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A field-theoretical diagrammatic method is used to investigate the low-frequency ac impurity-pair
conductivity for doped semiconductors, originally treated semiclassically by Pollak and Geballe. The
result agrees with that of the above cited work. However, it is in disagreement with the recent work of

Aldea. Discussions on the latter work are given.

I. INTRODUCTION

The low-frequency impurity-hopping conductivity
of doped semiconductors at low temperatures was
first investigated by Pollak and Geballe!® (PG) in
samples of weakly compensated n-type silicon.

The physical picture in this case is as follows: The
introduction of a relatively small number of ac-
ceptors “robs” an equal number of donor atoms of
their electrons (which are all condensed on donor
sites at low temperatures); electron transfer can
then occur between occupied and unoccupied donor
sites. Owing to the electric fields arising from
the (negatively) charged acceptor sites and the
(equally numerous) ionized donor sites, local site
electronic energies are in general noncoincident;
a real energy-conserving charge transfer re-
quires the simultaneous emission or absorption of
one, or more, phonons.

In the original treatment by PG, attention was
focused on the situation (prevalent for low compen-
sation), wherein the principal contribution to the
ac conductivity is provided by “back-and-forth”
electron hopping between isolated donor pairs
(each pair situated in the vicinity of an acceptor
site). The two-site ac hopping conductivity was
recently treated by Aldea® by means of the standard
temperature-diagram technique; as will be shown
below, his result disagrees with that of PG. How-
ever, as will also be shown below, his analysis
is beset with serious errors. In what follows, we
present what we believe to be a correct tempera-
ture-diagrammatic calculation of the ac conductivi-
ty. The result is in complete agreement with that
of PG,

Following PG, we restrict our analysis to the
indirect process, which prevails when the external
frequency (w) is much smaller than the energy dif-
ference (A€) of the pair sites. At high frequency
(i.e., hw~ Ac), the direct (resonant) process be-
comes dominant, To find the bulk conductivity,

a complicated statistical averaging has to be per-
formed on the pair conductivity'®’; It is known*®
that the indirect process leads mainly to an w®®
or w' dependence of the bulk conductivity, where-

8

as the direct process predicts an w? dependence.
Some systems show deviations in temperature,
frequency dependence, and even the magnitude of
the bulk conductivity at low frequency from the
result predicted by the PG’s pair-hopping mech-
anism, Inthese cases multiple hopping should be
considered.'™® A comprehensive discussion of the
PG model as well as the frequency dependence of
the conductivity is given in Ref. 1(b).

The Hamiltonian of the above-described system
may be written as

H=Hy+H,+Hy,
Hy= Z €l(l°)a;an+ E Jnma;am’

n nm
H1= - Z) ué/zh'wa (eiq'r,, b&"“e-‘a.;" b"}) a;an’

n
1

Hyy= 25 Hwgbydg,

q

where a! (a,) creates (annihilates) an impurity
state at site ¥, with an energy €.” and J,,,, wg,

qu (b;) are, respectively, transfer integral, phonon
frequency corresponding to the wave vector g, and
phonon creation (annihilation) operator. Finally

uz is given, respectively, for acoustic and optical
modes:
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where N, M are number and mass of atoms and
g, Y are coupling constants. Only the acoustic
phonons will here be considered.

It is convenient to transform the above Hamilto-
nian to the so-called “small-polaron” representa-
tion. This is achieved by a canonical transforma-
tion (cf. e.g. Schnakenberg,® especially pp. 624-
625). The result is

B=Hy+H,+Hy,

}70: E (6'(10)—Ep)ar!an+2‘]nma;am;
n nm

jnm=Jnm <an>
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§1=2Jnma1am(3mn = (B (1)

where E, = Jzuzfiw; is the polaron binding energy
and

By,- exp{z ub/? [(e"H¥"in _ o~i¥F) pt _H.c. ]},

(2)
(B = exp{- 22 ugsin®[§ - (F,, - F,)/2]
q
xcoth(Bﬁwa/Z)} .
II. AC CONDUCTIVITY
The ac-conductivity tensor is given by
0yy(w) = = iwne? F ., (fiw +i0), (3)

where F, (fw +0) is the analytic continuation of
the correlation function,

B8
Fofw,)= % f F ) " du,
0

@
Fyy @)= (Tp,u)p,0)),

where w,=277i/iB (r=integer), and the operators
are in Heisenberg representation. The dipole mo-
ment operator is given by*

ﬁ=z} f,,a,',a,,.
n

In conformance with the remarks in the Introduc-
tion, we confine the treatment to the two-site
problem involving transitions between a single
pair (z,m). In addition, for low-frequency con-
duction (fiw < A€‘@'=€{? - ¢ (), one can neglect the
contribution from the direct (or resonant) process
(hw = A€'®’). Therefore we drop the resonant
term of Hyin (1) (i.e., the term proportional to
Jom)-

III. EVALUATION OF CORRELATION FUNCTION AND
~ CONDUCTIVITY TENSOR

For the evaluation of the correlation function
one has to use the canonical ensemble rather than
the grand-canonical ensemble characteristic of
)
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the standard temperature-diagram technique; in
addition, one must project out the contributions
from the unphysical states representing cases
where none or both of the sites (z,m) are occupied.’
This may be achieved by adding to the physical
Hamiltonian (1) Abrikosov’s® “projection” Hamilto-
nian H, = 7\2" ala,, multiplying the correlation func-
tion by a factor e® and then taking the limit A - o,
One thereby has for the correlation function of (4)

0,0 @&
Fw)=lim 22

BAr=

Tr* {e-a(ﬂoupTeuu?. ")P e-u(HoH ’p,,}
Z,‘Z,,

(5)

where Z, Zj are the canonical partition function

of the total system and the unperturbed partition
function for the phonon system, respectively. The
symbol Tr* means that one sums over both physi-
cal and unphysical states. Zf is the unperturbed
canonical electronic partition function including
the projection Hamiltonian (i. e., Z,‘ Tr*e-8Hor i),
It can be readily seen that lim,,. . ZJ=1.

The most important contribution to the correla-
tion function arises from a series of “ladder”
diagrams such as shown in Fig. 1.” The solid
(oroken) lines are full electron (multiphonon)
propagators and the wiggly lines are external field
lines.

At this point it is pertinent to state that, in the
treatment of Aldea, only the first term in Fig. 1
was retained. However, it is well known® that all
terms in the ladder series are equally important,
because, as will be seen explicitly in Appendix B,
each rung introduces a factor JZ2, (B,,,)%/fw or
2 (Bun)®/T; (j=m,n), whichever is smaller® due
to the overlapping resonances of the electron prop-
agators. In view of the remarks of footnote 9
this is of zeroth order in the interaction strength.
Therefore all of the terms in Fig. 1 should be
considered. Physically, as will be seen later in
Eq. (15), the series of ladders give rise to the
scattering-in term in the transport equation.

For the multiphonon propagators we will use
‘“pare” propagators given by the unperturbed ther-
modynamic average:

DD @)= (T(Bpp @) = { Bpn)) (Bum = { Bumo
= (B’ {exp [Z.: dugsin®[§ - (F,— T,)/2)[coth(Bhwy/ 2)coshiiwzu— sinhfiwgu) ]— 1} R (6)

which upon Fourier transformation and concomi-
tant use of the weak-coupling approximation!® re-
duces to

oYz

18 1
D, == | Du)e*tdu= = R
B o B 3 h’wq tw;

-
Yz =4ug ( Bpn) 8in%q - (B, — T,)/2, Q)

where w,=27il/B (I=integer) and subscripts are
dropped from the phonon propagators due to sym-
metry with respect to interchange of site indices.
The full electron propagators are given by
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FIG. 1. Ladder diagram contribution to the correlation
function.
EQ= e —E, 4. ®)
(Ta! () ay)= 1 E e*s The above thermodynamic average for the electron
BT t,-ED -G, ()’ propagator includes the effect of the unphysical
where states as well as the projection Hamiltonian.
The main contribution to the self-energy part
- (21 +1) ¢ (I = integer) G, (¢,) arises from the diagram shown in Fig. 2,
! B ’ and is given by

1/8
v (g €= 8)] (8 - Ep) = Gty )]

the I’ summation can be performed according to

}'_’)Z} cenfymee)= Z}

Gu(t)=J2, E Y: 2o

at [£E") +N (& Fwg)]
21” r-Ty ﬁwui (;; -¢ )

R G E booghe) @

I
where one defines Prw <1, BT, <1, 12)

£ )= 1 N(zx)= 1 In Appendix A we show, using the second condition

e+l ? e®* 1 ¢ of (12), that the derivative of the electron self-
energy part is very small except for some weak
divergences (inverse-square-root type) arising
from the Van Hove singularities inthe phonon den-
sity of states, i.e.,

The integration contour I' is shown in Fig. 3.
This can be deformed into I'y using the fact that
the residues at phonon poles vanish. The result
of the integration is given by

3 LOE) N g |5z 6 +i0)| <. (132)
- 7d fiwg (¢, - E})
o2 Z YgN(th’wq)
nm h‘wqt(tl )
| C=(21+1)1.l
=G, - B, (10) L

where the second equality is due to the fact that
Br—<. In(10), the renormalized energy E2, is given

————————
—— —— —a

by EX - EQ - M, (EX)=0, where the real part of the —E_“fExmyo
self-energy M (;) is defined by i
Ay
G, (E% 7 i0)=M ,(E)) 4T ,(EX)=M ,+iT, i T,
ih T
]
HU

(k=m,n). (11)

Because the self-energy is a slowly varying func-

tion ofoenergy at t=E [cf. Eq. (13)], one has

El E:n).) M (E(O)), FIG. 3. Contours I" and I'y for the evaluation of the
Experimentally one has electronic self-energy part.
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In particular,

2
3E'

A
I

G,(E} #i0)| <1, (13b)

J2, DO, - 80) A&y, &y +How,)

To evaluate the ladder series, it is convenient
to define the external-field vertex parts (A) ac-
cording to the diagrammatic relations shown in
Fig. 4, and given by

Arm(;l ’ gl"'h-(‘-’r)=yn + Z;

Apn(Ey, &, +h’w,,)=2

The I’ summation can be performed according to
(9). However, the integration contours T, T'yare
given in this case in Fig. 5. In Appendix B, Egs.
(14) are evaluated and the result analytically
continued to the real axis is given by the coupled
transport equations,

, 2T,
- zw<I>,.,,=y,, + 7"' (‘I’mn - q’nn)’

7 T80 =B = Gty [y +10, = E = G +Fi)] (142)
JEmD(O)(cl'_zl)Ann(cl'! gl"";'i‘-‘)t) (14b)
v (60 = ExY = Gol&,)[&4e +Hw = B = Go(&, +Hw,)]
I
where one defines
_ KA (B - 40, EX +Fiw +i0) _
un = unl o s it (k=m,n).

(16)

In the above derivation use has been made of (12)
and (13). It is seen in (15) that the ladder series
give rise to the scattering-in term. ™

(15) The correlation function is then given by the
diagrammatic relation shown in Fig. 6, which can

2r
. =%ln -
W= (Bnn = Boun)s be written as'?

anm£ 12 ;1 +h—<")f)
(¢, -Er(lg) -G, (tl)] (£ +hw, - Er(lg) -Gt +hw,))

L, - (&g, &+ 7w,)
(€, - ES - ()] (€, + 0, - EQ =G5, v 70 © 17

VAT -
F 0w, =lim 222 % =L %
A= 4 mn B 1

+

The evaluation of (17) is given in Appendix C. The result based on the assumption of (12) and (13) and
analytically continued to the real axis is given by

0
F (i +10) = g; 25 {0 Be P E (10 By +9 ) + 1% Bl ™ m™E}
mn

Zpe P emem /2Ep) (x —x) (yy —3)T 1
Z2kT coshPAE/2 “iliw+T

, I'=2(T,+T,), AE=¢,~-¢€,, (18)

where, as noted before, E, is the polaron binding energy (negligible in the weak-coupling regime), and €,
is the renormalized electronic energy given by E}, =€, —E,+X [cf. Eq. (8)]. One notes that the above re-
sult is independent of the choice of the origin of the coordinate. Using'® Z/Z)=e®m-s) 1en"Ep) (=Z,) and
inserting (18) into (3), one obtains finally

|2cos®0T (fiw)? - iliwT
(h—w )2 + rz ’ (19)

where 6 is the angle between the direction of (n,m) and the external field. One notes that (19) coinicides
identically'* with the expression derived by Pollak andGeballd @ ina semiclassical way (cf. Ref. 1, left-
hand column of p. 1750).

As already mentioned, the approximation of Ref. 2 corresponds to retaining only the first diagram on
the right-hand side of Fig. 4(a), discarding the rest of the diagrams with rungs in Fig. 4 (see the diagonal
term in Eq. 6 of Ref. 2). Algebraically, this means setting A,,=9, and A,,=0 in (14). The correlation
function is then given by

z - -
_nef|f, - F
Oyyw) = 4h’chos!!ﬁAE/2

i €2 =1 Xn Yy
Folo)=lim 7= 20 == 8 5o 16+, ~ED ~ GuT, Tho ]
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which upon summing on ¢; and analytically continuing to the real axis yields
0 elim O 3 Fadn (Of ER)/0E) Hiw
Folw +i0)=lim 7= 2 fiw + 24T,
Hence
2 B (=)2 A 2
ne . e™Moer(EY/BEY) 2T, (w)
Re = —— 2 n n n
Onl0)= =5 Zoi lim = (o) + @L,) ° 20)

Choosing the coordinate origin such that ¥, +¥, =0 and defining =7, ~T,, one finds

Roo )= 2 25082 [ o £ (<L ED) |

2T, (fiw)?
(hw ) +(2T,)°

The above result is equivalent®® to the “indirect” absorption term in Eq. 11 of Ref. 2 apart from the factor
in the bracket, which, if one does not project out the unphysical states, would be replaced by - of =)(e,)/9¢€,,
The cosine factor was incorrectly omitted. We note that (20) is not even invariant under the transla-

tion of the origin of the coordinate.
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APPENDIX A

In this appendix we study some properties of the
electronic self-energy part. This is given by (10),
which may be written as

2
ooy 5 27 N Fiwg) =1
G(& - in0) %‘, e 0 % o (n=x1).
After taking the angular average and using the
Debye approximation, 16 7; is a function of fre-
quency, i.e., Y3=Y(fw;). Introducing the phonon
density of states n(fiwg), (Al) is rewritten as

(A1)

(b)

FIG. 4. Diagrammatic equations for external-field
vertices.

G(t - in0)= I " dxn(e)r(x)
0

xJ 2, {g N(x)

N(-x) } . (A2

-in0+x ¢-in0-x
Defining
G(& - in0)=M(£) +inT (%), (A3)
one obtains

T(2)= -1 J2n() (L) N(- ),

¢{>0 (phonon emission)

(A4)
T(¢)=nd 2, n(-£)v(- L)N(- ¢),

£<0 (phonon absorption)

and the Kronig—Kramer’s relation

—
n
-
+
=

T

£
"

)
2

——— e ——

$ Im¢ =0

—————y
pep— gyt g oy

Im(§+Hw, )=0

m

|
|
|
|
-3

————— e ——
gy o=pengm. g

FIG. 5. Contours I and I for the evaluation of the

external-field vertex.
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~Xn Xm
Fy (hwp)= tim z°zzxe +
Br=@ (n,m)
Yn yn
FIG. 6. Diagrammatic expression for the correlation
function.
1. (°r
M(L)=~ os L) g, (A5)
T ). &-x

To estimate the magnitude of the derivative of the
self-energy, one assumes n(x)=C,x% v(x)=C,/x
(Cy, Cy=constant) in conformance with the Debye

spectrum and in view of the definition of us" given
in the text just prior to Eq. (1). Then in view of

(12) and assuming |BAE| not too large,

T@)| _op €25-1 108 vy |,
l st | PP BaE  |oy -1 | PFm<!
(for ally), (A6)
9 r(g) o €PE -1 2
‘ BT, —ﬁAE ay l BT, <B,
where y= - B¢, AE=EX-E} . Inparticular
oL (EX - E}) lar(E;-E;)
aE 8E} «1, (A72)
2 A 2 A
CTELED |- |TTECE | <p am)
m n

The derivative of real part is given by

aM(C) j’ [dr(x)/dx] ix (a8)
{-x
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eBAE 1 1
BAE T

¢ I.:[dx (xs-‘(’lxll))/“ "ﬂ”" (A9)

where S(x) is artificially introduced to insure that
the phonon density of states vanishes beyond a
certain upper limit. Therefore S(x)~1 for xSxp
(Debye energy) and S(x) decays to zero above
x~xp. The integral is expected to be of order
unity. Therefore if BAE is not too large,

aM(¢)

=T, ——

s ~pr, <1, (A10)
In particular
8M(EX —EM | _ laM(E" - EY
o = ——_m—_LaEﬁ «<1. (Alla)
Furthermore
a2M(EX -EY) | _ 82M(E;‘l -EY
Vi Yo «<B. (Allb)

The above estimation of the derivative of the
self-energy is not correct at some points of §
where one actually has weak divergence. These
arise from the Van Hove singularities in the gen-
eral form of the phonon density of states n(x) which
is given, for example, near a typical singularity
xX=xg, by

)1/2

n(x)=ny+Cqlx —x¢ (n,, C4=constant).

(A12)
Hence from (A4) and (A8),
al'(x) « 1 BM(x)Oc 1
a9x (x = x0)!72 ’ ax (xg-x)'/? ’(A13)

which diverges at x=x,. However, usually x,
> AE and (A7), (All) are always valid.

APPENDIX B

In this appendix a derivation of (15) is given. As already explained in the text, one can replace the I’
summations in (14) by integrations, introducing a contour I' and then deforming it into I'y as shown in Fig.
5. Here one assumes that A(¢, ¢ +7w,) is continuous over the whole complex plane, with exception of two
cuts Im¢ =0, Im(¢ +hw,)=0, as can be proved a posteriori. By using (7) and by analytically continuing to
the real axis, one thus obtains for (14)7

o«

Aun(E =140, ¢ +hw +i0)=y,,6u,,+f

-o0

& 2 (£ O +N@Iwg) _ f O +Hw) +N (i)
i Z)iyaJ""'{ £-140-¢' £hw; C+i0 - ¢+ hiwg

Agn(§' =140, ¢’ + 7w +40) °°
j_ 2mi ,,Z*iy“ nm

XU —ED =G - i0)][¢ +hw - BD — G (¥ +7iw +30)]
[£ U +7w) + N(& Fiwg)] Agp(g’ =40, &' +Hw = i0)
[£+i0 ¢ +hwz][¢ = ESQ = G4 (¢’ =40)] [¢ +Fw - E3)) = Gy, (& +7iw - i0)]
[f (&) + N Bwg)] Aga(8’ +40, &' + 7w +i0)

T =0 =& £ Thwg][§ = ESY = Gy (&' +i0)] [¢ +7w — ES}) - G, (¢ +hw +i0)]} » (Bla)
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A (€ +i00, &+ +i10) = y,.ﬁu,,+f pery Z;:qu,z,,,,

[ =F U +Hw)] Aga (&’ =140, &’ +Fiw +40)
X Tevimo-¢' +hiwg ][t = E5) =Gyt = 10)] [t +7iw = ESY = G4 (¢ +7w +0)]

©dt’ +v3J 2, { [f 0" +hw) +N (& wg)] Aga (&' =30, &' +Fw = §0)

2171 % L+in0 -t 2hiwg )[E -E -G4(t" - i0)][¢ +hw - E“”-c o (¢ +Hw = 40)]

o LF ) + NG Fwg)] Ayt +i0, &' + i +i0) (B1b)
[T - ED - Gy(¢ +i0)][€ +hw — B — G 7€'+ +70)] |’

where (U, )= (n,m) or (m,n), n=+1. In the above derivation use has been made of the relation f¢’(¢’
+hw,)=f &g, Noting that the dominant contribution to the integrals in the above equations arises from
near the resonances (i.e., ¢’~\) one can drop the Fermi factors. Therefore one obtains, using Egs. (10)
and (A3),

, o reap UT(L - £') Ay (L’ — 0, £’ +Fiw +30)
Aun(& = 10, £ +Hiw +10) =y, *L 211 (£ —E® =G —i0)][¢ +Tiw — EQ =~ G (€ +Tow +70)]

© dg G(t— ¢ +90) Apa(8' =40, &' + 7w - i0)
o 218 | [ =E®) -G, (' =10)][¢ +hw = EQ) = G, (¢ +Tiw - 40)]

G(L -t =40) Ay, (¢ +10, &' +Fiw +40)
T -E® - Gp(€ +i0)] [£' 47w ~ EG = Gy (&’ + 750 £70)] } (B2a)

2T -¢ )Am(!; -0, ¢’ +7w +i0)
mi (¢ =ES = Gu(t' =10)][¢ +Hw = ESY = G (&' + 7w +40)]

A (£ =10, C+ﬁw+20)f 2

= dt’ Gt~ &' +30) Ay, (t' =140, ¢ + 7w —i0)
ﬂ[ [t =ED =Gt =i0)][t’ +hw - EQ = G,(¢" + 7w — 10)]

_ G(E—t' —i0) A, (8" +0, &' +Hiw +i0)
[ =E = G, (¢ +40)][ ¢ +Fw = EY = G,(¢ +Fiw +10)]

.

Apn(8 =130, ¢’ +h’w-1,0)
G,(t’ —zO)][{ +hw = EQ =G (L’ +hw - 10)]

A (E 440, £ +hw +in0) = y,,f —G(§ ¢’ +m0){[ oL

A (&' +30, &' +7w +40)
T -ER -G (L +i0)] [t +Hw —EQ) =G (& +Hw +30)] |’ (B2c)

!
A (£ +iM0, & +Hw +i00)= g{_ G-t +zn0){

Ap(g' =40, ¢’ + 7w —10)
[t =EL =Gt =i0)] [ +7w = EX = Go(t +7w = i0)]

o0

_ Ap(E’ +i0, &' +hw +30)
=B = C(L +i0)][¢ +Fiw - ED — (L' + 75w +70)]

First of all, to solve (B2c) and (B2d) one uses an iteration method. Namely, one assumes that the sec-
ond term of (B2c) is very small and sets A,,(¢ +in0, ¢{+7w +in0)=y, in (B2d). Then one substitutes the ob-
tained value of A,,,(¢ +in0, {+7w +in0) into (B2c), etc. It will be shown that the series converges rapidly.
Thus

} (B2d)

YiIA (€ +i00, £ +Fw +in0) = % G(t - t' +in0)

[ 1
X'{[c' —Ep =Gyt =i0)][{' +hw = EY = G,(t' +Tiw = i0)]
For the quantity in the curly bracket, one introduces the identity

1
[t -EQ =Gu(t' 7i0)][¢' +Fw = ESDY = Gu(&’ +Hw F0)]

- (- iO-iO)} .
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1 1 1
=E{c’ En =~ G,(t’ i0) I'+ﬁw—E,‘,2’—G,,(t'+h’w¥i0)}

(1/7w) [G(E' +7hiw F40) = G,(t’ Fi0)]

T —ED -G,k 7i0)][¢ +Hiw ~ED ~ G, (¢ +hwFi0)] © B4
One then approximates, using (10),
r [GA(E" 0 %10) = Gyt 740)] = 527 G(&' = E} #i0). (B5)

In Appendix A it is shown that the above quantity [right-hand side of (B5)] is very small (compared to unity)
except for some weak divergences (inverse-square-root type) arising from the Van Hove singularities in
the phonon density of states. Actually for the case when 7w~G,, the left-hand side is always smaller than
unity and we are overestimating this value near the divergences by the above approximation. This kind of
divergence appears throughout the calculation. However, we will demonstrate in the following that the con-
tribution (AI) from said type of divergence is negligibly small; the total contribution (defined as I) from

the last term of (B4) to (B3) is given by

e’ 8G(¢' 740 - EY) /8¢’
I—J:‘ o G(§ - ¢ +1in0) l— Em) ,,(I’?:iO)][§,+M —E,‘.g’-G,,(C'-Fhw*iO)] (B6)
As shown in Appendix A, one has, in the vicinity of the divergence,
. 1 -
81, G(¢' - E}, —in0)c @~ rxg)T AE<xy=xp (xp%™=Debye frequency). (B7)

Since the quantity multiplying 8G (¢’ - E, ¥40)/8¢’ has no singularity over a sufficiently large range (of order
AE =E} - E}) near the divergence, one estimates

G,(G,-G

3 axo 3)
where G, G,, Gg are values of the self-energy at intermediate, upper limit, lower limit of the integration
range. Therefore in view of (A6) and (A10) one can neglect (B6) or the last term of (B4).

To calculate the contribution from the first term of (B4), one changes {' +%w—¢’ for the second term in
the curly bracket, obtaining

|az|~ «1, (B8)

VilA (€ +470, £ + 7w +i10) = j [G(& =& +in0) = G(£ - liw — £ +n0)]

21n l"iw

1 1
x{;' —ED=Gu(t'~i0) " " -EQ -G, (¢’ +i0)}

__8 (" dt 2T, (L)
= - BE B i G-t +1770)[ CEO M)A T )
Approximating
1 T,(¢") ~ n(rt A
T [g' “”-M(Z )]2 n(gl)z ——6({ En)y (BQ)
one obtains
92 A, (€ +410, £ +7w +in0)= — 8—”; G(¢ - E*+in0)= % G (¢ - EX+in0). (B10)

It is to be noted that the approximations leading from (B3) to (B10) are equivalent to the replacement!®

1 3 1
(¢ =EX) =G, (&' %i0)] [£' +Hw = ELY ~ G, (¢ +7w ¥i0)] ~ ~ 8L’ ¢ -EQ) -G,(¢' #i0)

9 eyt 1
=W{imb(§ —E:',)+(Pm}. (B11)

Turning, now, to the evaluation of (B2c), one has from (B10) and (B11)
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|l

Yl B (£ +110, & +Fw +i710) = 1+I —G(L‘ ¢ +zn0){- —M(' -E)) —+ a;' 6(t' - E},) 2mi
) 'y 8 1
+2z§73-";1"(§ -E}) Y G—CI—E;}

1 . 9 8
=1+;E-}n— G(E-E:;,+n70);EnrM(E;-E},,)—G(C—E:ﬁmO) B—E?-M(E;-E:)

8 9 8% 1 ® 1 ros oy gt
32 3¢t oE%) 7 =®) -g GU-U+mOr¢’-Endt’. (B12)

To estimate roughly the order of magnitude of the last term, one assigns a typical value to G(¢' - ¢ —4n0)
~G(E} - £ —in0) and then takes this factor out of the integral:

2
”‘(a;—ﬁ %+g§?_) {G(! —E* +in0) J L(_g__)dg} (a?s* 83:+——z'>{G(z: - E} +in0)M (E}, - E"()gw)

Therefore this term is approximately of the same order of magnitude as the second and third terms, and
can be discarded (as being of the same order). Using (12) and (Allb) one further neglects the third term
of (B12), obtaining

Vi A (€ +400, & +7iw +410) = 1~

M(EY - E) —— 5 G(t —-E +in0). (B14)

BE" E"

The right-hand side of (B14) should not be taken literally; it represents only the order of magnitude of the
terms in question. Terms generated by one more iteration are smaller by a factor of 8G(E} - E} +40)/9E?.
One also notes that in view of (A6) and (A10) the right-hand side of (B10) and (B14) are small except for
some weak divergences already discussed in Appendix A. However, as demonstrated, these divergences
are quenched by the large denominators of the electronic propagators (which become off resonant at these
divergences), and are therefore not significant for the purpose of intergrations. In summary, the solu-
tions of (B2c) and (B2d) are (to order of magnitude I'/%T or better)

YilA pp (€ +410, & + 7w +4n0) = 0,
YA (€ +i0, € + 7w +i0) = 1.

We are now to evaluate (B2a) and (B2b). In view of (B15) and our previous discussions leading to (B15),
we can drop the second integral of (B2a) and (B2b). To evaluate the remaining integrals in (B2a) and
(B2b) one approximates in accordance with (B10):

1
[¢'=ED -G (t" -i0)][t' +hiw =EQ =G (¢ +hw +10))

(B15)

1 1 1
T w =G (& + 7w +10)+G (¢’ - 70) {;' EQ -G, (t'-i0) " ¢’ +hw-EQ -G, (¢ +hw +i0)}

2mi6(¢’ - EY) . 2mis(¢’ - E}) (B16)
“7w+GC L(EY =40) = G ,(E* +7iw +10) fiw +2iC,
where the last approximation is due to (A6) and (A10). Therefore one finds
A
A (£ =30, £ +7iw +0) =y + Z—F(g—Emlq»
(B17)
Ap(€ =0, & +750 +40) = z_r(_gﬁ_E_,,) By,

where &, and &,, are defined by relation (16). Eliminating the A’s on the left-hand side of (B17), one
has [with I',=T(E% - E}), T, =T(E} -E})]

(_ iw+ 2_;:}.) =Y+ z—ﬁr"n i (B18b)
2T 2r
(—' iw + ;-m) @ n= # @0, (B18b)

which are obviously equivalent to (15).
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APPENDIX C

In this Appendix (17) is evaluated. One performs the ! summation by replacing
D)= 2| atroee
1 2mi Jr

and then deforming the contour I into I'j as shown in Fig. 5. The one obtains

F o (fiw +i0)= - 1im Zye® E {.xfﬁig_[[ [ CXE) = £ +7w)] Agg(€ =50, & +7iw +40)

a-e 2 ). 20 [T BT -G, E +w = B - Gp (& +7i0 +70)]

" re )(§+h’w)AM(§—zO §+ﬁw—10) F(8) Ay (& +40, & + 7w +30)

TR =Gt 00 o= BT Gl #7700 (£ ELD— Golt +i0) £+~ B ~ GE T 70
x © 4L L) = £ +Bw)| A (& = 40, & +7iw +i0)

J' 2mi [[g EQ -Gt =10)][¢ +hw —EQ = G (& +Fw +10)]

+ £ & + Bw) A g€ = 10, & +7iw — 40) L NE)D (& +30, & +7w +10)

[£-EQ -G, (t-i0)][t +hw —ER = G,(E +hw —10)] ~ [£—Ef) =G (& +30)] [£ +7iw = Eqyy) = G (£ +Fiw +40)]

(c1)

Using (B15) one simplifies (C1) as

=~ Zye® © 4L [f9w) f"’(§+h'w)]A,,L§—z0 { +7iw +0)
Pl +40 At Z Z{ L 2mi [I! ED =G, (£ -0)] [L+hw — EY = Gt +7iw +i0)]

. 1
+9nf )(‘)([t —fiw =E =Gt - iw —i0)] [ - ESY’- G,(t - 10)]

1
T t+hw —ED =G, +hw +i0)] [t - ELR’ - G,(t +i0))] )]

at [f( (E) - £ & +7w)]A (& = 30, £ +Fiw +40) )
+me° 27t [K E(o) G (5—1,0)] [g.;.h'w E'('?h)_Gm(£+ﬁ(0+io)] . (C )

The most important contribution arises from the resonances. Although the contribution from £ <« (i.e.,
¢~ finite) appears to be more important (due to the Fermi factors), this will be shown to be negligible at
the end of this appendix. Thus using (16), (B11) and (B16), and approximating to the lowest order in ffw, °

£ }g e g-Blen By
[f O Ey+ 1) - £ ED) /o
one obtains

0
F (i +i0) = - EZ‘ DA = xn (110 B € W5 1 By , €780 ED] i, BT g €7~ EP }, (c3)
mn

In the above €, is the renormalized electronic energy given by E} =€, - E, +) [cf. Eq. (8)]. Inserting the
solution of (15), namely,

_ ya(1 = 2T, /ihw) = 2Ty, [ifiw -
nn= - Zh—(.l) +r ’ @ _h—w +1-| [r 2(rn +rm)] (C4)
into (C3), one obtains
0
F,(fw +10) = - Ly B _ {2¢,y,Tpe®m=Ep) _ 2¢,y, T, e Ep} (C5)

Z ap —thw+T

which in view of the detailed balance condition I',e"®m=T,e " leads to (18).
It remains to be shown, however, that the off-resonance contribution from ¢ < is negligible. To show
this one substitutes (B15) and (B17) into (C1) and rearranges terms:

F 0w +i0)= - lim 2= % {x * dt @/m)f ) = £ + )T = En)dp

i [£=EQ =G, (E-i0)][L +Fiw — ELY’ = Gu(& +7iw +40)]

m-e 2
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yaf (2)

2T (¢t -E})

Tt +hw ~EQ =G (£ +hw +10) [L-EQ —G,(& - i0)][£ - EQL =G, (L +i0)]

ynf(-)(g +h’w)

2T (¢ +hw — EY) ]

TT-EQZG,(£-10) [L+hw —EQ =G (£ +hw - i0)][£ +Hiw — B = G, (L +hiw +10)]

- dt

(2/R) £ 2@&) =f (& +Fw) [T (& = EY) &

Em|  omi [E-ED =Gt -i0)][E +hw - EXD — G, (L +Fiw +10)]

} . (C6)

The imaginary part of the self-energy, I'(¢ - E}) vanishes for E* - £>xp due to the absence of the phonon
density of states. Therefore there is no contribution to the integrations in (C6) from the region y <.
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