(0) are used.

This result exactly agrees with that found by Fullen-
baum and Falk™ (for g=2) who used a decoupling
scheme similar to Nagaoka’s® in a finite field, and the
total static susceptibility was found from the change
in the free energy to O(J?). It also agrees with the
second-order result of Yosida and Okiji¥® (they included
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no first-order contribution). However, Nagaoka’s cal-
culation differs from the present result by a factor of
2 in the O(J?) term, as does that of Scalapino® using
the Anderson model evaluated to second order in
J ettectivey. The discrepancy is not understood but it
should be emphasized that in this part of the calcula-
tion no diagrams have been omitted to O(J?) in any
of the self-energy terms, V or Z. The D field self-energy
A(w) Fig. 4(b)(v) is only needed for the evaluation
of the spin-flip propagator and hence the dynamic g
shift, or the localized transverse susceptibility x7(w).
The latter is the analytic continuation above the real
w axis of the transform of F(7), which is equal to the
real Fourier transform of the retarded function

Xee(1) =10() (LS(), ST(0)14).  (4.37)

The contributions of Fig. 4(c) do not give a loga-
rithmic temperature shift and cancel exactly in the
static limit?” (minus factor, due to interchange of the
fermion like D line) and so in the limit fw<1 are
neglected.

This just leaves the self-energy effects on the indi-
vidual C and D propagators, which then become a
convolution to give F(r)

F(a)==(1/8) 2_ D(»)C(a—7), (4.38)
or
Flw) = o jé iz f~(2)
71‘i cy
X {[24+2A(2) Two—wtz— 2 (0—2) J}L  (4.39)

This is deformed around the discontinuities of D
and C at Imz=0 and Imz=1Imw, respectively.
Writing z=2-+122; A(z+1s) =A1(21) +iA2(21), etc.,

F(w) = —27 /_ o f(2)

3 2A5(z)
X {[‘00““’—*'21_.2] 1 (214-2A1) %+ (24,)*
Latiey+24 17 (w0—w1ta—2)2+(2)?)

(4.40)

We have written out Eq. (4.40) to show the nature
of the approximation to follow, which can only be done
if the widths are small compared to 27°; however we
cannot be sure of this in higher orders, as we believe
that the imaginary parts of the self-energies diverge
in the anomalous temperature region (see later). But
in simple second-order calculations there is no problem;
thus taking into account the form of Z;(w) and noting

21 D. J. Scalapino, Phys. Rev. Letters 16, 937 (1966).
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that
A®(w=is) =2(o])2{w[In(v8D/7) +1]xiwkT},
(4.41)

we see that the first square bracket in Eq. (4.40) is
strongly peaked around 2 =0 while the second peaks
at z1=w,. After ensuring a unique analytic contin-
uation,”? we get

F(w) =2f*(w,) {or—0—2A(0—w,) }

—{w—w—2(w)}, (4.42)
but to O(J?), near w,, A(w—w,~+is) =%iT, so the final
result, in this approximation, is

F(wais) =[tanh($Bw,) ]/ {w,—wFil'}. (4.43)

There is an internal check on the correctness of Eq.
(4.43) through using the sum rule for S=%:

(8§7)=%—(S—S*). (4.44)

Thus

(5= (2ri)t [~ dof1—exp(—puw) }~ discF (w)

~1—f(w,) = —% tanh (%Bw,)

[cf. Eq. (4.33)].

The above results can be neatly summarized by
stating the the impurity transverse susceptibility has
the Lorentzian form

(4.45)

wr—w-+iT
x" (w) =tanh (38w, {m}, (4.46)
which is illustrated in Fig. 5.
A
-ar-
)
- X7
@
Wa -

F1G. 5. The real and imaginary parts of the transverse suscepti-
bility evaluated to O(J?).

22 G, Baym and N. D. Mermin, J. Math. Phys. 2, 232 (1961).
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5. HIGHER-ORDER EFFECTS

In this section complete subseries of higher-order
graphs are summed, which result in expressions evalu-
ated O(J?) in the (divergent) denominators. This is
accomplished by calculating the self-energy parts to
0(J?) of more complex propagators. This extends the
work of previous authors whose results were evaluated
to O(J) in the denominator and the divergences at
the Kondo temperature T now enter into certain cor-
relation functions rather than the resistivity, which
reaches the unitarity limit of maximum (finite) scatter-
ing at T%. Although various explicit formulas for the
self-energies are obtained for finite magnetic fields
they are, in fact, evaluated in the zero-field limit, where
rotational symmetry introduces several simplifying
features. This leads to equations which define a certain
critical temperature (7} for the case of antiferromag-
netic coupling, J<0) and to a new ferromagnetic
resonance (J>0) which occurs at a much lower tem-
perature and so is merely of academic interest.

The first In7" term in the electronic effective potential
only appears in second order [O(J?)] for finite fields
but in zero external field a nonvanishing In7" appears
in third order, and is the first internal correction to the
second-order skeleton graphs (which themselves were
seen to exhibit no abnormalities when $?=0). This
suggests that all higher-order internal corrections to
the simple skeleton graphs will be divergent. Thus
propagators are constructed from these skeletons and
their own self-energy parts are constructed to O(J?).
In fact, a further series of graphs is also included arising
from third-order skeleton graphs, which have the same
structure as before; this maintains the correct co-
efficient to O(J?) in the numerator. By considering
those irreducible graphs which occur within an initial
and final interaction there will always be a factor of
J? contributed to the numerator. In practice, this means
we look for repeated scatterings of any two internal
lines within the second-order skeleton graphs, while

VN

b) 2
~‘-__’f

v v’

F16. 6. The skeleton propagators corresponding to the correlated
spin polarization of the conduction electrons around the impurity
a) Longitudinal part §2’(7). (b) Transverse part 8, (r). Note:
The A in a circle refers to the direction of the C propagator (relative
to the electron), for if A=1, it propagates from O to r and vice
versa for \=—1.
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1

F1c. 7. Simplest diagonal element of the scattering matrix
Iz (7).

the third line remains unaffected from the initial to
final vertex (see Figs. 10 and 11).

Physically, this ‘“bare” line effectively maintains
the local .spin (in the case of the electron self-energy)
in a definite orientation with respect to the external
electronic spin, i.e., the spin is “polarized” between
the initial and final interaction and effectively behaves
as if in a magnetic field like the finite-field second-order
result (even in the case when there is no external mag-
netic field, the quantization of the electronic spin di-
rection determines that of the local spin). This agrees
with Abrikosov’s” intuitive choice of cutting only one
electron line and two spin lines at any internal point
and with Silverstein and Duke.?

In all cases we will need the following propagators,
illustrated in Fig. 6 [similar to the §(w) of Nagaoka®
etc.], defined by

8¥0% (T) =G0 (7') Co ()\’7‘) ,

Sto)\(T) =G_)\0(T)D0(XT) . (51)
The Fourier series transforms (Bose-like as a pair of
fermions) are
A Mf A f—Nf  —
St (3) = 3 { /Mo ,f f;ix } :
N p Ep)\+)\ Wy — 1

N ot —fo7}

810 a)=— —_—, .
N = (5.2)
We will define a longitudinal scattering matrix by

S5 =8 (1)

B
+‘/:/0 dTldeszo '(T""Tl)sz '(71_72)82)\7\’(72) (53)

or
8%+ (&)
1—8%0 (&) HEWN (5{) ’

-On evaluation of the graph in Fig. 7 and using Egs.
(5.3) and (5.4), we have 35,(7) =NJ8(7), so

S5 (@) =82 (a) /[[1-Ns*a(a)]. (5.5)

For the off-diagonal longitudinal matrix elements, we
need both graphs illustrated in Fig. 8, to be accurate

S (@) =

(5.4)

% 8. D. Silverstein and C. B. Duke, Phys. Rev. 161, 456 (1967) ;
161, 470 (1967).
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- —2 —l2 < So,
N (p) = —(J*/B) Z}J C'(N(a—7))
X {82 (&) =38 (@) }. (5.11)
+

L, (N t2) .
NPy S, Ay
F1c. 8. The two lowest-order off-diagonal elements of 3%,\(7).

to O(J?) : 35(7) =No(7) =T (7), so

8%\ (&)
1—N8my, (&) {1-M8" (7))

$5.(@) = (5.6)

The result for 84 (7) can be simply obtained by examin-
ing Fig. 9 and realizing that the complete series can
be obtained by replacing 8% (&) in the second term
by the complete 8%,(&); remarkably this results in
a form very similar to Eq. (5.6). The equation cor-
responding to Fig. 9 is

st (@) =8\ (a) —J%8" (&) 8%, x(a) 8" ().
Thus

$0,(3) {1—\I5% (3)}
1—-N8my, (&) {1—MT8% (3) ]

$h(a) = (5.7)

We will first use these propagators and their trans-
forms in evaluating the effective potential for the elec-
trons in a systematic way to O(J2).

We can renormalize the longitudinal scattering po-
tential, Fig. 3(c), by splitting Eq. (4.3) into two equal
contributions then renormalizing appropriate pairs of
free propagators, thus

TA@D (1) = —52{CO(7) 8% (1) +CO(—7) 8% (7) }

=3{V2E) () +- V200 (1) ). (5.8)
Then upon effecting a Fourier series transform,
VAR (5) = — (J%/28) 2 {C°(7—a) 8 ()
+C(a—7)8*y (&)}. (5.9)

Now each of these parts can scatter independently
and repeatedly (i.e., 89—8?), but this would involve
overcounting the first term twice (see Fig. 10). If we
now define the renormalized terms corresponding to
the correct summation (note absence of brackets
around superscript), we have

V3 (3) =2 (3) + V2% (5) — V2@ (5).  (5.10)

Similarly, for the transverse part [Fig. 3(d)], Eq. (4.4)
becomes

VA% (1) =1 D) 8700 (1) +CU ) 5 (7) ],
(5.12)

which on transforming and renormalizing like Eq.
(5.9) becomes

V#(9) = (J2/8) 2. {D*(\(—a) )[8*a(a)

=38 (@) JHC°(\(—a))
X[8h(a) =38\ (@) J}.  (5.13)

Before proceeding, we must note that this procedure
is not quite complete, as we are missing a whole sub-
series of graphs which have the same structure as those
already considered. These are the two third-order skele-
ton graphs Fig. 11 which are needed when $*=0 to
preserve rotational symmetry. They give a contribution

Va8 (1) =NPC°(A\7) { RO () +R\(7) }, (5.14)
where
B
R\ (7) =/ dri8\(7—71) 8% \(71) ;
0
_ 8
B (7) =/ dri82% A (r—71) 8\ (1) (5.15)
0
or
R(@) =R(a) =8\ (2)$™(&).  (5.16)
So,

VA®(7) =20 (J%/8) 3 C°\(7—a) )RV (@).
(5.17)

This is simply renormalized by only converting $%0, _—

) .
¥ S~o - ¢
+
¢ et —) N »
S L4 Ss -

F1c. 9. The diagrammatic equation corresponding to Eq. (60)
of the text.
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Fic. 10. Renormalization of the
(skeleton) second-order effective po-
tential, illustrating the procedure to
avoid overcounting the first term
twice.

r'-—__"'l

8%, in R(&) [renormalizing 8\ (&) also would lead
to some overcounting
0 — ¢ 20,
V3t (p) = 2)\__ Z C°'(\(v—a))s °>‘(a)8 (@) )
B8 IR WELN ,_)\(a) { 1-MNJ8% (&) }

(5.18)

We can now define the complete second-order effec-
tive potential, or “polarization potential” V)P as the
sum

NE=T2+T24-TH3 (5.19)

The above expressions are somewhat inelegant, so we
shall evaluate them in the zero-external-field limit
(where many other graphs due only to field splitting
also vanish). Thus we have lim, oC°(Ar) =1D°(\7)
with D°(A\s) =AD (%), so we can define the zero-field cor-
relation propagator §(&) by

Ust =t}

N
N8(@) =8t (&) = zszmrﬁz P (5.20)
In this limit Egs. (5.7-5.9) become
L o (@
EOK
S5 2(3) = (a) )
TR @) {18 @)
s (@) A(&) {14378 (&) } (521)

{1-we@} {1+/8(@)}

This exhibits the unexpected property of factorizable
denominators, as we shall see this leads to ferromag-
netic-resonance behavior as well as the usual antiferro-
magnetic. In fact, if we had only worked to O(J) in
the denominator we would only achieve the antiferro-
magnetic result but with a facior § instead of unity: this
factor is important because the Kondo temperature
T depends exponentially upon it (see Sec. 6).

Before evaluating V?(5) we will look a little more
carefully at 8°(a&) as this function frequently occurs in
the present work (and in superconductivity). We can
see that the effect of the spin operators in the inter-
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action Hamiltonian (represented here by fermionlike C
and D operators) has converted a bare fermionlike
electron line to a Bose-like propagator. This introduces
a temperature-dependent factor which changes sign
as the momentum passes through the Fermi surface.
So from Eq. (5.20) with the constant density of states,
the analytically continued form is

8 (wkis) =4 (w) £irB(w), (5.22)
where
D
A(w) =0 j dE [tanh(36E) 1/ (E—w)
-D
and
B(w) =tanh($Bw), if |w|<D
=0, otherwise. (5.23)

We will also need to use the function Q(&) defined by

0(a) = 1—-378(a)[1—Js(a) ]
TS @  {147@) )

or in its analytically continued form to O(J) in the
numerator

Q(wkis) =

(5.24)

1FimpJ B(w)
| {1—-378(w) H1+T8(w)} 2

We are now in a position to finally evaluate VZ(3) by

(5.25)

(a)

[is) - (2 PR o)
)

(b)

Fic. 11, The two third-order skeleton graphs which must be
included to preserve spherical symmetry to O(J?).
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using equations (5.11-5.25):
Vi (7) =1(7*/8) 2. D'r—2)8(@)0(@), (5.26)

» 32 :
Vil (o) = 3N 2 tanh(46%,)
P

5 1 7{ dz Q(2)

2mi oy (1—¢%) (w—2) (f—2)
The latter form defines the complex integral 7,(w) in
terms of the Bose-contour Cj, which encircles the whole
of the imaginary z axis; we have used the analytic
continuations w=17 and i@=z=z-12. To evaluate
I,(w) we see that for | w |<D discontinuities occur in
the complex z plane at 2,=0 and z;=w,. However, the
discontinuity along the real axis takes in the pole at
z=§, as well as the discontinuity from Q(2), i.e.,

o 8]

(5.27)

- 218 (5, — 1) ©Q (1) .
(5.28)

th—a)

SPENCER

—{[coth(38%) 1/ (& —w) +ix[ coth(38w) (& —w) —pJ / (& —w) ]}
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This procedure is necessary to pick up the simple
second-order result when Q(z;) =1. Thus deforming
Cy around the two mentioned discontinuities we obtain,
just above the real w axis,

I (wis) = —F discQ(w) coth(3Bw) {&p—w}™?
—i3m8(¢—w) Q(w) coth(36w)
30(&) }

— e Bkp

ol {06

. 1 /°° dz diSCQ(Zl)
2w ) (1—677) (=) (0—21)

(5.29)

We have used the convention that when the phase is
not specified the principal part (®) is understood. Be-
cause of the approximations made and the explicit de-
pendence of J in Eq. (5.27), we shall evaluate Eq.
(5.29) only to O(1) in the numerator of the real part,
and to O(J) in the numerator of the imaginary part:

Iy (w+1is)~

Thus by Eq. (5.27) we obtain, in the limit w<<k7,
VoF (w=is)
_3iIn | (D—0)/(D+e) [in[1—p7A() T}
| {1—2p7 A4 ()} {1+pJA(w)} P

(5.31)

This is the central result of this section, so if we now
only consider excitations near the Fermi surface, i.e.,
w—0 we can use the analytical result [see Eq. (4.10)]

40)= D ds[tanh (36x) /=2 In(¢6D)

(5.32)

Thus at the Fermi surface w=0, Eq. (5.31) becomes
+13p/2{1—2pJ In(s8D) }

| {1—pJ In(¢8D) } {1+2pJ In(s8D) } P

(5.33)

We can immediately see that this diverges under two
conditions

¢=2y/m~1.13.

VoP(O:lz’iS) =

14+2oJ In(¢D/kT.) =0,
1—pJ In(¢D/RT.,) =O0.
Using Nagaoka’s values for the parameters
[D~(5X109°K, p|J|=0.05],

(5.34a)
(5.34b)

2| (1= 18w} (1+75w) ] P (550
Eqgs. (5.34) become
kT.—=¢D exp(1/2pJ) =¢D exp{10e(J) }, (5.35a)
ET..=¢D exp(—1/pJ) =¢D exp{ —20e(J)}.  (5.35b)

These only have low-temperature solutions (k7,<D),
if in Eq. (5.35a) J is negative giving T..~3°K and
if J is positive in Eq. (5.35b) giving T.,~2X10~* °K.
Thus 7. is the usual antiferromagnetic “transition
point” found by Nagaoka,® which we will always de-
note by T%, while T,y is a new ferromagnetic charac-
teristic temperature. However, this latter is only of

academic interest'for

Toy/Tw=kT:/¢D. (5.36)

Before proceeding further we will introduce a com-
ment regarding the stability of this solution, i.e., the
sign of the imaginary part of V?(w-is) which in our
notation should take the sign of s. This is true for the
antiferromagnetic case in the temperature range from
zero to the unphysically high value of

¢Dexp(1/2p|J ).

However, an instability occurs below T for the ferro-
magnetic case, before its own T, is reached, but the
significance of this result is unknown. It seems pos-
sible that higher-order terms would counteract this
change in sign.
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Although the effective potential V diverges at T,
this is not the quantity of direct physical significance.
The single-particle lifetimes 7 are determined by the
imaginary part of the electron self-energy Mp\(w).
This is given by Edwards’s® method of taking an en-
semble average over all impurity sites in the low con-
centration limit (¢c—0) and this “renormalization”
method must be used when V divergess:

G (0) = {Em—w—cMp(w) I (5.37)
where
Mp)‘(w) = V)\(w) /[l—V)\(w)Gx"(w)]. (538)
The quasiparticle lifetime is given by
1/Tp)\=ImCMp)\ (Ep)\—*-is) . (539)

From Egs. (4.9)—(4.13) we know that the real part of
G\(w) vanishes at the Fermi surface as does the real
part of V?(w) in the above approximation, so on using
the form of V?(0-+is) valid in the temperature range
1 ST/ T Se€v for J<0 we obtain 7 from Eq. (5.33) and
Egs. (5.38) and (5.39). The restriction (7> T}) antici-
pates the anomalous results of the remainder of this
section:

i t=c(/p) {x*+6 | In(T/T) 4. (5.40)

Equation (5.38) must be used in the temperature range
1<T/Tr <4 even for small concentrations, as c¢V?
is diverging as T approaches T} from above, but out-
side this range ¢V?(w) may be used to sufficient ac-
curacy.

Then using the following equation for the resistivity
(at temperature T) prs(7"), we achieve the final result,
above the Kondo temperature:

2¢’ 2 9 —N.Eei
(D)= =5 [ deomat? S Sy e (541
So
pr(T) =c(2mn/6) (w6 | In(T/T2) P, (5.42)

where z is the number of conduction electrons (mass #z)
per atom. A similar analysis for the C self-energy 2
involving pairwise renormalization of the correspond-
ing second-order skeleton graphs leads to the analogous
result (for H#=0):

5°(9) =§ 3 (G (a+7) — G (a—7) } (@) ().

(5.43)
Using the same approximations which were used in

evaluating V [see Eq. (5.26)] we find the damping
term to be

+4m(pJ)2%kT{1—pJA(w)}
| {1—3pJA ()} {14pTA(w)} *
(5.44)

ImZP (wiis) =
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Fic. 12. The one-electron damping at the Fermi surface (or
equivalently, the spin-impurity resistivity in arbitrary units)
plotted against the reduced temperature 7'/7 for antiferromag-
netic coupling (J<0). No. 1 is our present result [Eq. (5.40)],
No. 2 is the modified result of Nagaoka (or Abrikosov), and No. 3
is that of Doniach for S;=1. Only valid for 7> T%.

So, using Egs. (4.30) and (5.33), on the C excitation
energy shell, in zero external field, we have,

+T{1—2pJ In(¢8D) }
| {1—pJ In(§8D) } {1427 In(¢8D) } |
(5.45)

In this case damping of the C propagator becomes
infinite at the two critical temperatures, again in-
dicating anomalous behavior. Unfortunately we cannot
evaluate the real part of the C-field self-energy for
general w, but it is identically zero on the energy shell
(w=0) as can be seen from Eq. (5.43). This means
that (S?)=0 for all temperatures, when $*=0.

However, the divergences in the § functions [Eq.
(5.21)] which enter into the evaluation of the above
self-energies do have interesting physical consequences.
We can see this by examining the exact propagators
8%,-a(7) in their Wick-ordered form:

824 y(r) = (Twla; (1) ' (1) 7(0)¢c(0) })
and
8741 (1) =(Twle () c(r)c"(0)e, 7(0)}).  (5.46)
If we now take the limit of 70~ in each case, we have
871 1(07) = —{ay Tayect),
SZH(O—) = (aﬂa ;CTC>. (547)

In order to interpret these expressions we note that the
z component of the electronic spin density at the im-
purity site, written as o is defined by

o= Z )\a)ﬁa)\.
A

ImZP(0is) =

(5.48)

Now the correlation of this electronic spin density with
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the impurity magnetization at the origin is given by

(¢2S7)= }; Mo TonS2). (5.49)

If this sum is written out then we can use the drone-
fermion representation for S* in either of its two equiv-
alent forms, namely

z=cte—1 or S*=%—cct. (5.50)
So we have
(0287) =142 N85, (07). (5.51)
x
Thus, for the noninteracting system,
{5257 )o=2¢(S), (5.52)

and this vanishes at all temperatures when $°=0.
However, a peculiar transformation occurs when all
the “polarization” diagrams of the type summed in
Eq. (5.3) are considered. For in zero external field
we have

lim (§*—0) (¢25%)
1 > exp(—ia0) 8 (a)
B (1-@ H1+I8@)}

If this is converted to a Bose-type contour in the com-
plex z plane, we have

(o2S%)—1

=1 (5.53)

o1 dz e=8°(z)
=lim —

ot 21l fcb (1=¢) {1—3J8(2) H{14J8'(a) }
(5.54)

Apart from the Bose factor, the denominator of the
integrand has no zeros above T%, so deforming the con-
tour will only pick up the poles from 8°(z) which we
have seen [Eq. (5.42)] gives a vanishing result. How-
ever, at T}, the expression 14-J8°(z) has its first zero
at =0, indicating the occurrence of anomalous corre-
lations. As the temperature is further lowered, two solu-
tions occur giving rise to two conjugate poles on the
imaginary z axis. This is very similar to the behavior
of the exact solution to the Nagaoka decoupled equa-
tions found by Bloomfield and Hamann?* Further
discussion of the low-temperature properties of this
formalism will not be pursued here, but it might be
noted that this anomalous behavior has points in
common with the breakdown of the T-matrix approxi-
mation in superconductivity for an attractive é-function
potential.®

6. DISCUSSION

In this section the results of several authors who have
previously investigated this Hamiltonian are com-

2 P, Bloomfield and D. R. Hamann (to be published).
% I, P. Kadanoff and G. Baym, Quantum Statistical Mechanics
(W. A. Benjamin, Inc., New York, 1962), p. 187.

SPENCER

171

pared and contrasted. We only deal with those treat-
ments which have attempted a series summation in
the electron self-energy part M. In fact, apart from
Doniach,? all these authors calculate M directly, with-
out the aid of V, and so include a divergence at T for
1/7r; they then restrict their solutions to the high-
temperature region T>T) [see remarks after Eq.
(5.40)].

We shall first analyze Nagaoka’s®® results for his
high-temperature (perturbation) solution of his trun-
cation scheme for the equations of motion of the Green’s
functions. If we write Nagaoka’s equation for the
diagonal element of the electron’s Green’s function
using the same notation as in his first paper® (denoted
NI), apart from modifying his J (for the purposes of
comparison), then Eq. (2.17) of NI becomes

271G (w) =(—w%
JT (w)
X{l (“’_Ek)tl-l-z.]g(w)_|_]2F(w)r(w)]}- (6.1)

This is then inverted and expanded to O(J?) in the
numerator to give

Gua(w)1=2n {w—sk | FT () }

[14+27G(w) +J?F (@) (@) ]
(6.2)

This is the form in Eq. (3.2) of NI apart from the term

of O(J?) in the denominator; however, this must be

retained to remove the divergence at 7%. In the limit
w-1s, we obtain the damping coefficient:

1_= J (w)
~ Im{1+219<w>+ﬂF<w>r<w>} - (63)

Now in NI, the zeroth approximation of n,=f,~ and
mi=0 were used, in our present notation this becomes

26" (w+1s) =8 (w+1s)

and

$T(w+1s) = — F(w+15) =G (w1s)

=In | (D—w)/(D+w) |+imp. (6.4)
This results, near the Fermi surface, in
1__ cErpJ?
7 3(mpJ)?+1+42p] In(§8D)
=T _._8__1 (_{)}_1
GP{T+3P]JIH )| (6.5)

The initial expansion to O(J?) was necessary for a mean-
ingful result. Otherwise we would have

G (w+1s) =21 (w—&)%/ {w—&+A+i/m}, (6.6)
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where A is the shift. As we can see, this vanishes at
the Fermi surface (£&;=0, w=0).

In his second paper® (NII) Nagaoka starts with the
perturbational approximation #m,=p" and Gu(w)=
Gu®(w), and upon neglecting higher-order effects
[Eq. (4.2) of NII], he finds for mr [see Eq. (4.7)
of NII]

3o/ In(s8D)
14207 In(¢8D) (6.7)
This can now be used to find
ImT'(0+4is) =Im(1/N) ; (3 —m) / (bc—is)
=mp{2—mpr}. (6.8)

Finally, on neglecting the real part of I'(0), the seli-
consistent result is
1 cmpJ?

e {2(mp])+[1+20] In(¢6D) T}
=c(x/p) {w+%* | In(T/T2) P} (69)

On comparing this result?® with Eq. (5.33) and using
Eq. (5.38) we can see that this is in agreement for
J<0 if we had neglected terms of O(J), which appear
apparently to be unimportant near 7%. In fact they do
give a numerical contribution of order unity, as we can
see by comparing the above result with Eq. (5.40).
The difference has been lost somewhere in the de-
coupling scheme along with the ferromagnetic result.
These high-temperature results contrast markedly with
the self-consistent solution found at low temperatures
(below T%), which indicates a possible type of con-
densation. This latter result is found by the use of
equations analogous to those in superconductivity and
the self-consistent assumption that mr diverges at
absolute zero. However Fischer,” who follows Nagaoka
in his truncation formulation, adopts a different self-
consistent low-temperature assumption and finds that
mr~3 [see Eq. (6.7)] with the result that the resis-
tivity vanishes as In72(T) at absolute zero, in agree-
ment with Eq. (5.42) if this equation had been used
below Tk The presence of a low-temperature “bound
state” is being investigated in the present formalism.
Yosida?® has also found such a possible bound state at
0°K by applying perturbation theory to a singlet-
correlated ground-state wave function for the s-d model.

This results in an energy approximately 277 lower
than the corresponding uncorrelated ground state. The
present calculations do indicate the presence of anom-
alous behavior, in this case by correlations arising for

26 This result was derived by a different method in the last
section of Ref. 10, where its validity was also restricted to 7> T'.
This was based on low-order perturbation results in the calculation
of (S7) which appears to diverge at low temperatures.

27 K. Fischer, Phys. Rev. 158, 613 (1967).

%8 K. Yosida, Phys. Rev. 147, 223 (1966).
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T<Ty in the spin correlations at the impurity site
[Eq. (5.54)]. We mention in passing the work of
Takano and Ogawa® who use Gor’kov’s® decoupling
method in contrast to that of Zubarev® used by
Nagaoka. Unfortunately they use the coupled-fermion
representation for the spin-} operators® and are forced
to neglect unphysical states with unknown conse-
quences. However, they do find a ferromagnetic reso-
nance, although their parameters differ from all other
theories (see later), and they also find a sharp phase
transition at 7%, to a possible low-temperature “bound
state.” Doniach® has summed a series of self-energy
graphs using his zero-temperature spin-Wick theorem.
Although this method results in a resonance rather
than a divergence at T, two points must be mentioned.
Due to an ansatz extension to finite temperatures,
the resulting value of 7' is too small and because of
his method of averaging, the total spin components
(S=3%), Si=1 and S,=0 differ from each other, even
in zero magnetic field. This latter separation into S,
channels shows up in an instability in the effective
potential for S;=0 but not S;=1. The former having
the wrong sign throughout the whole temperature
range.

The first successful finite-temperature calculation
using a perturbational method and treating the spin
operators correctly was that of Abrikosov.” He summed
a series of “parquet” diagrams which in essence are
similar to most of our self-energy terms. His result
(in our notation) is

1/re=c(n/p)Fs{In(T/Ty) } 2. (6.10)

This could agree with Nagaoka’s second result if the
resonant part (#2) had been included.

Suhl and Wong* have also investigated this problem
using Chew-Low scattering theory; however, little con-
tact seemed to exist between their theory and previous
methods. But very recently Silverstein and Duke?
have shown an exact agreement between Suhl’s ap-
proach and that of Abrikosov by imposing the restric-
tion of on-shell energies in the scattering amplitude
which also removes any complex poles. They show that
the restriction to parquet graphs is valid to third order
in the iterative results to logarithmic accuracy—this
region is within our own approximation. Finally

2 F, Takano and T. Ogawa, Progr. Theoret. Phys. (K
343 (960, gawa, Prog ys. (Kyoto) 35,

¥ L. P. Gor’kev, Zh. Eksperim. i Teor. Fiz. 34, 735 (1958)
[English transl.: Soviet Phys.—JETP 7, 505 (1958) ].

#D. N. Zubarev, Usp. Fiz. Nauk 71, 711 (1960) [English
transl.: Soviet Phys.—Usp. 3, 320 (1960) ].

#This is identical with the Yolin-Abrikosov pseudofermion
technique for S=3%. The unphysical “vacuum’ state gives no
contribution (apart from overcounting) but this is not true for the
two-fermion state, which is compensated correctly in the tech-
niques of the above authors.

% Nagaoka (Ref. 6) has reported that Shiba has generalized this
method to finite temperatures.

3 H. Suhl and D. Wong, Physics 3, 27 (1967).
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TasLE I. Coefficient x, defining the Kondo resonance temperature.

x Source
2 Nagaoka (NII)
3 Takano, Ogawa?
2 Abrikosov

2 Silverstein, Duke
1 Doniach

2 Present work

2 Their ferromagnetic result is % whereas ours is 1 [see Eq. (5.35b) of
the text].

Bloomfield and Hamann have solved Nagaoka’s de-
coupled equations exactly, throughout the whole tem-
perature range, giving a smooth behavior of the physical
quantities considered, as the temperature is lowered.
As a final summary of the basic results of the above
theories we tabulate (in Table I) the parameter x
found in each theory which finds an antiferromagnetic
resonance condition given by equations like Eq. (5.35)
(always in our present notation and band structure) :

14xpJ In(¢D/kT) =0

. ETy=¢Dexp(—1/xp | T ]). (6.11)

It is the exponential dependence of T, on x which makes
its magnitude important. We also plot the damping
term 7! [or equivalently the spin-impurity resistivity
Eq. (5.42)] against the reduced temperature 7'/T, for
J<0. This is contrasted with the modified (high-tem-
perature extension) result of Nagaoka [Eq. (6.9)]
and one of Doniach’s results, that for total spin one.

As can be seen the ascent to the maximum is not very
steep (this was anticipated by Abrikosov) of width
about 27%. The behavior below T} is not exhibited in
the present theory due to the possible correlation be-
tween the spin systems below 7. It is possible that the
resistivity retains its maximum value all the way from
T to zero.

7. CONCLUSION

The discovery of a simple Wick theorem for spin-3
operators has enabled the powerful techniques of quan-
tum field theory to be used in the present problem which
is one of some dynamical complexity. The extension
of the Feynman diagram method to represent spin
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propagators has enabled us to systematically investi-
gate the magnetic properties of this model. In the
present paper we have calculated the self-energies of
the various propagators to O(J2) for the case of low
concentration of impurities. We have found that the
electronic energy levels are split by a J2 InT term giving
rise to such an expression in the electronic g factor. This
shift is a polarization effect of the localized impurity
spin and vanishes as the external field goes to zero. A
similar polarization term occurs in the static and dy-
namic properties of the impurity spin, and leads to
another In7" term in the second-order g shift and dy-
namic susceptibility of the impurity.

We approached the Kondo temperature T from the
high-temperature region by a resummation of a com-
plete subseries of self-energy diagrams selected on the
basis of the idea of mutual “polarization” of the two
spin systems, even in zero external field where the re-
sulting expressions were evaluated. As the calculation
was carried out to O(J?) in the resulting denominators,
two characteristic temperatures appeared. One was
the Kondo temperature for J<0, while the other one
occurred for J>0 and was much smaller than 7%. The
use of an effective potential indicated that the spin-
impurity resistivity reached its maximum (but still
finite) value at the characteristic temperature in a In?7T"
manner. The divergences in the present theory mani-
fested themselves in anomalous behavior in the correla-
tion function between the two spin systems at the im-
purity site. However the properties of this model were
not investigated here in the anomalous low-temper-
ature region.

The present problem (¢X1) is one of the rarer ex-
amples where molecular-field solutions cannot be found.
So the standard approximations used to handle spin
operators in such theories have to be superceded, as
in this paper. However, we have reported elsewhere on
applications of this new method to molecular-field type
problems like the Heisenberg ferromagnet and the
rare-earth model for metals.

ACKNOWLEDGMENTS

The author would like to acknowledge the award of
an S.R.C. studentship and to express his sincere grati-
tude for the help and assistance offered by Dr. S.
Doniach at all stages in this work.



