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The absorption spectra of amorphous semiconductors become
shifted toward lower energies at elevated temperatures (the
temperature effect). To explain this phenomenon, we, making use
of the Kubo-Greenwood formula and following the Mott—Davis
method, have derived new relations for the absorption coefficient
which contain only one temperature-dependent parameter, the
width of the mobility gap. The formulas obtained have well
described the temperature effect in amorphous semiconductors
observed in experiment.

The absorption coefficient is known to be the key
parameter which governs the optical properties of
amorphous semiconductors. The absorption spectra
of the latter become shifted as a whole, when
the temperature changes. Accordingly, the absorption
coefficient of such semiconductors and the optical
parameters of devices fabricated on their basis also
change. This phenomenon is called the temperature
effect in absorption spectra. However, any formula,
which could describe it, has not been derived yet.
In this work, we have derived, making use of the
Kubo-Greenwood formula and following the Mott—
Davis approximation method [1,2], new formulas which
describe the spectral characteristics of the photon
absorption coefficient, provided that the energy of an
absorbed photon is lower than the width of the mobility
gap (the energy gap) E,, and explain the temperature
effect.

In the range, where the Urbach rule is obeyed, the
spectrum of absorption coefficient can be written down
in the form

o = agexp (ZWU) , (1)

where Fy is the parameter called the Urbach energy.
At temperatures T < 550 K, the value of FEy
does not depend on the temperature [1, 3]. Making
use of formula (1), one cannot even evaluate the
temperature dependence of the absorption coefficient.
Hence, it is evident that formula (1) cannot explain
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the temperature effect in absorption spectra. In works
[1,2], taking advantage of the Kubo—Greenwood formula
and following the Mott—Davis approximation method,
expressions for the exponential section in the spectral
dependence of the optical absorption coefficient were
obtained. However, they also turned out incapable of
describing the experimental results for the temperature
dependence of the absorption coefficient in amorphous
semiconductors (in Fig. 1, an example for amorphous
AsySes [1] is demonstrated). Therefore, we consider
the continuation of researches in this direction to be
expedient.

The Kubo-Greenwood formula for the Mott-Davis
approximation method can be written down in the form

de

a=A / 99 (e +h)[f(€) ~ fle+h)l s (2)

Eo—hw

where A is the proportionality factor that is independent
of the absorbed photon frequency, ¢ (¢) is the initial and
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Fig. 1. Optical absorption spectra of amorphous AszSes at various
temperatures "= —196 (1), 24 (2), and 80 °C (38) [1]
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g (e + hw) the final state of electrons participating
in transitions with the absorption of a photon with
the energy hw, €y is the highest energy of electrons
that participate in optical transitions, and f(¢) and
f(e + hw) are the Fermi-Dirac distributions. Numerical
calculations showed, that formula (2) can be rewritten
in the form

&0

a=A / 9069 (c + ) o= (3)

Eo—hw

Calculations carried out for the quantity a by those
formulas give identical results, if the absorbed photon
energy is more than 0.2 eV.

One can see that, in order to obtain analytical
expressions, one has to know the densities of electrons
participating in optical transitions in the initial and
final states. Therefore, basing on the results of works
[4-6], we assume that the distributions of the electron
density of states in the valence and conduction bands
are linear, parabolic, or constant. At the same time, the
dependences of the localized electron states in the “tails”
of those bands are supposed exponential. Therefore, the
distribution of the electron density of states looks like

10 =N e (55 (@)

in the valence band (ey > €) and

00 =N (3 )

in the conduction one (¢ > ¢¢). Here, N(ey) and N(e¢)
are the effective values for the electron density of states
in the valence and conduction bands, respectively; ey
and ec are the edges of the valence and conduction
bands, respectively; and the power exponent n = 0, 1/2,
or 1, depending on the distribution model. In the valence
band tail, i.e. at ey < € < &g,

g(e) =N(ev)exp(—pr(e —ev)), (6)

and, in the conduction band tail, i.e. at g9 < & < g¢,

g(e) = N(ec)exp (B2 (e —e0))- (7)

Here, ¢ is the energy coordinate of the intersection point
of the valence and conduction band tails; and 8; and
(B> are the parameters that determine the slopes of the
electron distribution tails in the valence and conduction
bands, respectively.
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Basing on the results of work [7] and accounting
the independence of partial values of the absorption
coefficient for different electron transitions, we did not
take into consideration those electron transitions which
involve the electron states associated with defects or
impurity centers. Therefore, if the effective values of the
electron density of states in the allowed bands are equal,
i.e. N(ev) = N (e¢), the following expressions can be
obtained for e¢:

E E
€c — g9 = 51 g ﬂQ g

B+ B2’ T B+ ®

It is known that, in amorphous semiconductors, 1 <
B2 [8], and the type of electron transitions induced by
optical absorption depends on the energy of photons.
Therefore, let us consider the following ranges of the
absorbed photon energy and the corresponding electron
transitions:

— Range 1: 0 < fw < ¢ — €. The transitions occur only
between the localized states in the tails of the allowed
bands.

—Range 2: ec —¢p < hw < g9 —ey. The transitions occur
between the localized states in the valence band tail and
the conduction band states.

To obtain an analytical expression, the integral in
formula (3) should be decomposed into components
corresponding to the electron transitions specified above.
As a result, we obtain

Eo —Ev

7 de
a=4 [ g+ h)p
eo—hw
€0 d
e
—4 [ gege+ho)i
Ec—hw
Ec—hw
de
+A g(e)gle + hw)a ==qa1 + s (9)
E0—hw

— Range 3: e¢g —e¢c £ hw < e¢ —ev = E, The
transitions occur between the localized states in the
valence band tail and the conduction band states, and
between the valence band states and the states in the
conduction band tail. In this range, integral (3) has three
components, in accordance with the aforesaid. We can
write down

a=a [ g+ o)y -

go0—hw
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€0 chhw
de de
A / g(a)g(s+hw)a+A / g(e)g(s—i—hw)a—l-
ec—hw ey
7 de
+A / g(s)g(s—i—ﬁw)% =a1 + az + as. (10)

EF—hw

Using these formulas, we obtained analytical solutions
in the cases where the electron densities of states in
the allowed bands are described by the power-law
dependences with the exponents n = 1 and 0. A
comparison of the spectra obtained by those formulas
and the data of numerical calculations of the spectrum
in the case of the parabolic dependence of the density
of states in the allowed bands, i.e. for n = 1/2, showed,
that the results do not differ in effect. Therefore, we
present only the formulas for the spectral dependence
of the optical absorption coefficient obtained in the case
n=1:

Tn range 1:

o= 422 (5 526—2)6(160 —¢c0)) exp (B (;Lw —Ey))

x (exp (B2 — f1) hw) — 1) (11)
Tn range 2:

o — % 1- eXP((ﬁﬁlQ—_ﬁﬂzl) (ec—¢0)) exp (B (hw—E,)) .

(12)

A 1 1
Qg = Ww((EQ+ﬁ1> — ((60 —Ev)-‘ra +hw) X

x exp (01 (ec —e0 — hw))) X

x exp(B1 (hw — Eg)). (13)
And, in range 3, we have
e (B (e~ By))
' (B2 — B) hw
x (1 —exp ((B2 — B1) (hw — Ey)))., (14)
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— (80 —ey + % + hw) exp(fi(ec —eo — hw))), (15)

exp (B2 = 1) (hw — E,)) exp (i (o ~ Ey))
EyB1hw

x((Eg—l—ﬂll)—(sc—ao—&—ﬁll—i—hw)x

x exp (01 (g0 — ey — hw)))

a3:A

(16)

The calculations by those expressions demonstrated that
the Urbach rule is satisfied for all the ranges of the
absorption spectrum indicated above (Fig. 2).

One can see that the proportionality factor A
is constant and does not influence the spectrum
shape. Therefore, by confronting the spectral absorption
characteristics in formulas (11)—(16) with expression (8),
it is evident that only two fitting parameters governing
the spectral shape remain in them. These are the
parameters 31 and (s, and, as was shown in work [9],
they do not depend on the temperature at T < 600 K.
Moreover, since calculations are carried out for a specific
amorphous semiconductor, the quantity F, has a specific
value. Then, the formulas concerned include only a single
parameter depending on the temperature: it is the width
of the mobility gap. This dependence can be written
down in the form
Ey(T) = E,4(0) = 0T, (17)
where 0 is the temperature coefficient of the mobility
gap width.

Figure 3 demonstrates the wvariations occurring
in the absorption coefficient spectra with increasing
temperature, which were calculated in this work. One
can see that the temperature growth gives rise to a
parallel shift of the spectral dependence of the absorption
coefficient toward the range of low-energy photons.
However, this effect is observed only for specimens, for
which 81 < . If the condition By > [ is fulfilled
for amorphous semiconductors under investigation, the
types of electron transitions in spectral range 2 change,
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hw, eV
Fig. 2. Partial spectral characteristics of amorphous
semiconductors calculated for different types of electron

transitions: (a) between the conduction band tails, (b) from
the valence band tail into the conduction band, and (¢) from
the valence band into the conduction band tail. The calculation
parameters are ec —eg = 0.7 eV, E; = 1.8 eV, 1 = 16 eVl
and B2 = 25 eV~L. Spectral ranges: (1) 0 < hw < ¢ — €o, (2)
ec—eo < hw<eg—ey,and (8) eg —ec < hw <ec —ey = By

-1
o, cm

R
3=
4-

0.8

hw, eV

Fig. 3. Spectral dependences of the optical absorption coefficient
calculated for amorphous hydrogenated silicon (a-Si:H). The
calculation parameters are § ~ 5 x 1074 eV /K, E4(T = 300K) =
1.8 eV, f1 = 16 eV™1, and B2 = 25 eV~!. The temperature
T = 200 (1), 300 (2), and 400 K (3). Points 4 correspond to
experimental data
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but the analytical solutions obtained for them following
the method described above do not differ from Egs. (11)—
(16).

To summarize, we have studied the spectral
dependences of the absorption coefficient in amorphous
semiconductors, the spectra of which satisfy the
Urbach rule. Three ranges were distinguished in the
spectrum, each of the ranges being related to the
absorbed photon energy and characterized by the
corresponding types of optical electron transitions.
New formulas for the spectral dependence of the
absorption coefficient have been obtained. The Urbach
rule was shown to be obeyed in those ranges by all
partial absorption coefficients associated with different
types of electron transitions. It was also demonstrated
that the spectra of the total absorption coefficient,
which were obtained in this work, can explain the
experimentally observed parallel shift of the spectra
with temperature variation, i.e. the temperature effect,
in amorphous semiconductors [1, 3]. The results of
this work can be used for other semiconductors, the
absorption coefficient spectra of which satisfy the
Urbach rule.
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TEMIIEPATYPHUI EQ®EKT VY CIIEKTPAX ITOIJIMHAHHS
AMOP®HNIX HAIIIBITPOBIAHUKIB

C. Batinob6idinos, P.I'. Ixkpamos, M.A. Hypimdinosa,
P.M. >Kananos

Pesmowme

B amopdHux HamiBOpOBiAHMKAX 3 MiJBUIIEHHSM TEMIEPATYPU
CIIEKTPH IIOIVIMHAHHS 1apaJjieJIbHO 3CYBalOThCA B OIK MaJIUX eHep-
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rii (remmeparypuuit edexr). s MOSCHEHHS NIHOTO SIBHUINA 33
nonomororo dpopmysin Ky6o—I'piaByna merogom desica—Morra 6y-
JIO OTPUMAHO HOBI CITiBBITHOIIEHHS JJIs1 KOedillieHTa ITOrIMHAHHS,
B SKHX TiJIbKA OJUH IIapaMeTp — IIUPUHA MIJIMHU PYXJIUBOCTI —
3aj1eKuTh Bij Temneparypu. Ilokazano, mo ui gpopMmysiu MOXKyYTb
MOSICHUTH TeMIlepaTypHuil epbekT B aMOpdHUX HAIIBIPOBIIHUKAX,

SKHI CIIOCTEPIra€ThCA B €KCIIEPUMEHTI.
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