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Separation of the coherent parts of the electromagnetic field modes from the vacuum-fluctuating
parts leads to a new picture of single-particle excitations in crystals. We discuss the effects of this

renormalization on simple band structures.

I. INTRODUCTION

In quantum theories which are concerned with the gen-
eration and propagation of light in crystals, one generally
holds with few exceptions to the physical picture in
which the elementary single-particle excitations are the
Bloch electrons, whose fundamental characteristics are
not directly influenced by the coherence of any elec-
tromagnetic field mode. Among the fundamental charac-
teristics of a Bloch electron are its energy-momentum re-
lations for different bands, its parameters such as band
gaps and effective masses, which enter into the energy-
momentum dispersion relations, and its charge and other
coupling coefficients. In the conventional physical pic-
ture, these parameters are not affected by the coherence
of any field mode. Of course, under intense light excita-
tions, many mobile carriers can be created in crystals,
which in turn affect, for example, band gaps, effective
masses, and the screening of the electronic charge. How-
ever, such renormalizations are associated with in-
coherent processes involving nonequilibrium carrier pop-
ulations and their relaxation via Coulomb scatterings,
phonon emissions, and phonon absorptions. For such
processes, the coherence or incoherence of field modes
are not relevant. In fact, one need not use light to obtain
a given reparametrization; any other excitation source
which causes real transitions and creates the same degree
of nonequilibrium in the crystal would do. In the
description of real transitions and nonequilibrium pro-
cesses, one still holds on to the basic Bloch-electron pic-
ture.

One exception is, of course, Hopfield’s theory of polari-
tons.! Hopfield wrote the Hamiltonian of a classical
dielectric in terms of the potential fields A and ¢, and the
polarization density P. He then quantized A, ¢, and P
by imposing appropriate commutation relations such that
P is a transverse boson field. The quanta of the polariza-
tion field are of two types. One type is similar to photons
of the radiation field A and was named polaritons by
Hopfield. For optical or near-optical frequencies, polari-
tons correspond to excitons. The other type of the polar-
ization field quanta is associated with the decaying elec-
tromagnetic waves above the plasma frequency. As ele-
mentary excitations, polaritons represent a significant im-
provement over Bloch electrons when excitonic lifetimes
are long. The drawback of the polariton picture is that
many essential processes of photoexcited solid-state plas-
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mas (Auger processes in semiconductor lasers, phonon
absorptions and emissions, impurity-defect scatterings,
etc.) require description in terms of single-particle excita-
tions rather than electron-hole pairs. One therefore rap-
idly reverts back to the Bloch-electron picture in many
practical and theoretical problems.

However, the Bloch-electron picture is in fact incom-
plete for single-particle excitations in coherent light. If
an electromagnetic field mode in a crystal is in a coherent
state, the fundamental parameters of a Bloch electron are
altered due to the coherence of the mode.>® The
modifications induced by the field coherence in the elec-
tronic band structure, coupling coefficients, etc., depend
on both the intensity and the phase of the coherent mode.
The effects of such coherent-field renormalizations are
determined by means of two unitary transformations. If
a set of coherent modes (the reference set) is postulated, a
transformation 7 separates the coherent parts of the
modes from the vacuum fluctuating parts. As this sepa-
ration is carried out, the electronic part of the Hamiltoni-
an becomes nondiagonal because of the coupling between
electrons and the coherent-field modes. A second trans-
formation U rediagonalizes the new Hamiltonian, yield-
ing the renormalized electron operators. The new ele-
mentary excitations still refer to single-particle excita-
tions unlike polaritons. However, they take into account
the correlations induced by the coherent modes. The
new picture is developed completely within the quantum
theoretical framework. Therefore, the electronic states
obtained from the coherent-field renormalization are dis-
tinct from the electronic states obtained from the usual
classical treatment of the electromagnetic field.

In this paper we discuss the coherent-field renormaliza-
tion and its effects on simple band structures. In Sec. II
we discuss the renormalization transformations and the
meaning of the physical picture they produce. We
demonstrate that the renormalization trahsformations
redefine the vacuum state. The transformation 7" maps
the coherent state of the electromagnetic field, as
represented by the modes in the reference set, onto the
vacuum state. If a state of the field is partially coherent,
T maps it onto a superposition of a finite set of number
states for photons. There is a close analogy between this
redefinition of the vacuum state and the redefinition of
the vacuum state for the ideal electron gas. In the
electron-gas problem the vacuum state is redefined to
coincide with the ground state of the electron gas by in-
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troducing a hole field. In the present problem the trans-
formation T redefines the vacuum state so that it contains
a set of coherent modes. The energies produced by the
transformation U are the actual single-particle energies.
We demonstrate this by considering the coupling between
the electron system and a field mode which is not includ-
ed in the reference set. This result contrasts with the
semiclassical theories, where one deals with time-
dependent Hamiltonians and interprets certain frequen-
cies as quasienergies.*> We also give the formal expres-
sions for the renormalized Bloch functions. If the photon
momenta associated with the reference modes can be
neglected relative to electronic crystal momenta, then the
renormalized Bloch functions remain periodic in the re-
ciprocal lattice space and one readily obtains the momen-
tum Bloch functions. One also obtains an expression for
the renormalized Fourier coefficients of the periodic crys-
tal potential from the relation between this potential and
the momentum Bloch functions. The renormalized crys-
tal potential may be used as the starting point for investi-
gations of crystal structure in the presence of coherent
fields. In Sec. III we discuss the effects of the coherent-
field renormalization on two-band and four-band models.
For these simple band structures, the renormalized elec-
tron energies and the matrix elements of the transforma-
tion U are calculated exactly under the assumption that
the photon wave vectors of the reference modes are negli-
gible relative to electronic wave vectors. One finds that
band gaps and effective masses are altered and that these
alterations are experimentally observable. A band gap
which is direct in the bare band structure may become in-
direct when the band structure is renormalized. The po-
sitions of the band edges shift in the Brillouin zone (BZ).
If the bare bands are degenerate, this degeneracy may be
removed partially or completely in the renormalized
bands. The calculations carried out in this section are
quite similar to those in Kane’s band theory,® except that
in the present problem various coupling parameters de-
pend on the intensities and the phases of the reference
modes. The renormalization effects appear mostly in
terms of the ratio (4Qy/E2), where Qj is similar to a
Rabi frequency and EJ is a band gap. The coherent-field
renormalization is enhanced either by increasing the in-
tensities of the reference modes (2 is proportional to the
square root of essentially the sum of these intensities) or
by decreasing the band gap. Thus, the renormalization
effects are particularly significant in narrow-gap crystals.
Section IV includes a few concluding remarks. The re-
normalization effects may be observed in excite-probe ex-
periments”® when excitation and probe pulses overlap.
In such experimental configurations, coherent excitation
modes constitute the reference set. Probe pulses then
couple to coherent-field-renormalized electrons and
holes. The picture of single-particle excitations presented
in this paper should be especially useful in semiconductor
lasers. When one or more intense coherent modes are ob-
tained in these devices, couplings between different lasing
modes and their fluctuations are most accurately ana-
lyzed in terms of the coherent-field-renormalized elec-
trons and holes, or the excitons formed from the renor-
malized electrons and holes.
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II. COHERENT FIELD RENORMALIZATION

This section presents a general discussion of the trans-
formations which effect the separation of the coherent
parts of the field modes from the vacuum fluctuating
parts and the rediagonalization of the electronic Hamil-
tonian.

Let a set of complex numbers {a,}
coherent state® of the electromagnetic field:

represent the

2 =9
e, )=TI e * " = ( ,)m‘" Y|, @1la)
© n#=0
a,=(N,)""%" (2.1b)
Here, N u is the average number of the quanta in the

mode p. ¢, is the phase of the mode. In ) is a number

state. Let a, and al . be the photon anmhllatlon and

creation operators. |{a,}) is an eigenstate of a,,:
a,l{e,})=a,l{a,}) (2.2a)
({a }la]=ax({a,}] . (2.2b)

One can separate the coherent parts of the modes from
the vacuum fluctuating parts by means of the transforma-
tion
— * T
T=exp | ¥ (aja,—aua,) (2.3)
"

Using the fact that if [ 4, B] is constant for two operators
A and B, then

eleB=e AT Be 4812 (2.4)
one readily sees that T is a unitary transformation:
TT'=1. 2.5)
When T is applied on the photon operators, it yields
Ta,T'=a,+a,, (2.6a)
Ta/T'=a] +a (2.6b)

These equations follow from the fact that for two opera-
tors 4 and S,

o0

eSAe S= 20 nYC {S,4}, (2.7a)
where the C™s are the nested commutators
Cl(s,4}=4,
Cl{S,4}=[S, 4], (2.7b)
C?(S, A}=[S,[S, 4]], etc.
From Eq. (2.4),
~Saa, el
TaHTTZe v a.e’” . (2.8)

When one sets 4 = a, S = —zvava . and uses (2.7), one
sees that only C°=a, and C'=a, are nonzero and ob-
tains (2.6a).
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The meaning of the separation in (2.6) can be discerned
from the effects of T and T' on the vacuum state. T
operating on the vacuum produces the coherent state

I{a#} )
~—2]a#12/2 zaual —za:a“
THlvac)=e * et e * |vac)

—2!11 1272 zaHaH

=e et |vac)

—la |2 (a )nl‘

— [Ile la,| /227]/2"1 3
I n’u ( I )

=[{a,}) . 2.9)

From the unitarity of T it follows that T acting on the
coherent state |{a, } ) produces the vacuum state

Tl{a,})=|vac) .

This implies that the transformation 7 induces a
redefinition of the vacuum state. If we view (2.6) as a
canonical transformation into a new Hilbert space, the
vacuum state in the new space is redefined in such a way
that it incorporates a reference set of coherent modes
given by {a“]. This can be seen more clearly by operat-
ing with T on (2.2a). Let the transformed operator be
designated as 4

(2.10)

4,=Ta,T". (2.11a)
From (2.2a),

Ta,|{a,})=a,T|{a,})

4,Tl{a,})=a,Tl{a,}) (2.11b)

4,|vac) =a,|vac) .

In other words, the vacuum state is an eigenstate of the
annihilation operator A4, if u is included in the reference
set (that is @, 70). This is a characteristic of a coherent
state. In the new Hilbert space, the vacuum state itself
becomes a coherent state of the electromagnetic field. If
we choose to express the transformed field operators in
terms of the old operators, that is, if we use a,ta, in-
stead of a new label A4 ,, then after the transformation T,
a, and a;ft operate either on the vacuum state or on pure
number states in the Heisenberg picture, the coherent
parts being separated by ¢ numbers.

These statements are also demonstrated by operating
with T on partially coherent states of the field. An exam-
ple for a partially coherent state is

Wy ) =pym@l) ™ {a,}) (2.12a)
where p,,, is the normalization constant:
m 2 —-1/2
_ [m!] 2m 21
m = — | (2.12b)
pn=| 2 o

T transforms this state into a superposition of the vacu-
um state with a finite set of number states for the mode v:
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TV, ) =pym Ta)"TT|{a,})
=p,m(a*+al)"|vac)

- < m!
=Pvm 2 —INni”2

(@*)" "1,y .
i=o (m

(2.13a)

If the mode v is not included in the reference set {c,},
that is if @, =0, then T maps a number state onto itself as
far as the mode v is concerned:

T, Y=(m) " YXal)"|vac)=|m,) . (2.13b)

Finally it should be noted that the original vacuum state
is mapped by T onto a coherent state which has its mode
phases shifted by 7:

T|vac)=|{—a,} )=|{aﬂei”} ).

It is worthwhile to point out the similarity between the
redefinition of the vacuum state above and the
redefinition of the vacuum state for an ideal electron gas.
For an ideal electron gas at zero temperature, the single-
particle states are filled up to a Fermi energy. The corre-
sponding many-body state gives the ground state of the
noninteracting electrons. Other states of the system are
associated with an electron (or more) crossing the Fermi
surface. One can go to a new field description of this sys-
tem by redefining the vacuum state so that it coincides
with the ground state of the system and by introducing a
hole field. The transformation T produces a similar kind
of redefinition of the vacuum state for the coherent states
of photons.

Let us consider the Hamiltonian which represents
Bloch electrons, photons, and their coupling:

(2.14)

HP=H)+H)+H}+Hjp , (2.15a)
H)=3 EY)cs (2.15b)
B
HY= 3 %o,ala, (2.15¢)
un
HI = 2 CZ'JCB' 2 (ggﬂ'ay +g%’73a2; » (2.15d)
BB m
HYy=3 clep S [di(q,+a,)a,a,
T !
+di(q,—q,)a,a ),
»
+d5ﬁf( qﬂ+qﬂ) wAy
+di(—q,~q,lalal]. (2.15¢)
Here the ’s designate the Bloch states: S=(nk), where

n is the band index and k is the electronic wave vector.
cﬁ,c;,x are the anticommuting electron operators. E‘,} is
the Bloch energy. gl represents the p- A coupling be-
tween electrons and photons. It is given by

ghy =(e/me)A (nk|eq“ Lplnk') (2.16a)
BB
2 1122
A= %] . (2.16b)
ol @y
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’é# and g, are the polarization and propagation vectors
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d%ﬁ«'(Q)=(ez/2mcz)a4M)Q,u(nk|equ|n,k, /e\ ) )

€
for the mode u, p is the momentum operator, n, is the (2.17)
index of refraction, ¥V, is the quantization volume, , is T transforms H 2 into
the photon frequency, and df} represents the A? cou- H=THET =g + 0
pling and is given by = =H,+H,+H;+Hj, (2.18a)
where
J
H,= 3 hggeleg (2.18b)
BB
* ' ’
hog =Epdas+ 3 (ghpatehpal)+ 3 1A (qu+au)a,m, Tdi (9, a0
7 B
+dif (—q,+q,)ata,+di (—q,—q)atal], (2.18c)
H7,=Eﬁw#(ala#+a#al+a;au+|ayl ), (2.18d)
H,= Ecﬁcgz[ g33+d§3)a“+(g’§;+352)al] , (2.18e)
BB
and
5 (q,taq,)a,+dli(q,—q,)ak] . (2.18)

dpp=231d
u

In (2.18¢) and (2.18f) we used the symmetry in the
definition (2.17) that dﬁﬁr —dﬁ}}‘(q and dY " (—q)
—[dBf‘B )]*. The last term in (2.18d) is a ¢ number and
may be omitted.

It is seen from (2.18b) and (2.18c) that the electronic
Hamiltonian is now nondiagonal and depends on the
coherent mode amplitudes in the reference set. Let U be
a unitary transformation which diagonalizes (4 g5 ):

(UhU")gg=8pE; . (2.19)
Let also

Cp= %; Ugscp » (2.20a)

(CpCh =84 - (2.20b)

Cpz and CZ; are the renormalized electron operators.
Then,

H, = ZEBCECB , (2.21)
where Ez is the renormalized energy The transforma-
tion U also affects H;, and H}. The renormalized
electron-photon coupling which is linear in photon opera-
tors becomes

H;=73 CLCB(Gﬁg'aﬁ‘G%a,‘) (2.22a)
BBu

by =3 Up gy +d 550U g . (2.22b)
AA

The electron-photon coupling which is quadratic in pho-
ton operator becomes

Hy=H}(d —Di) ,

DR (q)= 3 Ugditi(q)
AN

(2.23a)

Ulg .

(2.23b)

One can express the eigenvalue equation for the renor-
malized energies compactly in terms of an infinite expan-
sion matrix

hgh g
By yB
hgh, . h
By "y B
+3 + -, (2.24a)
v (E —h, NE—h_)
where
Eg’s are given by the solutions of the equations!”
E=Zg(E) . (2.25)

For a given f3, this equation provides many solutions.
The appropriate solution for a Bloch state can be picked
out among the many solutions by requiring

lim Ez,=E} . (2.26)

la }—0

One can also express the matrix elements of U in terms
of Z. Let the matrix (hgg) have normalized column

eigenvectors é‘ so that

hEP =E g (2.27)
If we form a matrix from these column eigenvectors,

Ut=(---,gP,eP), (2.28a)
then

UhU=h, , (2.28b)

where hj, is diagonal with matrix elements E;. The ma-
trix elements of U are therefore given by
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U =" . (2.28¢)
From Lowdin’s theorem,'©
Ne if a=p
(a) —
§B TIaZBa(Ea) . (2293)
——, if aFPB
where
|Z (E )|2 —1/2
Me= |1+ 3 e : (2.29b)
pra) (Eq—hpg)
Using Zga(E)=ZaB(E), one obtains
ng if B=B'
Upy = (2.30)
P mpZpp(Eg) ,
— if BFB .

In the next section we use the Z matrix to evaluate the re-
normalized energies and the matrix elements of U for
simple band structures.

The transformation U renormalizes the Bloch func-
tions. To obtain the renormalized Bloch functions, we
note that a bare Bloch function is given by

¢g(x)=(x|c2|vac>=(vacl¢(x)c};lvac> , (2.31)

where ¥(x) is the field operator. Therefore, a renormal-
ized Bloch function is given by

ngB(x):(vach/J(x)CHvac)

=3 Uk vp(x) . (2.32)

r
Upe depends on the electronic wave vectors through the
matrix elements of (hgg). If one can neglect the photon
momenta in (2.16a) and (2.17), as in the case of optical
wavelengths, then (hgg) is periodic in the reciprocal lat-
tice space, as are U and the renormalized Bloch func-
tions.

The momentum Bloch functions'! can be inferred from
(2.32) under the:periodicity assumption. The bare Bloch
functions and the momentum Bloch functions are related
by

B(x)= e!*ktOx4B(k+G) , (2.33)
G

where the G’s are the reciprocal lattice vectors. Expand-
ing Eq. (2.32) as in (2.33), one infers that the renormal-
ized momentum Bloch functions are given by

Ak+G)= 3 Ul dn(k'+G)
n' k'
=S U (k)¢E(k+G) . (2.34)
-
The last step follows from the fact that hgg < 8y, when
photon wave vectors are neglected.
One may use (2.34) to demonstrate the renormalization

of the periodic crystal potential. In the case of normal
momentum Bloch functions, the components of the
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periodic potential can be written as!!

V&= EAk=0)¢2(—G)¢Z(0) . (2.35)
n

Postulating the same relation for the renormalized quan-

tities, for the component of the renormalized pseudopo-

tential one obtains

V&= E,(0)¢RB(—G)¢RB(0) . (2.36)
Using (2.34) and

S U (0)E,(0)U,,(0)=(Uh, U,

=[h(0)],p » (2.37)

one finds
VE=Y9%+ S [8h(0)],,-¢5 (—G)$E.(0) , (2.382)
where

[84(0)], =hpy(0)—E20)8,, . (2.38b)

The transformation U affects all other electronic cou-
plings such as the Coulomb coupling and the coupling to
phonons. For example, writing the bare Coulomb cou-
pling in the form

H)= 3 %BBB'B")chefepep:
BBB"'B"

(2.39)

one finds from (2.20) that the renormalized Coulomb cou-
pling becomes

v (BB:BUBNI): 2 Uﬁ'}» UB'K'UO( kk'l”)\rll,)Ul"B/IUI’NIﬁIH
AR

(2.40a)
and

H.= 3 v(BBB'B"ICICECyHCpn . (2.40b)

BBB'B"

Some consequences of (2.40) were investigated in Ref. 3.
The main conclusion is that the charge of the Bloch elec-
tron which is concentrated at a point is transformed into
a charge cloud that can couple to itself. The overall
effectiveness of the Coulomb coupling is reduced, result-
ing for example in lower excitonic binding energies. Re-
normalized electron-phonon coupling will be discussed
elsewhere.

The transformations 7" and U deal with the quantum
kinematics of the electron-field coupling problem. The
dynamics of the problem is determined by the Heisenberg
equations of motion for the renormalized operators.
These equations of motion determine the deviations of
the system relative to a fixed set of coherent-field modes.
The equations further demonstrate that the renormalized
energies Eg are the actual single-particle excitation ener-
gies in coherent fields. For instance, taking just the cou-
pling given by H;, one finds
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., d *
i, |a,=hoa,+ Bzﬁ G5sCiCy (2.41a)
., d _ . 4
zﬁz——Eﬁ Cp= %(Ggﬂa“+6’§ﬂa#)cﬁ . (2.41b)
I
In the interaction representation,
av(,t)_.e’i‘”V’a (1,
Calt)—e “8 My, (2.42)
and the equations of motion become
. d ot i(fuw +Eg—Ep)t/# =t
th;t—av=co ae 4+ %e TR GEEC;ECBI ,
(2.43a)
= i(Eg—E g —#iw )t /i
L Cy= 3, (Gl F TR
uB
+Glge TR TRN Ay 1y (2.43b)

If the mode v is not included in the reference set (or if it
is not coherent at all), then a,=0 and (2.41a) and (2.43a)
are identical in form to the equations of motion without
the renormalization. Equation (2.43a) shows that, as far
as a probe field is concerned, spectral resonances are at
the renormalized energy differences. This is essentially
an operational definition of the energy difference between
two distinct states. Ep’s are therefore the actual single-
particle energies in the presence of a coherent field. They
differ from quasienergies obtained in classical treatments
of the electromagnetic field.*> We emphasize again that
the coherent-field renormalization differs fundamentally
from the semiclassical theories of the electron-field cou-
pling. The coherent-field renormalization transforma-
tions are carried out at a fixed moment in time. One
deals with a Hamiltonian which is not explicitly time
dependent. The electromagnetic field is treated complete-
ly within the quantum-theoretical framework. The for-
malism is capable of handling partial coherence. The re-
sults we obtain and their interpretations are different
from those when the electromagnetic field is treated clas-
sically.

A, |2 |he|?
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III. RENORMALIZATION OF SIMPLE
BAND STRUCTURES

In this section we discuss the effects of the coherent-
field renormalization on two-band and four-band models.

A particularly simple form of the transformation U re-
sults when we consider a two-band model with a conduc-
tion and a valence band. We assume that g}z | >>|d 45|
and neglect the d coupling. We also assume that photon
wave vectors are negligible compared to electronic wave
vectors. One then has, for interband transitions,

gc"‘,’k;uk’ &Skk:(e.ﬂ#/mc‘)@#-l’c’u(k) N (3.la)

hey o =By (fi/m)K P (k) , (3.1b)
where

K =(2e/%c) 3, euﬂ#Rea (3.1¢)
For intraband transitions,

8nw =8ule A, /PR, ViEXN, n=c,v (3.2a)

Pisnie =S (EQy +K oV, ED ) (3.2b)

The matrix elements (3.1) and (3.2) do not couple
different electronic wave vectors. Therefore in the fol-
lowing, we will sometimes omit explicit references to k’s.
The form of Eq. (3.2a) follows from the fact that!?

(v)=m Ynklplnk)=#"'V,E?, . (3.3)
Consider now Z_(E). It is clear from (3.1), (3.2), and

(2.24b) that only even powers of h,, appear in the sum in
(2.24a):

Z (E)=h,+ (E —h,,) (E —h )E —h,) "

|hcv|2(E _—hcc)

=hCC+
[(E—h, NE —h,)— |hcu|2]

Replacing h . by h,, in (3.4b) yields Z,,(E). Using (2.25)

we obtain the eigenvalue equation
(E —h, NE —h,)—2|h,|>=0, (3.5)

which has solutions

Z, (E)=h,+ L LA
e “ (E—hy,) (E—hy,)XE—h,)
h 6
+ | §”| 5 (3.42)
(E—h,)(E—h,)
Regrouping,
Ihcu|4
(E —h, )HE —h,,)?
(3.4b)
T
='%'(hcc+huv ):tz[(hcc uv )2+8|hc012]1/2 . (36)
Define
ex="(he —hy, )+ [(hee —h,, ) *+8|h., 1’12 3.7)
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The renormalized conduction- and valence-band energies
are given by

E.=h,+e. /2,
Euzhvv _ek/2 .

(3.8a)
(3.8b)

The same solutions are obtained from E =Z, (E).
For convenience, let us also define the quantities

#Qp=2V2|h,, | =4V2(e/mc) 2.)4 ¢, P,Rea,|,

(3.9a)

W, =KV EXQ =(2e/c#i) 3, A (Rea, )8, Vi ESy .
u

(3.9b)

Qp; is similar to a Rabi frequency.!® It is slightly different
from the usual definition of a Rabi frequency in that P,
appears in (3.9a) instead of a genuine dipole moment, and
there is a phase factor cos¢, coming from Rea, for each
coherent mode in the reference set. With the definitions
(3.92) and (3.9b), ¢, E., and E, can be written in more
explicit forms:

_(E —Euk+8Wk SW. k)
+UE& —ES +8W —8W,, )
=LEY +E) W,  +8W,,)
+%[(Eck~Evk+8ch—8Wuk)2+ﬁZQ}5]1/2 ,

+#0%1%, (3.10a)

E

ck

(3.10b)
k= HEY +EN +8W  +8W,,)
_%[(Eck—Evk+8ch——8Wuk)2+ﬁ2‘Q‘i‘]l/2 .
(3.10¢)

Next, consider Z_,(E) in order to determine the matrix
elements of U. From (2.24a), (2.24b), and (3.1), one has
(for a given electronic wave vector)

ch—h h hvchcu
(E h,(E —h,.)
hCUhUL‘hCl)hDCh
(E —hw) (E —h,, )2
© |hcv|2n
=h,, . (3.11)
neo (E—h, ) (E —h,)"
Thus,
h,(E—h, XE—h,)
Z,(E)= (3.12)

[(E —he XE —hy,) = |k |?]

Z,.(E) is obtained by replacing h, with h,=h} in
(3.12). Because E, and E, satisfy (3.5),

Z.(E,)= (E,—h, NE,—h,,) , (3.13a)

ll2
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*

h;
ZUL‘(E )_ (EU_hCC )(ED—_hUU) *

|hw| (3.13b)
Using (3.8), these equations can be rewritten as
4h,ex
Z,(E )= 202 ——(E,—h,), (3.14a)
Z(E,)=— o p (3.14b)
v Ry v e

One sees from (3.14) and (2.29b) that the normalization
constants for the conduction and valence bands are iden-
tical:

Qg

nk=m . (3.15)
Define

A= ‘:’2}”22‘ (3.16)
From (2.30), the matrix elements of U are given by

Vo=t Vo™ (3.17)

U =—Mmri> Uy =1 -
Note that

M1+ A1) = (3.18)

and U is properly unitary. We may now write the trans-
formation (2.20) as

Co=mlcxtAreui) »

(3.19a)
Co=md —Ageateu) -
Conversely,
Cx=T (Cc —A Cv ),
kT Ml Cex ™ AxCuk (3.19b)
Cukznk(kltcck+cvk) .
The renormalized Bloch functions are given by
Pacx) =M Ya(x) + AL (x)]
(3.20)

YRB(x)=n [ — M YE(x)+ B (x)] .

Let us go back to the renormalized energies. It is clear
from (3.10) that the effects of the renormalization vary as
one moves to different regions of the BZ. Let Ec(f , near
the center of the BZ be given by

21,2
Ecok—-z— jko ’
m
. ”2 . 3.21)
G f#k
By =2 2K
2 2m,
Define also
mPm?
mcu OU CO ) (3223.)
m,—m
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mymg

m,=—0:——6 . (3.22b)
mU mC

From (3.10), the renormalized energies in the vicinity of
k=0 are given by'*

2.2 #k-K
E, (="K B2
cv 2mCU
212 ﬁzk‘K 21172
+1 oy + |EQ+ AKX BT
2 2m, m,
(3.23)

Let us estimate the size of the various terms in (3.23).
For this purpose let us assume that only one mode desig-
nated by =0 is coherent. For practical semiconductors
like the ITI-V compounds, typical parametric values are

[P, |/%i~2X10  cm™!, E&~1eV, m2~0.1m .
(3.24a)

These numbers are chosen so that they are consistent
with the approximate f-sum rule for the two-band model:

7P, |° 3

mES T 2 aK? E, . (3.25)
Let
fiog~1 eV, ny~4, No/Vy~108 cm™3. (3.24)
This photon density corresponds to an intensity
Iy=%wyc(ny) INgV 5!l ~10° W/cm? . (3.24")

For these numbers, one finds from (3.1c) and (3.9a) that

8elP,| [ #HN, |'?
#Qp ~ i ~107'eV  (3.24")
m ooV o)
and
2me?N, |'7? s
K, |~2 |-—5—>| ~5x10°cm™!. (3.24"")
fingooVy,

Equation (3.24'"') shows that the energy shifts and the
changes in the density of states brought about by the re-
normalization are significant and experimentally observ-
able. The value of |K| is comparable to Fermi wave
vectors. Consider the Fermi wave vector for an electron
density N, ~10'® cm ™3 at zero temperature:

kp=(3m*N,)3~3X10°cm™! . (3.26)
This is only six times larger than |K|.

One can obtain the renormalized effective masses from
(3.23) by taking appropriate derivatives. Some care must
be shown in the definition of the renormalized effective
masses, since the renormalized bands -are not parabolic.
Near the BZ center we define the effective mass in the ith
direction as
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m,’,'}=ﬁ‘£im (3.27)

o’E, |7
—0

ok’

Consequently the sign of the renormalized effective mass
can be positive or negative according to this definition,
although the unrenormalized masses m? and m? are posi-
tive quantities. From (3.23) one obtains

o ﬁz 2
ml,’,';- = 2n‘lw el L 2m,lj;8 2—1/72) ],
(3.28a)
where
[1 if n=c

=11 ifn=v (3.28b)
and

yp=[1+(#Qz/E2)*]'/% . (3.28¢)

If thfz,» /2m,~E2, for example for extremely narrow
band gaps, then the renormalized effective masses become
directional. The increased inertia induced by y is par-
tially compensated by the K ;; term. If #°K}; /2m, <<E¢,
then the effective masses are isotropic and one can omit
the subscript i:

2mOm2
mpm——e W E (3.29a)
mv+mc+(mv—m0)}’E
2m2m?
mp= e VE (3.29b)
[_(mv+mc)+(mu_mc)yE]
If m2<<m, then
YE
* 0
mr=2m, Y— (3.30a)
YE
*~2m0 | ——— .
my, =zim. vp—1 (3.30b)
If mc°>>ml?, then
YE
O~ —2m? | ———— |, 3.
m, m, o— (3.31a)
YE
ml?:—Zml? m—l— (3.31b)
If m=m2=m?, then
mt=—mr=m% . (3.32)

Consider the band separation at k=0. This separation
need not be the actual band gap for the renormalized
bands, since the maximum and the minimum of the con-
duction and valence bands, respectively, need not be at
k=0. From (3.23),

E.(0)—E,(0)=E2vy . (3.33)

Thus, the band separation at the center of the BZ is in-
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creased by the coherent fields. K }00829 (m l?_ m co) 70y

Equations (3.30) and (3.31) show that the signs of the > o, 012 5 , (3.36)
curvatures of the renormalized bands may be changed 2m,Eg 2(m,m.) Eg
relative to their original signs if the two bands have vast- where 0 is the angle between k and K,. If (3.36) is

ly different effective masses. The unrenormalized band
curvatures are, from (3.21), m?>0 and —m2<0. Ac-
cording to (3.30), if mf << mf, then the renormalized
band curvatures are both positive near k=0 (in the plane
perpendicular to K,). This implies a coherent-field-
induced depression in the band around k 0, as illustrat-
ed in Fig. 1(a). Conversely, if m2>>m0, then according
to (3.31) a hill forms in the renormahzed conductlon band
near k=0 in the plane perpendicular to K, as shown in
Fig. 1(b). If the bare bands are symmetric, the renormal-
ized bands remain symmetric, although the renormalized
effective mass increases as indicated in (3.33).

More quantitatively, the extrema of E., can be ob-
tained from (3.23) by setting 0E . , /9k; =0:

22 #K ok
Jop R L ek
(ki +K ) i s
i fi > 21172
ﬁ2k2 'K,k
7O+ |Eg+—— o T
(m)—mQ) |
+0’n('n—om =0. (334)
The first factor yields the solution

The second factor in (3.34) yields a solution only if

(b)

FIG. 1. Indirect-gap formations.

satisfied, then there are two more extrema for each band:

k(") =—K cos6+ |K}cos0

(m9—m0) 172

0)1/2

70
Eg

" 2>m2m

(3.37)

If (3.36) is not satisfied, there is only one solution given
by (3.35), where E_ is minimum and E, is maximum. If
(3.36) is satisfied, E, has a local maximum at k— —K r
and E, a local minimum. E_ is minimum at kl » E, is
maximum at k‘,”ﬁ Thus, whenever (3.36) is satisfied, the
renormalized band structure has an indirect band gap.

If m2=m%=m?, then

271172

277k K,

mO

#Q32 +

21,2
E,(k)=2 B+ 7K
m

(3.38)
The gap is direct, but the band edge has moved from

k=0 to k= —K, where the gap is given by
2re 2172
E(—K,;)—E,(—K,)= |#Q}+ |[E3——
m
(3.39)

We can express K, in terms of #Q; when there is just
one coherent mode:

K. — mQg
f 2‘/511)00 l ) (3.403)
which implies
ﬁzK} =~1— hQE szG
m°ES 8 | E m°p, |?
1 | AQg
24 Eg (3.40b)

The second step of (3.40b) follows from the f-sum rule

(3.25). One can thus rewrite (3.39) in the form
E.(—K;)—E,(—K;)=Eg 1+T2— E9
) 7 471172
576 | EQ

(3.41)

Near the boundaries of the BZ, typically kK ~10% cm ™.
Comparing this with (3.24”"""), one sees that K ; <<k and
K, V,E)k)

~E)k+K;)—EJk) . (3.42a)
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Thus, near the BZ boundaries (or more generally, when-
ever k >>K ), one can set

Ed +8W,  ~EXk+K,) . (3.42b)
The renormalized energies become
E,,(k)=1[EXk+K,)+EXk+K,)]
+H{[EAk+K,)—EXk+K) P +#0%}172 .
(3.43)

Equation (3.23) and the equations following it are valid
if |g£|>>|d,,|. For a single coherent mode, this implies
that

N n3wilP,,|?
R (3.44a)
Vol 8me“hi
which for the example of (3.24) becomes
2 «2x10® em™3, I,<<2X10™ W/cm?. (3.44b)

’ Vol

Thus, for most practical intensities, the approximation
stated at the beginning of the section is quite reasonable.
In useful semiconductors like the III-V compounds,
there is more than one valence band. Typically there are
three degenerate valence bands, if the spin-orbit cou-
plings are neglected. The spin-orbit coupling separates
and lowers one of these bands. Therefore a more realistic
band structure is the following four-band model. Sup-
pose that there are three valence bands and one conduc-
tion band which are coupled by the interband momentum

matrix elements P, , v;=1,2,3. We allow these matrix
elements to be distinct. We also let P, , =0. The matrix
ivj

elements hgg take the form

s =i ”Kfp (), (3.452)
Pnie =8 EQy +K Vi ER ), n=¢,01,05,05 .
(3.45b)
Consider Z_ (E). From (2.24),
w;w;
Z,=h,+ §wi+ 2, rhf)
+ 3 (3.46)
il (E— hcc)
where
A, 12
=g (=13 (3.46b)
Thus,
(E—h,) [zw ]
Z. (E)=h,,+ (3.47)
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The eigenvalue equation becomes
E—h, =23 w; . (3.48a)
More explicitly,
(E— hcc)II(E hy, )—22 Ihcv I>TI(E — hy,)
i#j
(3.48b)

This is a biquadratic equation and can be solved exact-
ly.” Rather than dealing with the complicated exact
solutions, let us consider a few special cases.

Case 1. Let hvivi=0 (that is, the three valence bands

are degenerate with infinite effective mass). Equation
(3.48b) yields
E*(E(E —h,)—23 |h,, |? (3.49)
i

Two of the renormalized bands remain degenerate:

b, =0 - (3.50a)
Setting
E’~h, E—23 |h,|*=0, 3.51)
one finds l
E, =1h,—1 [Ihw|2+82 lhey 2 ]“2 , (3.50)
i
E.=Lh + (3.50")

L [|h“|2+82 lhey |2 ]‘/2 .

Thus, one of the valence bands is no longer degenerate.
It now has a finite effective mass. This is illustrated in
Fig. 2(a). Clearly, the total density of states per unit en-

(b)

FIG. 2. Removal of degeneracies by the coherent-field renor-
malization.
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ergy for the valence bands has been decreased. Let Ev3 h, 403 +A', A << |h,, vy |. Then,
Case 2. Let hulv‘=hu2 0, =0, h, 03-7&0. Equation
(3.48b) yields Bo o, e I
B oy ™ Thch, o 2, 2 P+ Ty 1]
E[E(E—h, NE —_h"s"s)—-2|h“”x |2 E ——hv303) cevgvy Toay vy <y
—2|hcu2|2(E~—hu3va)—2|hcv3]2E]=0. (3.52) (3-33¢)
Suppose |h, , | <h, and hy,u, <0. We solve the second  Finally, let E, =A", where |A"| <<h,,, |h, , |. Then,
factor of (3.52) approximately. One solution for the
valence bands is . "3”3( lhcvl 12+ Ihw2|2) 530
By =0 (3:938) " <hcchU3U3—2|hcv3|2> '
Let E,=h, +A, where A <<h_.. Then,
2| 2 Thus, the degeneracy is completely removed. This is il-
2 @3 lustrated in Fig. 2(b).
E.~h,+-"(lh, |*+|h, |’ )+ ——— . ((3.53b) U8 g
¢ hg, g Cvxl | C"zl ) (hee—hy ) ( ) Consider the matrix elements of U. From (2.34),
J
hUiChCUj h hCUIhU[ChCU +
Z”i”j(E)— (E —h.) z (E —h,, (E hv o NE —h,)
w
— h”ichc"j 1+ [E I] [Elwl]
(E—h) (E—h,) (E—h,)?
h iChCU~
_ i ] (3.54)
{E -hcc - 2 w; }
1
More explicitly,
o [ 115
Z, (E)= . (3.55)
v;; {(E_hcc)n “1”1 — [|hcvl|2H(E h”k”k)] }
k-l
Using the eigenvalue equation (3.48b), one finds
CU H i ”I”l
Z,,(E, )= . (3.56)
ot o 2 [lhcvli2 H (E Uk”k) ]
k1
The normalization constant My, is given by
-1/2
lhe, 1> 3 1he, 12 [II (E,,~h,,,) ]2
katd I#j
n, = |1+ ’ . (3.57)
PR E
I k1
Thus, for i =},
Upo, =My, - , (3.58a)
For i,
nv hl) ChCU H (E U]U[)
U = L I#j ] (3.58b)
TR T A ] |
1 k#l

Similarly,
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hoo(E ~he )T (E ~h, )
= J , 3.59
Z,(E) [(E—h“)[[ (E—~h, ,)— 3 {|hw‘1z II(E—h,, )} ] (3.59a)
N JJ N Jj . k“k
j j k#j
—1/2
2 |hcvi|2 [H (Ec——hvjvj) ]2
= 1+ —= / , (3.59b)
K [2 [lhcw!zH(Ec—hvkvk)]]z
j Tk
Ue=mn., (3.59¢)

and
nChCUi H (EC —hl)ll)l)

U, = L (3.59d)
[; [|hcuj|2,L[j(Ec—hvkvk)]]
The degenerate states are significantly mixed. For ex-
ample, set h”ivi =0. Then, for iF},
U nvihvichcvj (3 60 )
=_—, .60a
;) ( 2 Ihw[|2)
!
where
[ 2 Ihcv, |2 }
= : (3.60b)

P [ [§ |hcu,|2]2+|hw,|22 |hwj|2}1/z .

i
Interestingly, if IhC,,iI is the same for all i, then the above
quantities in (3.60a) and (3.60b) are independent of IthI:

m = U = (3.61)
On the other hand,
3, P 172
T B, |
, 12 (3.62)
U= |t

i 3E2+9lh, |?

Recalling that A, <K 7" Poy,» one sees from the results

above that the amount of the degeneracy breaking, as
well as the separations induced between two distinct
bands, depends on the polarization directions of the
coherent modes. hwi can be made quite small or be made

to vanish by altering the polarization directions relative
to the crystal axes. This in turn affects the mixing of the
valence bands (via their coupling to the conduction
band), hence the coherent-field-induced separations of the
bands.

The preceding calculations and results are completely
analogous to those in Kane’s band theory.® The only
difference is in the coupling coefficients. In Kane’s
theory the coupling coefficients between different bands

arise from k-p and spin-orbit coupling. In our problem
the coupling coefficients depend on the coherent mode
amplitudes and polarization directions. One can there-
fore adapt many of the results of the k-p method to the
coherent-field renormalization.

An important conclusion of the preceding calculation
is that the renormalization effects depend on the ratio
(#Q /EQ); they do not depend on the detuning between
the band gap and the frequency of a reference mode.
This is completely different from the result which would
be obtained from the classical treatment of the elec-
tromagnetic field. In semiclassical theories, the quasien-
ergies depend on the detunings between the mode fre-
quencies and the Bloch-electron transition frequencies.’
We may say that the coherent-field renormalization is an
infinitely-many-photon-transition process, since by sum-
ming the Z matrices to all orders, we take into account
all possible virtual transitions. Therefore the renormal-
ization effects do not depend on the resonance properties
of a crystal.

IV. CONCLUDING REMARKS

Our estimates with the parameter values given in (3.24)
indicate that the effects of the coherent-field renormaliza-
tion on simple band structures can be substantial and ob-
servable in the excite-probe experiments of the type per-
formed by Mysyrowicz et al.¥® When an intense
coherent excitation pulse overlaps with a weak probe
pulse, the probe pulse detects the electronic energies
which are renormalized by the excitation pulse. Also, as
we saw above, the renormalization effects involve the ra-
tio (AQ g /EJ). Thus, the renormalization effects can be
enhanced either by increasing coherent-field intensities,
or by decreasing band gaps. Consequently, one would ex-
pect the renormalization effects to be much more readily
observable in narrow-gap crystals for a given coherent-
field intensity.

As we mentioned earlier, the coherent-field renormal-
ization significantly affects the electronic coupling
coefficients with photons and phonons, which may also
be observable. These effects will be discussed in another
paper.

We expect the concept of the coherent-field-
renormalized Bloch electron to be particularly suited to
the analysis of the dynamics and statistics of semiconduc-
tor lasers in which one or more intense coherent modes
are built up. If the dynamics of an electron population in
a semiconductor laser is formulated in terms of the renor-



10230

malized electrons, various coefficients such as the rates
for Auger processes, exciton formation, diffusion, etc., be-
come dependent on the intensities and the phases of the.
coherent modes in the reference set. Such a formulation
would be particularly useful for the study of fluctuations.
Of course, the numerical accuracy of the new picture de-
pends on the accuracy of the matrix elements of U. As
we showed in the preceding discussion, with reasonable
assumptions, one can evaluate these matrix elements ex-
actly for simple band structures. For more complicated

AHMET ELCI 40

bands, one can adopt various numerical methods
developed in standard band-structure calculations.
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