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Abstract

The electrical conductivity of n-type silicon depends on the doping concentration and tem-
perature where ionized impurity scattering and acoustical phonon scattering are the dominant
scattering mechanisms. In this work, it is seen that the electrical conductivity of n-type sili-
con increases as the electron concentration increases e.i., when there are more ionized impurity
there are more scattering from straight line path, so this reduces mobility. The expressions for
computing conductivity as a function of dopant density and temperature has been formulated
for n-type silicon. The electrical conductivity of n-type silicon was calculated numerically by
appropriately combining ionized impurity and acoustical phonon scattering and the result we
got are in agreement with those in the literature. The calculation cover at various ranges of
dopant densities and temperatures. As the data of numerical computation show, as temperature
increases both mobility and conductivity increase where as relaxation time decreases. More-
over, as the dopant density increases, both relaxation time and conductivity increase where as

mobility decreases.
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Chapter 1

Introduction

Semiconductors are materials at the heart of many electronic devices, such as transistors,
switches, diodes, photovoltaic cells, etc. Its a material that has a conductance value between
that of an insulators and conductors. In addition, their resistance between them. They are only
different from insulators because of conduction brought about by thermally generated charge
carries (extrinsic conduction) called dopants in semiconductor devices only extrinsic conduction
is desirable, the charge carries are electrons and holes. By adding the right kind of dopants
it is possible to make semiconductor materials, n-type materials and p-type materials. If such
impurities contribute a significant fraction of the conduction band electrons and /or valance
band holes, one speaks of an extrinsic semiconductors. Silicon is widely used now a day with
several applications in light emitting diodes, semiconductor lasers, microwaves lasers, and others
specialized areas [1-2].

The conductivity of electrons is the most important parameter for characterizing the trans-
port characteristics in the semiconductor devices. A great deal of attention has been paid to
this parameter and many considerable efforts have also been focused on theoretical models of
carrier mobility in semiconductor. The success of this models largely depends on the proper
formulation of different type of scattering mechanisms and one must know which type of scat-
tering mechanisms are predominant in a particular material under the prevalent condition of
temperature and carrier concentration. In n-type Silicon, the important scattering mechanisms

for electrons are mainly due to acoustical phonon and ionized impurity scattering.



The electron conductivity strongly depends on the value electron drift mobility as a function
of temperature and electron concentration. At high temperature, the deformation potential
acoustic phonon scattering is the dominant scattering source for n-type semiconductor (silicon),

while ionized impurity scattering becomes important when dopant density exceeds 10'® ¢m™3

[1-2,3].

Measurements of conductivity in n-type silicon have been reported by previous investiga-
tors. Irvin [4] first showed complete conductivity versus dopant density curves for both n- and
p-type silicon at 300 K, using mostly previously published data. Recently, Mousty et al.[5] re-
ported the conductivity versus phosphorus density in n-type silicon. The electrical properties of
heavily-doped silicon were also reported by Chapman et al.[6]. Most of these efforts focused on
conductivity measurements near room temperature. A theoretical analysis of the conductivity
as a function of dopant density for n-type silicon has been reported by Norton et al.[7] and
Rode[8]; their calculations of conductivity were also confined to room temperature.

In this work, we have extended the theoretical calculations to illustrate the variation of
conductivity with electron concentration and temperature in n-type silicon for various ranges of
doping density Np and temperature T. In the derivation of ionized impurity scattering mobility
in n-type Si, I have used Brooks-Herring model which is based on the quantum mechanical
treatment and is fundamentally much more accurate than Conwell-Weisskopf model and also,
the screened Coulomb potential is used in the Hamiltonian. It can be shown that for dopant
density exceeds Np < 10¥m =3 it is important to include electron scattering by acoustic phonon
impurities. Therefore, I have used the deformation potential theory proposed by Bardeen and
Shockley which is based on the energy change of an electron due to lattice deformation to drive
an expression for acoustical phonon scattering mobility. The relaxation time approximation
approach is used in this thesis, to investigate conductivity characteristics of electrons taking in
to account elastic mechanism types. We carried out simulation of total electron conductivity

calculating numerically as a function of temperature and electron concentration.



This dissertation is organized as the following five chapters: In Chapter 2, the constant energy
surfaces of conduction energy band structure and the quantum density of states on n-type silicon
is predicted briefly. In addition to this, the Boltzmann transport equation is solved using the
relaxation time approximation in quantum mechanical treatment. At the end of this chapter, the
general expression for mobility of scattering mechanisms that holds true for arbitrary degeneracy
(i.e., at arbitrary temperature and carrier concentration) of electron and the expression for
electrical conductivity in terms of total scattering mobilities are presented. In third chapter, the
expression for both scattering mechanisms that we use in chapter for simulations are discussed
briefly . The fourth chapter is result and discussion. Under this chapter the main findings of the
study are discussed. We use the expressions of total electron conductivity discussed in chapter
3 to compute the electrical conductivity in n-type silicon as a function of electron concentration
and temperatures. The fifth chapter is conclusion. In this part the main findings of the study

are explained briefly.



Chapter 2

Carrier Scattering Phenomena

In this chapter, we will derive the expressions for relaxation time 7 and differential scattering
cross-section ¢ in terms of scattering rate further be used to obtain electron mobility expression
in a given scattering mechanisms. Using quantum mechanical treatment and relaxation time
approximation, the Boltzmann transport equation (BTE) discussed in the first section. Using
the solution of BTE in the presence of applied electric field, relaxation time is expressed in terms

of the angle between scattering states.

2.1 Density of State in Doped N-Type Semiconductor

In doped semiconductor devices the description of carriers depends on a large number of param-
eters such as m*, impurity concentrations, dielectric constants and E,. The density of states
(DOS) describes the states of carriers in the bands and their dependence on energy [8]. Thus, we
shall define first the DOS in n-type silicon to find the general expression of electron concentration

n for both degenerate and non-degenerate semiconductor.

2.1.1 Constant Energy Surfaces And Density of States in N-Type
Silicon

The system under consideration is n-type silicon. There are six equivalent constant energy

ellipsoids for electron in silicon. These are six equivalents energy minimum along the six 100

directions [9-10]. The wave vector variation dK which is determined associated with energy

variation dE is integrated over the entire constant energy surface to obtain the volume of K-

space enclosed between two constant energy surfaces with energies between E and dE.



The constant energy surfaces are rotational ellipsoids and two of the main axis of the el-
lipsoid are identical(i.e. m, # m, =m,). The short and long axis are then denoted as the
transversal and the longitudinal axes, respectively. A relatively heavy mass is associated with
the longitudinal and transversal axis. If the mass are denoted as m; and m; for the longitudinal

and transversal, respectively, the DOS per unit energy can be expressed as

2mym?)V/

1/2
N(E)dE = ( 375 E'2dE (2.1)
™

as carriers require a volume of 472 in phase space.

Since the impurity distribution in an extrinsic semiconductor is not uniform, the statistical
average over the entire lattice of the density of the states function shows tailing into the energy
gap. Thus, the bands are no longer parabolic. The density of state function given by Eq.
doesnt incorporate the non-parabolicity effect. Therefore, the parabolic density function N(E)
is replaced by N(z) in accordance with Kane model [11]. To describe the macroscopic density of
state function, Kane assumed that if the variation in local electrostatic potential is sufficiently

slow, the average density of states function for conduction band is expressed as:-

N - R (22)
The variable v(z) in Eq. as forwarded by Kane is given by:-
1) == (= exp(-e)e 2.3
In Eq. the variable z implies the dimensionless energy expressed as:-
£ (2.4)

Z:ﬁ

where 0 is the standard deviation of a Gaussian distribution function for impurity potential

energy which is expressed as:-
2Nd)\q4
8me?

5= (S (2.5)

where € is the permittivity of silicon and A is screening length in Thomas-Fermi model, where a

higher carrier density requires the application of the Fermi-Dirac statistics.



The density of states function given by Eq.(2.2)) is so complicated that one cannot use it to
make any useful calculations. To avoid these complications, Slotboom [12] has suggested the

following approximation for ~(z):

1
v(2) = 2?1 — 8—2].F07’z > 0.601, vise — versa, E > 0.85 (2.6)
z

and

1
v(2) = 317 exp(—22)0.319 + 0.906 exp(22). Forz < 0.601. (2.7)
T

In heavily doped semiconductor one must integrate equations (2.6) and (2.7) to obtain the

electron concentration n .

2.1.2 Density of States Effective Mass

The electron density (number of electron per volume) in the conduction band is obtained by
integrating N(E)f(E)dE (density of states times probability of occupancy of states) from the
bottom to top of the conduction band,
n= N(E)f(E)dE (2.8)
E.
Here there are two important quantities introduced in the above expression: N(E) is the number
of states per unit energy per unit volume known as the density of states in the conduction band

given in Eq.({2.1)) and the function f(E) is the probability of an electronic state of energy E being

occupied by an electron and is given by the Fermi-Dirac distribution function [13]

1

1+ exp(52E)

f(E) (2.9)

The number of electron concentration n for both parabolic and non-parabolic band in degenerate
and non-degenerate semiconductor can be obtained by performing Eq.(2.8)).
If we suppose that £ — Er >> KT ( Parabolic Non-degenerate semiconductor), then Eq.(2.9)

can be approximated as
(£ — Er)

f(E) = exp(— KT ) (2.10)



Thus, we can replace the Fermi-Dirac distribution by the Boltzmann distribution under the
assumption that the number of electrons in the conduction band is far less than the number of
available states in this band. The number of mobile electron for non-degenerate semiconductor

can be obtained by performing the integration in Eq.(2.8), and is written as

—(FE - Ep)

o) (2.11)

n = N¢ exp(

where N = 2( %)3/ 2 is the effective density of states for the edges of conduction band.

For Parabolic Degenerate case;

(E — E)'?2dE
0= Ne / e (2.12)
Ec + exp KT )

Letting n = EK_B% and np = Ef;;f’c, Eq.(2.12)) can be written as

00 1/2d
n = Ne / T (2.13)
o 1+exp(F)

This can be reduced to

n = NCF1/2<T]F> (214)

where Fyo(nr) = foo _n'dn__ s the Fermi integral.

0 texp(Tt)

The number of electron concentration for Non-parabolic semiconductor is obtained by using

Slotboom approximation discussed in section 2.1.1, and is given by

n = / N(2)f(2)dZ (2.15)

Substituting Eq.(2.2)), this can be written as

mi/223/451/2

n=-——— /W(Z)f(Z)dZ (2.16)

2h3
Using Equations (2.6) and (2.7]), one can obtain

mf;/223/451/2[ /0-60121/2[1_ 1. 0319 /°°
w2h3 0

o0

exp (—2Z%) +0.906 / exp (22))f(Z2)dZ

0.601

n= 572 T omn

.601

—0o0

(2.17)

Where z and § are expressed respectively in Eq.(2.4) and Eq.(2.5)).



2.1.3 Boltzmann Transport Equation in Relaxation Time Approxi-
mation
The conductivity of a substance is determined by the concentration and mobility of charge
carriers. The probability of electrons occupying a unit volume of phase space with the center at
point(x, k) at the moment of time t is f(x,k,t). That is to say that, f(xk,t) is the distribution
function for no equilibrium state will change with time. The nature of charge being dependent
on which process predominates; the change due to the action of the electric field (E), and as a
result of charge carrier collision. First, we assume that the electron is not subject to scattering
and that the state is changed by an external force (electric field, magnetic field and so on).
Then, after a time interval dt, the electron is changed into a new state with position r+7dt and
wave vector k+kdt. A particle that occupied a state rrdt and k-kdt at a time t - dt will move
into a state f(k, r, t) after a time interval dt (at time t). Therefore, the rate of change of the

distribution function is given by

d k — kdt,r —rdt,t —dt) — f(k,r,t
CAMPRSIUSLUSAS A IS (L (218)

The right-hand side of above equation is interpreted as follows. The first term of the right-hand
side will change into f(k, r, t) after a time interval dt (increase in f(k, r, t)) and the second term
f(k, r, t) will change into another state after a time interval dt (decrease in f(k, r, t)). Since
the scattering of a particle is not included in the present analysis, the above rate represents the
continuous flow of a particle and thus the term is called a drift term.

Now, the Taylor expansion of the first term on the right-hand side in Eq.(2.18]) gives

- | - Cof  of of
f(k = kdt,r —rdt,t — dt) =f(k,rt) — [l{;% + Ty + E]dt + ..
: 0
= f(k,r,t) = [(k.Vif)+ (7.V.f) + a—{]dw (2.19)
where k = % = % on the right hand side of the first term reflects the change in crystal
momentum due to the total field force F' = q(E + v x B), the second term & = ‘fi—f =v= % is

the the electron velocity (i.e., change due to concentration gradients) and the last term is the

local change in distribution function.



Keeping terms up to the second term in Eq.(2.19) and inserting it in to (2.18)), the drift term

is rewritten as

d . o
(d_J;)drz‘ft = —[k.Vif + 0.V, f + a—f] (2.20)
This can be written as
d 1 0
(d—é)drm = —[;L(F.ka) +u.V,.f + a—{] (2.21)

On the other hand, a particle changes its state by scattering (collision) and we define the rate of
change in the distribution function due to a collision by (Z—J;)COU. Since the distribution function

has to satisfy the equilibrium condition (steady state condition) or condition of balance, we have

d d
(d_.];)drift + (d_.];>coll =0 (222)

Inserting ([2.21)) into this we obtain

of 1

(G )eot = (VW) + 0.V, f + of

5 (2.23)

The relaxation time approximation introduced in this work enables one to linearize the
Boltzmann transport equation in that collision term is expressed in terms of the ratio of the
perturbed distribution function (i.e., f — f,) and the relaxation time. Let us further assume
that if the electron distribution is distributed from the local equilibrium value f,, then the
effect of the collision is simply to restore f to the local equilibrium value f, exponentially with a
relaxation time 7 which is the order of the time between electron collisions with ion. Any external
perturbation drives the distribution function away from the equilibrium; the BTE governs the
shift of the distribution function from equilibrium. It also assume that all the collision processes
are elastic and can be treated in terms of a unique relaxation time. Elastic scattering requires
that the charge of electron energy during the scattering process must be small compared to the
energy of electrons. Considering the steady state case (the case that gives rise to 88—{ = 0), the

collision term of BTE is written as

af

(57 )eon = k-Vif +7.9,f (2.24)

Evaluation of scattering rates S(k, k') requires us to use one of the most useful results of time



dependent perturbation theory in quantum mechanics usually based on Fermi’s Golden rule
(FGR) which has derived by the time-dependent perturbation theory of the first order.

To evaluate the probability that state in state k to scatter in to any state k', we shall use
the amplitude of that state and square it. Denoting the amplitude of the scattering state (or

matrix element) as [(k'|H|k)| = Hgyr, is given by [14]

]' *
Hyp = I / o0 H ppod’r (2.25)

where H’ is the perturbing Hamiltonian, and ¢ (r) is the initial unperturbed electron wave
function given by

(1) = up(r)e™” (2.26)

where ug(r) is a Block function, which has the same periodicity as the crystal potential v(r) and
¢y, is the complex conjugate of the electron wave function ¢y .
Fermi’s golden rule gives the transition rate from initial state to the final state which is

expressed as

, 2w

(K'|H|k)|*0[ By — E] (2.27)
where F, and E, are the energies of the initial and final states respectively and d-function
indicates the energy conservation, which is equal to unity for Ey = E} and vanishes otherwise.
In fact, a generalized expression for the collision term given by Eq. can be formulated in
terms of the scattering rate S(k, k') and the nonequilibrium distribution function f(k,r) which is
given by

(%)cou = S T{SK k) F(R)L — F(R)] — S(k, ) ()L — f(K)]} (2.28)

Where f(k')[1 — f(k)] of S(K', k) represents the probability of electron occupation in the initial
state k' and of electron vacancy in the final state k. For simplicity, we consider the case where the
Fermi level lies below the bottom of the conduction band in the band gap(then, the conditions
f(k) < 1and f(k') < 1is hold).

At equilibrium, the principle of detailed balance balance enforces the condition

S(k/v k)fo<k/>(1 - fo(k)) = S(k7 k/)fo(k)(l - fo(k,)) (229)

10



In the spacial case of elastic scattering (V,f = 0), e, = ey, and as a result, S(k', k) = S(k, k)
irrespective of the nature of the distribution function. Using this, one can rewrites the collision

term as
df / /
(a%)|cdl::j£:‘9(k77k)(f(k) — f(K)) (2.30)
k/
Let us now assume that the external fields and gradients have been turned on for a long time.
They have driven the distribution function to a steady state value f from f,. The perturbation is
assumed to be small, (i-e., distribution function is assumed not to deviate far from its equilibrium

value of f,). Under this condition, it is common practice to assume that

af  d -
éi di leon= __Ellf;;fgl (2:31)

Were 7 is a time scale characterizing the relaxation of the distribution

and
f(k) = fi+ fo (2.32)

This is the relaxation time approximation which is crucial for getting a solution of the Boltzmann
transport equation.

Rearranging Eq.([2.30)), one can obtain

d

f f §:SkH (2.33)
where the quantum scattering time is defined as

%:§:ahm (2.34)

A particle (electron) prepared in state k at time t=0 by an external perturbation (electric field)
will be scattered in to other state k" due to collisions and the distribution function in that state
will approach the equilibrium distribution exponentially fast with the time constant 7, may be

viewed as a life time of the particle in the state k.
2.1.4 Solution of The Boltzmann Transport Equation

In this section, the expression for relaxation time which is heavily used in this paper for find-

ing mobility further be used to obtain the electron conductivity is derived. The elastic and

11



anisotropic scattering assumption is used in the derivation. Together with this assumption and
using relaxation time approximation, the Boltzmann transport equation is solved. In solving
BTE, we have also used the time dependent perturbation theory in quantum mechanics.

Here we use the relaxation time approximation to the collision term in the absence of any con-
centration gradients. When the distribution function reaches a steady state, using the relaxation

time approximation the BTE may be written as

af _ (f_fo) F —
S = Vi H eV =0 (2.35)

Defining the distribution function to be independent of position x (i.e., spatial uniformity results

in (V,f =0), Eq.(2.35) is reduced to
F
f(k) = fo(k) + T%ka (2.36)

When the the external force F' = ¢F is applied in the x direction, this becomes

Ly
f(k) = folk) +ar—=Vif (2.37)
Using the definition of velocity v = %(%%“), eq.(2.37) can be written as
B T, 0f0s of
f(k) = fo(k) + q;.LExg% = folk) + qTE v R (2.38)

and since the distribution function is assumed to be close to fj, we can make the replacement

f(k) — f,(k), hence the distribution function will become

afo

f(k) = fo+qrEv (2.39)
Oe
Using this, for elastic scattering process one immediately obtains
8f0 E
N _ “Jo N
f(E"Y — f(k)=qr e E.(l E.v) (2.40)

For parabolic band structure (v = %), the collision term in the form of relaxation time approx-

imation becomes

f(k) = fo(F)

T

So = 2SR — (k) = - (241)

12



Where a new relaxation time is defined by

% =370k, )1 ?Z ) (2.42)

k/

Let the vectors k, k&’ and E be directed along random directions in the 3D space. We fix the

z-axis along k and the y-axis so that E lies in the y-z plane. From Figure 2.1, we get the relation

kE.E
k.E

= cosf + sinvytan o (2.43)

where the angles are shown in the figure.

Az

Figure 2.1: Angular relations between the vectors in Boltzmann transport equation.

When the sum over all k&’ is performed for the collision term, the siny sums to zero and the

momentum relaxation time becomes

% = " S(k, K')(1 - cos0) (2.44)

This can be written as

%: (%)3 / Sk, K)[1 — cos @)dK (2.45)
where k, and £/, are the components of the electron wave vectors k and £’ along the direction of
the external force before and after scattering respectively, L? is the volume of the crystal and 6
is the angle between k and £'.
This is the general form for scattering time that we use throughout this work. It is related to

mobility by the Drude relation p = qﬂi—?

, where the scattering time have been averaged over
all energies of electron. Thus the scattering time measures the average time spent by electron

moving along the external field.

13



2.1.5 Differential Scattering Cross Section

Calculation of relaxation time can be simplified by introducing a differential scattering cross-
section. It is noted that o(6',¢’) depends on ' if the scattering process is anisotropic (i.e.,
independent of ¢’). Under this condition, a simple relationship exists between o(6') and the
scattering rate S(k, k) [15].

In general, the differential scattering cross-section is defined as the total number of parti-
cle(electron) which make transitions from k-to-k’ states per unit solid angle per unit time divided

by the incident flux density.

L\3 N d3k’ ’ /
L3Sk, k) (L3)2S(k, k') d3k
! / = 2 dw = ’ 4

Where vy, is the initial particle velocity, L? is the volume the crystal, and dw = sin0'd@’d¢’ is
the solid angle between incident wave vector k and scattering wave vector k'.

Equation ([2.46)) can be written as

(L3)2S(k, k') d*K’

o) = (27)30 sin 0'df'd¢’

(2.47)

Now, consider the case of anisotropic elastic scattering. Using Eq.(2.27) and Eq.(2.47), and

using the relation v, = vy, k = k" and d®k’ = k% sin 0'd0’d¢'dk’, one can obtain

(L3)2k/2|Hkk/|2

o) = omme

(2.48)

The total scattering cross-section or integrated elastic cross section is obtained by integrating

the differential cross section over all the solid angles, and is given by
or = 27r/ a(0")(1 — cost') sin 0'do’ (2.49)
0

Thus, the total differential scattering cross-section (o) can be obtained from Eq.({2.49)) provided

that the perturbing Hamiltonian H’ and hence Hjy is known.

14



Chapter 3

The Electron Scattering Mechanisms
And Conductivity

3.1 Electron Scattering Mechanisms

In this chapter, we shall discuss the expressions that predicts the variation of electron conduc-
tivity with temperature and electron concentration due to different scattering mechanisms for
both non-degenerate and degenerate case in semiconductor material (silicon). From many types
of scattering mechanisms, one must know which type of scattering is predominant in a particu-
lar material under the prevalent condition of temperature and carrier concentration. In n-type
Silicon, the important scattering mechanisms we focus in this paper for electron mobilities are
mainly due to deformation potential acoustical phonon scattering and ionized impurity scat-
tering for arbitrary value of temperature and concentrations. We will see these two scattering
processes one by one in the preceding subsection, and at the end one can understand the affect

of temperature and electron concentration on conductivity through electron drift mobility.

3.1.1 Ionized Impurity Scattering

In order to derive the differential scattering cross section and the relaxation time for ionized
impurity scattering, the amplitude of the scattering event Hy and the perturbing Hamiltonian
H' must be determined first. The most popular models for ionized impurity scattering are

Brooks and Herring [19-20].
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In this work, the Brooks-Herring approach is employed and the screened Coulomb potential
are used in the Hamiltonian. With this approach the perturbing Hamiltonian due to the screening

potential is given by
q2€—’l’/)\D

H =qV'(r)="——. 3.1
avi(r) AmepesT (3:-1)
where V'(r) is the screening Coulomb potential for ionized impurity atom given by
—r/AD
qe
V'(r) = . 3.2
(r) Amepesr (32)

and,
/ €0€5KBT
)\D - W (33)

The amplitude of the scattering event Hp due to screening potential can be obtained by

substituting equations (3.1) and (2.25) in to Eq.(2.26)) and is

1 _y 2 _T/AD . 2 0 &.°] . —T/)\D
Hypw =— [ e* 'T(L)e’k'rd?’r S / / e_’K'T(e—)T2 sin 0dfdr (3.4)
o Jo

is the screening length.

L3 de e r 2L3¢,e, r
where
d*r = 27r? sin 0dfdr (3.5)
is the volume element and
6/
K=k —k=2|k| sin(E) (3.6)

K is the reciprocal lattice vector.
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Figure 3.1 shows the relationship between the incident and scattering wave vectors k and £’

in the real space. By substituting Eq.(3.6|) in to Eq.(3.4), we obtain

Figure 3.1: Coordinates for computing the matrixz element of scattering by an ionized impurity,
where k is the wave vector of incident electron , k' is the wave vector of the scattered electron
wave and K =k — k = 2|k| sin(%’)

A

Hyw =
T Lees[1 + K2A3)

(3.7)

The differential scattering cross section (') can be obtained by substituting Eq.(3.7) in to

(2.48), which gives us

(2mheges)?[1 + K2M5)2 02 (2mh%e0es)?[1 + K232 '
where v, = 55
Using the Bohr radius ag for the ground state of the impurity atom given by
Amege sh?
ap — W (39)
Equation (3.8)) becomes
2, 4 4
gm* 407 AN
) = e, TERDIE ~ @+ KO (310)

Now, by substituting Eq.(3.10)) in to (2.49)) and using Eq.(3.6)), one can obtain the total scattering

time o7, which reads

(3.11)

or

8D /“ (1 — cos ) sin§'do’
o |

a% 1+ 423 k2 sin?(2))2
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Figure 3.2 shows the total scattering cross-section of silicon calculated by Eq.(3.11)) for N; =

10~8em 3, where we assumed n, = N;. The result shows that the cross-section of high angle

35
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Figure 3.2: Scattering cross-section as a function of scattering angle

carrier is significantly degraded.

The relaxation time 7 is related to the total scattering cross-section o by
1
- = NjUTUth (312)
-

where N; is the density of a given scattering system (where j stands for a given scattering
mechanism) and vy, is the mean thermal velocity.
By substituting Eq.(3.11)) in to (3.12)), the relaxation time for ionizing impurity scattering 7;

can be written as

1 8aNwuAp /’T (1 — cos @) sin §'de’ (3.13)
T g o [1+4X3k2sin?(2))2 ‘
Letting sin(%/) =x,(1 —cos®) = 22? and sin @'df’ = 4zdx, Eq.(3.13) can be written as
1 8aNApvy, /1 (823)dx (3.14)
T a% o 1+ 4X\2k222)2 ’
Solving this integrals, we get
1 27Njuy, 54 4Kk>*0\% 2w Nvg, ) 72 2w Nyvg, )
S ZTUh AR - In[1++2— = In[1
I a%k* n[l+ b1+ 4]€2>\%)] a%k* n[l+y (1+ 72)] a%k* a[l+7]
(3.15)

where v = 2K \% and In[1 +~2 — ﬁ] >~ In[1 + 2] for kA% < 1.

It is noted that In(1 + ~?) is a slow varying function of temperature and electron density.
o : : A4
Multiplying the right hand side of Eq.(3.15) by {#, we get
D
1 . 27TN[’Uth >\4D 1

2T ey

2In[l + 47 (3.16)
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Using the relation k2)\2, = 2 EeossKnT whore n/ = n + n(1 — n/Np) for N7 = 0 is the density
g D h2q2n A

of screening electrons surrounding the ionized donor impurity and, substituting equations (3.3])

and (3.9)) in to equation (3.16), it becomes

1 qu4Uth 2
—=————1In[l 3.17
1 32me2e?k? al+77] (3.17)

kh

m*?

Substituting vy, = we get

1 Niq*kh 9
— = ———7——1n]1 3.18
T 32meleimr E? a[t+77] (3.18)

From the relation £ = ZZ“Q, we can have (2m*E)Y? = hk and then substituting in to Eq.(3.18),

we get

4 2
o1 ¢"Nrin[l 47
L) = for ey ez (8.19)

1 Nig*V2m*E |
=————1In

T 32me2e2m* B2

Rearranging this, we get
167 (2m*) /222 B3/2
Tr =
! q*NyIn[l + 2]

(3.20)

Eq. shows that the relaxation time 7; for ionized impurity scattering is directly proportional
to £%? and the temperature dependence of 7; comes only from the variation of In(1 + ?) with
T which is very small.

The electron mobility may be defined in terms of the conductivity effective mass m and the
relaxation time 7 (i.e., is directly proportional to the average relaxation time and varies inversely
with conductivity effective mass).

Thus, the ionized impurity scattering mobility p; may be defined as

jr = qf;? (3.21)

where (77) is the average relaxation time for ionized impurity scattering.

In general, the average relaxation time for conduction band (7.) is defined as
- I T,—a(Efj{;BT) (E/KpT)*?d(E/KgT)
T1) —

I fo(B/KpT)\ 2d(E/KpT) (3.22)

For Non-Degenerate semiconductor(n >> 1), the ionized impurity scattering mobility pul? is

derived as
ESe—E/KBTdE
1/2.2_2 Ere”7/7B dE
N 4 (167r(2m*) 12e2e? | nEmrese, KaT]

Ky = — 7Ny fE3/2e_E/KBTdE>

- (3.23)
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Equation ([3.23)) gives us
vp _ 128 2me2e(KgT)%/?

3.24
Ky qu3 \/W ( )
For Degenerate case, the ionized impurity scattering mobility u? is given by
24m32h3n
pp = Brshn (3.25)

q3m*2NI
which is weakly temperature dependent (through n), but now dependent on the number of carrier
density.

These Equations shows that, the ionized impurity scattering mobility p; is directly proportional
to 7°/2. Thus, the mobility due to ionized impurity scattering increases with temperature. We
understood by considering that with increasing temperature, electrons can travel faster and this

makes it easier to escape the ionized impurities.
3.1.2 Deformation Potential Acoustic Phonon Scattering

According to the deformation potential theory, the energy change is related to the volume change

of crystal
_AV

AFE
V

(3.26)

where the ratio A—VV represents the change of crystal volume to the total crystal volume due to

temperature change in a semiconductor.

Since A—VV can be expanded in terms of a Fourier series in displacement vector of acoustic phonon

Tn, ONE can write

A—VV =V, (3.27)

The lattice displacement 7, can be expressed in terms of the normal coordinates and normal
frequencies in three-dimensional form (i.e., two transverse branches and one longitudinal branch).
In the present case, only the longitudinal-mode acoustic phonon scattering is assumed. There-

fore, under this condition &% can be expressed by

\4
AV
7: E qr (328)

where ¢ is the wave vector of the longitudinal-mode acoustical phonon, and r; represents the

displacement due to longitudinal-mode acoustical phonons.
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The perturbing Hamiltonian can be related to the change of crystal volume caused by the

lattice phonons and the conduction band edge deformation potential D,. by the expression
AV
/ J— J—
H = Dac(—v ) = D Eq Qi (3.29)

And,

The matrix element due to the perturbing Hamiltonian can be expressed as

Hiprgy = (K ng|H'|k,ng) = / S n (Dac Y qr) i, d*rd’r, (3.30)

where ¢, is the phonon wave functions and ¢y, is the electron wave functions.

For phonon emission, the solution of Eq.(3.30)) is

h (ng)
Hkk/qq/ = Dacq1<L3M)1/2(Tq)1/2 (331)
and
For phonon absorption it is given by
Ry, ((g) + 1) 11)0
Hkk’qq’ = Dach(LgM) / ( 92 ) / (332)

Where M is the mass of the atom and (n,) is the average phonon population density given by

[12]
1 _KgT
<n¢I> = ehw/KpT _ 1 ~ B

(3.33)

ho/KpT oy | 4 Iw

This is valid for long wave length acoustical phonons (i.e., KgT > hw) and e T

The square of the matrix element due to the deformation potential scattering is obtained from
the summation of the square of Eqs.(3.31)) and (3.32)) and using the relation w = wv,q (v is

velocity of sound ) as follows:

’Hkk’qq’|2 :(Dacqz)Q(L;L]W)[<nq>2+ 1] + (Dacql>2(%>[<7ﬂ;q>]
D2 KpT
T ML (3.34)

Now, we can find the differential scattering cross section of acoustic phonon scattering o,. by

substituting (3.34)) in to Eq.(2.48)) as follows:

(L3)%k* 1 D2, KT

— 3.35
(27h)? vi Mv2L? (3:35)

Ogc =
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Using the relation vy, = if and p = M/L? (p is the crystal density), we get

m*2D2 KT m* D2, KT
4m2hipv?  4Tw2RAC

(3.36)

Ogc =

The relaxation time due to the longitudinal-mode acoustical scattering time can be obtained by

substituting Eq.(3.36)) in to Eqgs.(2.49) and (3.12]), and we find

1 T m*2vD? KgT v
— = 27w/ 0ae(l — cos @) sin0'df = +B - (3.37)
Tac 0 Th*C, loe
where [, = #zcl[(ﬂ is the mean free path of electrons, which varies inversely with tempera-
ture.

Substituting v = (2£2)/2 in to Eq.(3.37) yields

1 m?KyTD2 (2E)V?

- 3.38
Tac ThiC, ( )
This can be written as
htpv?
Tae = 372 (3.39)
my“KgT D2 (2E)'/?

which shows that for acoustical phonon scattering 7., varies with £~/ and T, where D, is
the conduction edge deformation potential and p,vs are the mass density and the sound velocity
in the material respectively. Using this, and the fact that Fy(¢) = In(1+e€°), the acoustic-phonon

scattering limited drift mobility will be

2qhpv?
TPV (1 + ) (3.40)

ac = * )2
3rnm* Dz,

where ( = % This expression holds for an arbitrary degeneracy at arbitrary temperatures

and number of carriers concentration.
For strongly Non-Degenerate limit (( << 1), equation Eq.(3.40) will become

ND 2V 2mqh*C

with a temperature 773/ dependence. On the other extreme, for a strongly Degenerate case,

the mobility is
D (7/3)3qR3C;

= 3.42
Hae m*2KBTDch1/3 ( )
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which is different from the non-degenerate case in the temperature dependence and a carrier

nl/Sdn

— is electron concentration
1+eXp(W)

concentration dependence, (where n'/3 = NoFy /3 = N¢ I
in terms of Fermi integral).
Equation (3.42) predicts that the electron mobility due to acoustic phonon scattering i,

varies as T—!°. Thus, the effect of acoustic phonon (lattice) scattering is to reduce the mobility

with increase in temperature.

3.2 Electron Conductivity in N-Type Silicon

Electrical conduction takes place as a result of the motion of the free electron under the action of
an applied electric field. In this section, we shall derive an expression for conductivity of n-type
silicon in which the conductivity is due to excess electron as a function of electron concentration

using the solution of Boltzmann transport equation formulated in chapter 2.

3.2.1 Derivation of Electron Conductivity

Current is defined as the time rate at which charge is transported across a given surface in a
direction normal to it, the current will depend on both number of charges free to move and
the speeds at which they move. To begin with we shall calculate the current density associated
with a single ellipsoid, which we shall assume to be symmetric about the x-axis. The electrical
current density is given by [18]

J=—q /Oov(k:)g(k:)f(k)d?’k (3.43)

Cb

where g(k) is the total density of states in k-space which is given 1/473, f(k) is the distribution
function from Eq., v(k) is the group velocity in k-space, d®k is the volume element in
k-space and (' indicates that the integration is over the whole conduction band.

Equation (3.43) can be written as

2q

J=- (2m)3

[erwa (3.44)
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Since no current flows in equilibrium, f, does not contribute to the electric field current. There-

fore, substituting Eq.(2.39) in to Eq.(3.44)), we obtain

- _2q2 dfO 3
J = (27T)3E/ [ —d’k (3.45)

Since we have applied the electric field along the x-direction, only the x-component of electric

current density is finite and is

—9202
Jy = WqE / dfod% (3.46)

Using the relation
2
_ © )3/f0d3k (3.47)

Equation (3.48)) is written as

fmgfggd%
Jo = —¢*nkE, ff0d3k (3.48)
From the relation fy(e) = m, we have
Ofole) _ -1
e - ) (3.49)

Therefore, Eq.(3.48)) becomes

quLEx fT’Uifo(l — fo)dgk}

To =T T fod?k

(3.50)

Since the term 7(1 — fy) in the integral of (3.50) is a function of the energy e, we express it as
¢(e) and it is true that [v2¢(e)d®k = [v2¢(e)d®k = [v2¢(e)d®k = § [v2p(e)dPk

We have
¢P*nE, [TV fo(1— fo)d®k

Jy =
KT [ fodPk

(3.51)

The integral with respect to d®k is changed in to an integral with respect to ¢ by using the

¢2k2

S s We obtain

relation € =

8¢m*3/2

P’k = 4k>dk =
¢ NI

eY2de (3.52)

Therefore Eq.(3.51)) will be

¢nE, [ v fo(1 = fo)de

J:B = 0
3K T o2 fode

(3.53)
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h2E2
2m*

Ik and e =
m

Using v = , we get

;o 2¢°nE, [T fo(1 — fo)de
c 3K3Tm* fooo 81/2f0d€

(3.54)

Although the upper limit of the integral should be the upper edge of the band, it is replaced by
infinity, taking account of the exponential decay of the distribution function in the higher energy
region. Next, we carry out the calculation of Eq. for the following two cases separately.
(i) Degenerate Semiconductor.

In this case the Fermi energy e is located in the conduction band, and the term —df,,/de =
fo(1 = fo)/KgT has a large value near the Fermi energy only. Therefore, the term —df,/de may
be approximated by the Dirac d-function. In addition, the following relations,
fo=1le<ep,
fo=20e>ep

hold for the Fermi distribution function, and therefore we obtain

1 o e d
T /0 ()2 fo(1 — fo)de = — /0 7(5)53/Q£ > r(ep)ed (3.55)
~ 1/2 _ r 1/2 5. 2 3/2
e/ fode = e/%de = €4 (3.56)
0 0 3
Inserting these relations into Eq.(3.54)), we obtain
2
J, = MEI (3.57)
m*

where 7(ep) is the relaxation time of an electron at ¢ = ep (or at the Fermi surface). The
relation between the Fermi energy € and the electron density n is obtained from Egs.(3.46)) and

(3.54) is given by

h2
ep = (3m2n)?/3 (3.58)

2m*

(ii) Non-Degenerate semiconductor.
This is a case where fy < 1 and 1 — fy < 1. Thus, Eq.(3.53) becomes

2¢°nE, [)° 1 fode

Sy = o 3.59
3KBTm* fO 81/2f0d€ ( )
Integration by parts gives rise to
(o] 3 e}
/ 32 fode = 5KBT / Y2 fode (3.60)
0 0
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Using this relation we obtain
_ ¢*nE, .7 3 fode

Jo = 3.61
m* [T €32 fode (3:61)
Solving the integration, we get
2
g, = g (3.62)
m*
the relation (7) is given by
(r) = Jo 7 fode (3.63)
I5 €32 fode

and (7) represents the average of (7)(¢)

When we define the average velocity of the electron by (v,) in the presence of an electric field in
the x direction, it is also calculated from Eq.. The average velocity is often referred to as
the drift velocity. This is because the electron contributes to the current via drift motion along
the electric field direction, suffering from collisions. The average time between the scattering
events (collisions) or the scattering rate (collision rate) is given by the average value of the
relaxation time (7).

Using the electron density n, the current density is written as

2
J, = 0B, = ”q—wEx (3.64)
m

where o is the electron conductivity of a given material (silicon) defined as [9]

= nqgu (3.65)

For different scattering mechanisms, Eq.(3.65)) can be written as
or = nqur (3.66)

And pr is the total electron mobility due to ionized impurity and acoustic phonon scattering

and is obtained by using reciprocal sum formula which is given by

prt =Y wt (3.67)
This implies that
ppt = (1 pr + 1/ pae) ™ (3.68)

26



where p; and p,. are ionized impurity scattering mobility and deformation potential acoustic

phonon scattering mobility, respectively.
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Chapter 4

Result and Discussion

4.1 Numerical Computations of Electrical Conductivity

In order to carry out the numerical calculations of the total electron conductivity in an n-
type silicon as a function of temperature and total electron concentration n, we need to know

the numerical values of ionized impurity scattering mobility p; and acoustic phonon scattering

mobility pa. given respectively by Eqns.(3.24), (3.25)), (3.41) and (3.42). In the calculation,

we have used the constant values of various parameters like: deformation potential of acoustic
phonon D 4= 9.0eV, permittivity of Si e,= 11.7, etc.

As we have seen under each equation of electron mobilities discussed in chapter three that,
the mobility depends on both temperature and dopant concentration. From eqns. and
, the approximate temperature dependence of mobility due to lattice scattering is T~%/2,
while the temperature dependence of mobility due to impurity scattering is 7+3/2. Thus, lattice
scattering cause the mobility to decrease with increasing temperature and impurity scattering
is typically only seen at low temperatures. These dependence comes from the scattering time 7

which is the time between two scattering events.
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To compute the relaxation time and temperature using Fgs.(3.20]), the numerical computa-

tion gives the following results. Figure 4.1 shows the very small variation of relaxation time of

Relaxation Time of lonic Impurity Scattering

ND = 1.0E11 —+—
o ) ND = 1.0E12 —s—
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=
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m
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Figure 4.1: Relazation time of ionized impurity verses absolute Temperature (at 10" < Np <
10% em=3.)

impurity scattering with temperature T. It can be seen from this figure that, at low temperatures
carriers move more slowly, so there is more time for them to interact with charged impurities.
This implies that, as temperature decrease the relaxation time increase. From eqn. the
drift mobility due to acoustic phonon deformation potential scattering . is proportional to the
temperature. This means that electron conductivity due to this scattering mechanism also pro-
portional to 773/2. The effect of acoustic phonon deformation potential scattering is therefore

to reduce the conductivity with increasing temperature.
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Ionized impurity scattering mobility pu; is also directly proportional to temperature, the con-
ductivity due to ionized impurity increases with temperatures opposite to the behavior observed

with acoustical phonon deformation scattering mobility.
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Figure 4.2: lonized impurity scattering mobility p; as a function of doping density Np.

Figure 4.2 shows the variation of particle (electron) mobility as a function of dopant density
at temperature between 100 < 7" < 800 using eqn.. One can see from the figure that as
impurity scattering mobility increases at high temperature the doping density will decreases be-
cause of scattering from straight line path. This can be understood qualitatively by considering
that with increasing temperature, electrons can travel faster and this makes it easier to escape

the ionized impurities.
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At low temperatures conductivity actually increases with temperature since impurity scatter-
ing dominates, while at high temperature acoustic phonon scattering dominates. This is shown

in figure 4.3 below.
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Figure 4.3: Total Electron Conductivity versus Donor Concentration for Temperature ranges
from 100 < T < 500K.

At low dopant concentrations acoustic phonon scattering potential dominates over the entire
temperature range. With increasing dopant concentrations impurity scattering starts to dom-
inate at low temperature. For low Np conductivity increases with temperature, but as Np

increases at low temperature conductivity actually decreases.
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Chapter 5

Conclusion

This work presents the investigation of how the electrical conductivity of n-type silicon depends
on the electron concentration and temperatures at varies ranges. The expression for total elec-
tron conductivity as a function of dopant density and temperatures has been formulated for
n-type silicon and calculated numerically by appropriately combining lattice and ionized im-
purity scattering combinations. We carried out a numerical computation of the equations to
compute the variation of relaxation time, mobility and conductivity with dopant density and
temperature. From the result of our simulation we have observed that, at low temperatures
carriers move more slowly, so there is more time for them to interact with charged impurities.
Based on the data generated by the numerical computation, we have plotted the variation
of total electron conductivity from combination of impurity scattering and acoustic phonon
scattering as a function of electron concentration n and temperature T. As shown in the plots,
as temperature increases the total:
(i) electron relaxation time decreases
(ii) electron mobility increases
(iii) electron conductivity decreases
Moreover, as the dopant density increases, the total:
(i) electron relaxation time increases
(ii) electron mobility decreases
(iii) electron conductivity increases

At low temperatures impurity scattering dominates, while at high temperature acoustic
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phonon scattering dominates. At low dopant concentration acoustic phonon scattering dom-
inates over the entire temperature range. With increasing dopant concentrations impurity
scattering starts to dominate at low temperature. Therefore, one can see that the electron

concentration and temperature can affect the conductivity of carriers.
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