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Abstract

In this paper, in the framework of rational extended irreversible
thermodynamics with internal variables, a model for doped semicon-
ductor crystals with dislocations is worked out, where a dislocation
tensor and its gradient are introduced in the set of independent va-
riables to describe these defect lines influencing the mechanical, ther-
mal, electric transport properties of these media. The main equations
of the model are introduced and the entropy inequality is analyzed
by Liu’s theorem, deriving the equations of state for the constitutive
variables, the affinities, the dissipation inequality and other relations.
Applying Wang’s and Smith’s theorems the constitutive theory and
the expressions for the sources of the rate equations are carried out.
According to the extended thermodynamics, a generalized Maxwell-
Cattaneo-Vernotte equation for the heat flux and transport equations
for the defects and charges fluxes present a relaxation time and a fi-
nite velocity for the disturbance propagation. The obtained results
may have applications in several technological sectors, such as applied
computer science, integrated circuits VLSI and nanotechnology (where
high-frequency processes and the construction of sophisticated new ma-
terials with particular thermal properties are studied).
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1 Introduction

In some previous papers models for doped semiconductors, also called ex-
trinsic semiconductors, with defects of dislocations (see [23], [49], [50], [29],
[30], [31], [32]) were developed in the frame of the rational extended ther-
modynamics (see [48], [3], [19], [37], [38], [39], [40], [41], [22], [10], [11]) with
internal variables [20], [42], [25], [26], [1], [27]. Here, in the same ther-
modynamic frame a model is carried out for extrinsic semiconductors not
electrically polarized and where the dislocation flux tensor is not taken into
consideration in the set of independent variables. In particular, in Section 2
doped semiconductors are considered, the influence of the dislocation field,
described by a dislocation core tensor a la Maruszewski [24] and its gradient,
on their thermal and electric behaviour is discussed (see also the models
for doped semiconductors with dislocations elaborated in [30], [31], [32]).
Maxwell equations, the balance equations of mass, momentum, momentum
of momentum and internal energy, and the rate equations for the defects
and the heat and charge fluxes are introduced. In Section 3, to describe
real non-equilibrium processes, the entropy inequality is analyzed by Liu’s
theorem [56] and the laws of state for the constitutive variables, the gene-
ralized laws defining the affinities, conjugated to the heat and charges fluxes,
the entropy flux and other relations are worked out. Detailed calculations
are presented in the Appendix. In Section 4, to close the system of equa-
tions describing the behaviour of defective and doped semiconductors under
consideration, by virtue Wang’s and Smith’s theorems (see [60], [61], [62]
and [57]) that use isotropic polynomial representations of proper functions
obeying the principle of objectivity, the constitutive theory is obtained and
the rate equations for the defects field, the charges and heat fluxes, descri-
bing physical disturbances with finite velocity, are derived. In particular, a
generalized Maxwell-Cattaneo-Vernotte for the heat flux is carried out [2].
The results, obtained in this paper, may have applications in descri-
bing the thermal behavior in nanosystems, where the phenomena are fast
and the rate of variation of the properties of the system is faster than the
time scale characterizing the relaxation of fluxes towards their respective
local-equilibrium value. Furthermore, the volume element size d of these
nanosystems along some direction is so small that it becomes comparable to
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(or smaller than) the mean-free path [ of the heat carriers (d <1).

In defective semiconductors the dislocation lines influence the thermal
conductivity and transport coefficients, such as electrical conductivity and
Seebeck coefficient.

The models for semiconductor crystals with defects of dislocation (see
[49], [50], [52], [12], [13], [14], [15] and [16]) may have relevance in many fun-
damentals sectors of nanotechnology. One of the main purposes of defects
engineering, where the influence of dislocations on mechanical and transport
properties is investigated, is to obtain a precise control of fluxes in physical
systems. The control of the heat flux could be of much current interest in the
development of new thermal metamaterials, see [16]. In the review [16] non-
equilibrium theories are discussed for heat transport in semiconductors, su-
perlattices, graded systems and metamaterials with defects and some results
obtained in this paper were used. In [7], [51], [5], [6] and [52], [12], [53], [54]
piezoelectrics and materials with dislocation defects were studied using the
same internal variable, its gradient and its flux.

2 The model

In this Section, in the framework of rational extended irreversible thermo-
dynamics with internal variables, we present the equations governing the
behaviour of doped semiconductor crystals with dislocations, in a current
configuration Kt (see [30], [31], [32] and [54]). For some remarks about the
internal variables and some versions of non-equilibrium thermodynamics see
for instance Section 2 of Reference [55].

We use the Cartesian tensor notation in a rectangular coordinate system.

The electrical properties of intrinsic semiconductors, as Germanium and
Silicon, can be modified using various techniques of ”doping”. For instance,
doping the semiconductors by pentavalent impurities, as antimony, n-type
extrinsic semiconductors are obtained, having more flowing free electrons,
doping the semiconductors by trivalent impurities, as indium, p-type extrin-
sic semiconductors are obtained, having more free holes (see [30], [31], [32]
and [17], [18]).

In defective semiconductors dislocation channels modify the thermal con-
ductivity. The dislocations density has only a minor effect on the thermal
conductivity for defects densities smaller than a characteristic value, but for
higher values the thermal conductivity decreases. Therefore, dislocations
increase Seebeck thermoelectric coefficient in some range of dislocation den-
sities and for some ranges of dislocation density the efficiency of thermoelec-
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tric energy conversion may be raised by dislocations, especially in structures
as films, wires.

A relatively high temperature gradient could produce, for instance, a
migration of defects inside the system. The dislocation lines disturb the
periodicity of the crystal lattice and their structure resembles a network of
infinitesimally thin channels (see [9], [47]). Thus, we introduce a dislocation
core tensor a la Maruszewski (see [24] for its definition, developed in analogy
with the structural permeability tensor by Kubik [21]) and its gradient in the
thermodynamic state space as internal variables for describing these defects.

Thus, let us consider an elementary sphere volume €2 of a material system
with dislocations, large enough to allow the statistical procedures to be
applied. € is given by Q = Q° 4+ Q¢, where ° is the solid space and ¢
is the channel space (see [24] and for instance [30], [31], [32]). We assume
that the coefficient f, = % remains constant inside the medium. Also, we
introduce the central section I' of this elementary sphere volume §2, being
I' =T + I'°, with I'® the solid area and I'“ the dislocation channels area.
In such a medium Maruszewski defines the so called dislocation tensor as
a linear mapping between the average of a property of some scalar, vector,
tensorial physical field a(x); calculated in the bulk volume €2 and the average

Eij (x) of the same quantity calculated on the dislocation channels area I'
a(x)i = Ayi(x) &5 () (1,7 =1,2.3), (1)

where the quantities @(x); and (Ej (x) (referred to a Cartesian coordinate
system x;) describe at macroscopic level the property of the physical field
under consideration. Furthermore, a new tensor a;j, called dislocation core
tensor, having unit m~2 and referring to the sphere central section T is
defined as

CLij(X) = F_I‘Aij(x) (4,5 =1,2,3). (2)

The dislocation core tensor is a symmetric tensor.

To describe the behaviour of a doped semiconductor crystal with dis-
locations, let us assume that the following fields interact with each other
inside this semiconductor, supposed isotropic and not electrically polarized:
the elastic field described by the stress tensor 7;; (in Section 3 we will see
that 7;; is symmetric) and the symmetric small-strain tensor ¢;;, defined by
€ij = %(u” +u;,;) (where a comma in lower indices denotes the partial spa-

tial derivate, i.e. u;; = gZ?, in vector form w; ; = [Vul;;, being the symbol
J

"V?” the gradient operator); the thermal field described by the temperature
T, its gradient T); and the heat flux ¢;; the electromagnetic field described
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by the electric field & and the magnetic induction B;; the charges fields de-
scribed by the concentrations (or mass fractions) of electrons n and holes p,
their gradients and their currents j* and j”; the dislocation field described
by the dislocation core tensor a;; and its gradient a;;j. The independent
variables are represented by the set

C= {Eija gi? B’ia n7p7T7 aijajznajgja qian/iap,ia,—r,ia aij,k} . (3)

The physical processes occurring in the above defined situation are go-
verned by three groups of laws: i) the classical balances of mass, momentum,
moment of momentum and energy; ii) Maxwell equations; iii) the charges
conservation laws, the rate equations of the internal variable a;;, the electric
charges fluxes j, j¥ and the heat flux ¢;. This specific choice shows that
the relaxation properties of the thermal field and charge carrier fields are
taken into account. However, the corresponding effect for the mechanical
properties is not taken into consideration so that 7;; is not in the set (3).

The continuity equation reads

p+ pvi; =0, (4)

where the superimposed dot indicates the material derivative d/dt, defined
by % = % + v; 8%1,, with % and 6%1- the partial temporal derivative and
the partial spatial derivative, v; and p are the barycentric velocity and the
mass density, respectively, of the whole body, the elastic semiconductor in
the considered case. The charge carriers mass has been neglected compared
to p and in the following we assume that p is a constant quantity.

The momentum balance has the form

PO = Tjij — PLE; — Ejk (Jf + J'f) By, —fi =0, (5)

where €;;;, is the Levi-Civita pseudo-tensor, f; is the body force, that will
be disregarded in the following, &; is the electric field E; referred to the so
called comoving frame IC., given by

& = Ei + €45kv; By,

and B is the magnetic induction. Furthermore, in (5) Z is the concentration
of the total charge defined as follows:

Z=n+n+p+p, (6)

where n <0, n<0,p>0,p>0.
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In (6) n is the concentration of the total negative electric charge given
by the concentration of the free electrons coming from doping the semicon-
ductor by pentavalent impurities, denoted by N, and the concentration of
the free electrons of the semiconductor intrinsic base, denoted by 7, namely
n = N + n; n is the charge concentration of fixed negatively ionized atoms
of doping trivalent impurities. Furthermore, in (6) p is the concentration of
the total positive electric charge given by the concentration of the holes pro-
duced by doping the semiconductor by trivalent impurities, denoted by P,
and the concentration of the holes coming from the semiconductor intrinsic
base, denoted by p, namely p = P+ p; p is the charge concentration of fixed
positively ionized atoms of doping pentavalent impurities.

The momentum of momentum balance is assumed in the form

gijijk 4+c¢; =0, (7)

where ¢; is the couple for unit volume. It will demonstrate in Section 4 that
this couple is vanishing, so that the stress tensor 7;; is symmetric.
The internal energy balance takes the form

pU — Tjivij — (J}I +jf) &+ qii — pr =0, (8)

where U is the internal energy density and r is the heat source, that will be
neglected in the following.
Mazwell’s equations have the form [3], [28§]

_ 0B;

EijkEk,j + W =0, Dm’ —pZ =0, (9)
_ . 0D;

EijpHyj — j7 — o 0, Bi; =0, (10)

where D, H and B are the electric displacement, the magnetic displacement
and magnetic field per unit volume, respectively, and jZ is the total electric
current. Moreover, it has been assumed that the magnetic and dielectric
properties of the semiconductor are disregarded, so that the magnetization
and the polarization of the material are null, and then H; = %Bi, E; =
%Di, with g9 and pg the permittivity and permeability of vacuum, respec-
tively.

To specify the meaning of j% we present an analysis of charge conserva-
tion laws (see for instance the models in [23], [30], [31], [32]). In particular,
we have

pN+35% =g,  pn+jli=4g" pn=g" (11)
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where ¢V, ¢", and ¢" are source terms and it has been taken into consi-
deration that 7 is the charge concentration of fixed negatively ionized atoms
with j = 0.
The concentration 7 is constant, then one has 7 =0, ¢" =0 and from
(11) we obtain

pi+ g = g, (12)

where n = N + n,
. -N R N ~
dti=diy iy and gt =g" +g"

Also, we have

. .P P 2 B - 5

pP+ji, =9, pp+ii=4¢" pp=4¢", (13)
where g7, gP, gP are source terms and it has been into consideration that
p is the charge concentration of fixed positively ionized atoms with ;¥ = 0.
The concentration p is constant. Hence, p = 0, g = 0 and from (13) we

derive

where p = P + p,
. ) B P 5
Jii=Ji;tii; and g =g +g"

Moreover, g and gP describe the recombination of electrons and holes and
satisfy the equation
g"+4’=0.

Thus, the total electric current jZ is given by

Ji = proy! + ppoy =

JYAY —i—jln —l—jf, (15)
with

pZvi = p(n+p)vi, jir = pn(o] —v;), ¥ =pp(ef —v;),  (16)

(being v = 0 and v? = 0) where j, j¥ are the currents due to the rel-
ative motion of pn and pp respect to the barycentric motion of the body
and Z; is given by (6). The sum of j" and j¥ gives the conduction electric
current, pZv; is the convection electric current. The last group of laws con-
cerns the evolution equations of dislocation field, charge fluxes and heat
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flux. These rate equations are constructed obeying the objectivity and
frame-indifference principles [58], [59], [46], [8], [43] and thus the objective
Zaremba-Jaumann derivative is used.

The rate equation for the dislocation field is chosen having the form
aij + Vijior — Aij (C) = 0, (17)

where A;;(C) is the dislocation source (depending on the independent vari-
ables) and Vi, is the dislocation flux tensor, that in the following is supposed
having the form V;;;, = —D’a;; 1, with D’ a dislocation transport coefficient;
the rate equations for the charges are chosen in the form

*

j* = JiNC),

7= JP(O), (18)

(2
where J'(C) and JP(C) are the corresponding charge sources, constitutive
functions of the independent variables.
The rate equation for the heat flur is assumed having the form

4 = Qi(C), (19)

where @Q;(C) is the heat source, constitutive function of the independent
variables. In equations (17)-(19), the symbol (*) denotes the Zaremba-
Jaumann derivative, respectively, given by

* .

A5 = Qij — WikQkj — WikAki,

.* ; . * ; . * .

3" =" — wikdk, 3% = JP — wikjk, 9 = Gi — Wikqk,
where w;, = 1/2(v; ), —vg;) is the antisymmeric part of the velocity gradient
[43]. In equations (17)-(19) the fluxes of electrons, holes and heat fluxes are
not taken into consideration, because we have to obtain a balanced system of

equations, where the number of equations is equal to the number of variables.

3  Entropy inequality analysis

To describe real non-equilibrium processes all the admissible solutions of the
proposed balance equations and evolution equations should be restricted by
the entropy inequality, that in the field formulaton has the form

0= pS+ Prp — p% >0, (20)
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and runs as follows:” the entropy production o is not negative at each position
for all times”. In (20) S is the entropy per unit mass, ¢ is the entropy flux
and 7 is the external source of the entropy production, that will be neglected
in the following. A medium is in a state of thermodynamic equilibrium if
the entropy production vanishes. Also, equation (20) is a different way to
write the second law of thermodynamics, that with its emendment: ”Except
in equilibrium, there are no reversible process in the state space” states that
all local solutions of the balance equations and evolution equations have to
satisfy the dissipation inequality (20)(see [38], [39], [44], [45], [35]). If we
consider the following set of constitutive functions (dependent variables on
the fields of the set C (see (3))

W = {Tija Ci, U7 gn’ gp7 Aija Jzn’ sza Qi7 S’ Fa ¢i7 :U’n7 :upa Trij} ) (21)

with p™ and pP the electrochemical potentials for electrons and holes, re-
spectively, and 7;; the potential related to the dislocation field, then we will
look for general constitutive equations in the form

W =Ww(), (22)

with both C' and W evaluated at the same point and time. The principle of
equipresence sates that all constitutive equations depend on the same set of
variables of the state space. The axioms of material frame indifference and
objectivity also restrict the form of the constitutive functions.

We analyze the entropy inequality (20) by Liu’s procedure [56], where
all balance and evolution equations of the problem are considered as mathe-
matical constraints for the general validity of (20). Then, the system of
evolution equations (5), (7), (8), (9), (10), (12), (14), (17)-(19) and the
entropy inequality (20) can be presented in the form

Apy Xy + Ba =0, (23)

ay, X,y + B> 0. (24)

Thus, from (23) and (24) applying Liu’s theorem, we have

ay Xy + B —Aa(Apay Xy +Ba) >0, V X, (25)

(CMA/ — AAAA’y)Xv + (B—AaABA) >0, V X, (26)
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and then
ay — ApAp, =0, B—AArBA >0, V X,, (27)

where the so called Lagrange-Liu multipliers Aa, accounting for the ba-
lance equations of momentum and internal energy, Maxwell’s equations, the
charges conservation equations and the evolution equations of the disloca-
tions field, the charges fluxes and the heat flux (5), (7), (8), (9),(10), (12),
(14) and (17)-(19), are objective functions defined by

{An} = {AY, AU AP AR AB AR A" AP A% A AT ATY.(28)

157

The mass conservation law is not considered, because the density of the
semiconductors under consideration is supposed constant. Therefore, if the
left-hand side of the laws (5), (7), (8), (9),(10), (12),(14) and (17)-(19) are
denoted, respectively, by

]:ivwFU?FiE"FéLv f4’fﬂ}‘p‘/—_57‘/—_‘] ‘F;‘jpaﬂ‘q?

the application of Liu’s theorem (25) gives

0S
P HounS it @rp—{ A F + AVFY + APFP + APFY + APFP + AU F+

FAF 4 APFP 4 AL FL + A F  AF 4 Ag;vg} >0,  (29)

l.e.

oS vy -~
n +ﬂvk5k+(¢k)k—1\”< G T PUiL — Titg — €] +Jf)Bk—PZ5z>

ou . .
—AY (pat + pviU; — 7vij + qii — (Gi" + Jf)gi)
1 o0&, Ov; 0B;
E ~ ! 5 13V ——
—Al<#0aﬂB — il =3 = pZu - 8t-Faﬁnj8;E%+%mﬂﬂVj0;)

—Af (E()(Ei’i — Ejikvi,jBk - gjkiUkBi,j) - pZ)

0B,
_AB (El]’LgZ] - El]sgszkvz ]Bk - El]sgsszkB %, + ot )

~APBi;
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ATL 8 n
— at + pving + ji'i0i — g
Op .
—AP <pat + pvipi + Ji ;015 — 9 >

da 1 Oe (9
_A;l (a: + vk apk + 8§S sl — Up,sQsl + —(— 0t Gps — Vs 1Aps — D,apl,lck - Apl>

n 8 3 1] -n n
—A] < b T Vidig g 0f — vigdy — Jz>
» (] Og;
A P v
A <6t Ry LiP — v g% — Jz>
0q; Og;i
—A? ( g Uit + 50— Vi — Qz‘) 20, (30)

where the mass force and the heat source have been neglected.

Taking into account that the entropy function S, the stress tensor 7;;, the
entropy flux ¢;, the internal energy U are constitutive functions of the inde-
pendent variables €;;, &, Bi,n,p, T, aij,ji",jf’, qisMis D> L, a;j ., performing
the calculations from (25) and (30) we derive the following quantities

oy Lo, 05, 05 05 o5 os os s oS o5
Y 7p8€l]7paglﬂpaBZ7pa 7/)8 7p8T aZJ 8jzb’pa]§77

05 9S_ 0S 95 05 05 oo
paql7 pan7i7 papﬂ'? paz-:l7 paaij7k’ Y p kas 881]’

y 0P y a8 n Oy N Odr,
”’“ag og, ""oB; " oB; an ojr
8¢k LS 00 0S| oo
9 by oS Iy, a8 O,

. . r ; 1

pow Op,i * op,i’ POk oT; - or;’ pe Oagj i N 3a¢j,k} (81)

ot ot ot ot ot ot ot ot ot ot ot ot

81),‘ 86@' 881 8BZ 871 ap oT 8@@' 6]{‘ &]f’ 8qz anz
{XW}: . . . . . .

T
apz’. aTz aaij,k
ot ot ot

o . . R . . ) .
$ Vi Sk Eigs Bigs iy Jigs @igs Migs Pags Ligs Qijet ¢s

(32)
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on on

S 9oy, S ¢y,
D s I 2R Y
<pvk =7+ 57 ) e+ (,ka P + &Mj)a”,m (33)

os 0 oS 0
8= ka*+ﬂ ng + ka*+ﬂ Pt
dp dp

0T 0T 0Tk 07w -
{Ba} = {— an " o PE T o Ty~ Dag; “* —pZ& — &k (j} +37) Br;

va—Un + va—U + va—UT + va—Ucr — (3 + D&
P kan kTP kapp,k P k@T kTP kzaau ij,k Ji Ji )€is

— i =il =pZu; —pZ; 0; 0; vsap s—Apr; poini—g"; pvipi—g"; —Ji% —JV = Qi ¢,

(34)
and a suitable matrix {Aa,} = {A™"} (m =1,...,12; n = 1,...,26), whose
elements are reported in Appendix.

Thus, according to the first requirement of Liu’s theorem (27), the fol-
lowing results are deduced:

AVpdi — AFE,.;B; =0,

oS oUu ~ ~ =~
Pac. ~ AUpagu = —AY7ji — AJ &8 By — MY eozjin By
1) Y
95, U
Pog " Pog =
0S8 oUu ~
paB - AUP@ = AE(SZP —+ AFE()EU@'U]‘,
oS oUu
2 ANV = pAn
pan Pan pPA,
oS oUu
AU — AP
P op Pop ~
a5, U
Por N Por ="
s o, U
paai]’ -A paaij B Aij’
05 \u,0U _ A

Paj? P@— i



L. Restuccia

265

oS oUu p
—AVp— = A
pa -p 8]2 7 )
85 oUu
- AU = A
a% a% v
oS oUu
—AY =
p@n i pf)n i =0,
oS oU
AY =0
pap,z Pap i ’
oS _0
oS v oU
pag@ng - 8az'j’k - 07 (35)
and still we get
0y, U oUu _ » 0Tk
PUk a&ij + 88@' PUk aﬁij a t 882']'
8q§k U oUu 2 0Tk
= AP A
pv kag 9E; Ukagl l 9E; + €00k 4 +5pkz s
08 0 oU 0 1 _ ~ -~
PU B, 8? kB g = =—A/ agl AE " Epji—AfEOEkhvl—Af€pks€slivl+5¢k1\f7
(36)
and the other results
8¢k U oU » 0Tkl in
= —A} A5, A
kaaln ajr pvk@ji" lan+ ik T VR
0oy, U oUu 07w
— = _A’U A 61 A
0 k@jlp + 8],? pvk@jf 1 5P i + k+ Uk
— - A = —A} AV, AZ,
Pow 9g; - 9q; Pow dq; b g, * kO,
0S8  0gy, gy oU 0 OTki
PUk an,i + E)ni —A kam ! 8717@7
9SOy g oU 0Ty
_A v
POk Op,i * Op,i kap,z‘ Yop,’ (37)
0S8  O¢y v oU v OTki
oS ol U oUu 0T
- —A . = [ — A4 D' 6,076
pu 8ai]k + aaijk p 8%-7;@ ! 8% k pl piCliCk
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Following [36], from (35)7 one derives for the Lagrange multiplier AY the
same result as the one obtained in [36]

1
AV = 38
T(Q)’ (39)
where 6 denotes the empirical temperature. From (36)s, the Lagrange multi-
pliers A, AE, being independent on the velocity v, must be null and also
from (36); and (35); the Lagrange multipliers A¥, AL and A%, indipendent
on the velocity, are null

AL, AP =0, AF. Al AP =0 (39)

From the second requirement of Liu’s theorem (27)s, the following resi-
dual inequality is obtained

Ok

@amk+AU5k(j,?+j£)+A;’kAik+A"g"+Apgp+A{an+A{pJf+A§Qi >0,

(40)
where we have taken into consideration that terms containing the velocity
v must be null and the fluxes do not depend on scalar variables.

Introducing the free energy F' and the flux vector K, defined by
F=U-TS and K;=pFv;—T¢;, (41)

into (35)-(37) and using (38)-(39) we obtain the following results
the laws of state

oF OF OF OF 0
= = Tij, =Y, =Y, =Y,
pa€ij J pa& 871,1' ap,i
oF oF oF oF
= _— = —TA” =" — = —TAp = yP = —TACL = Tyj,
paBZ 07 an lu’ Y ap H’ Y paalj (] T J
(42)
oF _— OF _ OF _
8T 8f, 6aij,k
the affinities (the variables conjugated to the corresponding fluxes)
oF n oOF i OF
= TN =17, p = TN =11, p— = —TAY =17, (43
pajzn K3 l’pajf 7 7,’paqi 1 () ( )
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Relations (42) and (43) give the physical meaning of the remaining La-
grange multipliers, i.e.

1 1 1
A" = _Tﬂna AP = _f:up7 Ag] = _fﬂlb (44)
" 1 b 1 1

The group of relations pertaining to the flux-like properties of the con-
sidered processes are:

0Ky _, 0Kk _, 0K
851-]- ’ 651 ’ GBZ ’
8Kk aKk
o 1 oik + I v, o Poir + I vy,
= —0;; + vy, =0, =0,
Dy ik on op.i
0K, 0K
3Tk.: =0 Oa: .Tk = D'mijOr (46)
71 Z]?

From these results the residual inequality (40) simplifies to

Py, o
Tiaf. -aij i+ (i + Jp) €, — mij Ay — pg" — pPg? — I 1T —I1Q; > .
ij
(47)
Integrating expression (46) in a proper way, taking into account (41), (42)
and (43), we obtain

Ky, = —qi + " ji + pP 5§ + D'mijaigp, + pop (48)
and the form of the entropy flux given by

bk = %(Qk — u"ji — 1Py, — D'mijag). (49)

From (49) it is seen that in the entropy flux there are the contributions due

to the heat flux, the charges fluxes and the dislocation gradient tensor. Also,

from (42) and (43) it results that the free energy is given by the following
function

F= F(Q]’, n,p, T, aij,jzn,jf, qi). (50)
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For the invariance of F' under time reversal, the expressions of F' contains
no first order or odd order terms for the fluxes.

From the state law (42); the stress tensor 7;; is symmetric, being €;; sym-
metric, and therefore in the momentum of momentum balance (7) the couple
¢; vanishes. The results obtained in this Section are applied in the following
to get the unknown constitutive functions, present in the considered model
to describe isotropic doped semiconductors with defects of dislocation.

4 Constitutive theory

In this Section, in order to have a closed system of equations having the same
number of equations and physical quantities present in them (independent
and dependent variables) [40], by the help of Wang’s and Smith’s theorems
(see [60], [61], [62], [57]), that use isotropic polynomial representations of
propre functions satisfying the objectivity principle and the material indif-
ference principles, the constitutive theory and the expressions for the exter-
nal source terms A;; = A;;(C) and JJ = J(C), J? = JL(C), Qr = Qx(C)
(present in the rate equations for the dislocation field, electrons, holes and
heat fluxes, respectively) are derived, in a first approximation. We suppose
that the quantities a;;, A;; and 7;; responsible for the dislocation field, in-
fluencing mechanical and transport processes within the medium, have the
form

aij == aéij, Aij == Aéija 7Tij = W(Sij- (51)

This assumption can be justified by the fact that by splitting a tensor of
second order, for example Gj;, in its deviatoric part G;; and its scalar part
G (spherical part of Gj;)

Gz'j = éij + G(Sij, (52)

with G = %Gkk and éij = Gij — %Gkkézj, the deviatoric part of Gjj is
supposed neglegible.

Therefore, taking into account the laws of state (42), the affinities defini-
tions (43), the form of the free energy (50) (time reversal invariant), that 7;;
is a symmetric tensor, 117, 1%, HZ-Q, Jr, J?, Q; are polar vectors, S, pu", uP, m, A
are scalars, and the affinities are quantities conjugate to fluxes (polar vec-
tors), the following objective representations are obtained for the constitutive
functions in a first approximation

Tij = Tij(€ij, 0, T, a), S = 8S(eij,n,p, T a), p"=up"(ej,npT, a),
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:u’p = /Lp(€l‘j7n,p, T7 a)v ™= 7T(£’ij7n7p7T7 a)7i‘e' (53)
. plg. 2.
Tij = 57-6zg + 57-51]7 (54)
S = Bin+ B2p + BT + Bla + Blei, (55)
p" = Bunt Bup + BT + Bua+ Boeii, (56)
p _ Al 2 3 4 5_
pP = Byn+ Bop + BT + Bya + Byei, (57)
™= Bin+ B2p + BT + Bra + Biei, (58)

where the coefficients g%, (a = 1,2) Bﬁ,ﬂg,ﬁf,ﬂﬁ, (6=1,2,...,5) can be
functions of the following invariants

n,p, T, a, €xk, €ij€ij, Eij€ jkEkis (59)
the affinities

ne =10, 38, q), =100 40q), ¢ =1" 57 ¢), (60)

07 = BNl + B} + B, (61)

I} = Bpj;’ + Bpi! + Bbai, (62)

I = Bl + Bt + Boas (63)
(] Q]Z Q]’L Q(hv

where 5%, 5%, 523(5 = 1,2,3) can depend on the invariants:
e 31 I3 3 0 4 57 - (64)
Furthermore, representing the external source terms A;; = A;;(C) and

Jp = JMO), i = JL(C), Qr = Qi(C), we obtain in a first approxima-
tion the rate equations (17), (18) and (19) in the following form

a —D'a g = yin+v2p + 3T + via + ek, (65)
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%N

Jr= & +Vear +vong + vapk + Vo Tk + Vodn +v0it + Vaaw,  (66)
*P
=& + vpak +vank + Pk Lk + 100k + it +hak,  (67)

U= ,E + a0k +Yonk + VaPk + VoTk + Vodk + Vadh +V5ak,  (68)

where the coefficients 15 (e = 1,2,...,5) and 7,77, 7 (w = 1,2,...,8) can
depend on invariants built on the set C (3).

The reader is advised to read the Appendices of Reference [4], where a
representation of objective functions was derived in full details for porous
media, starting from considerations on Wang’s and Smith’s theorems [60],
[61], [62], [57].

In the physical situations, where we can replace Zaremba-Jaumannn
derivative by the material derivative equations, (65)-(68) take the form

7% — D’a}kk = —a+ X}ln + Xgp + ng + Xﬁ%k, (69)

IR = =g = N T+ X E + Xk + Xang + Xopsk + Xndh + Xoak, (70)

TIY = =8 — NTg + XPE + Xpa + Xong + Xopk + Xpik + Xoaw, (71)

Tl = —qi — AT — X9E + Xgak + Xong + Xop i + Xgii + Xodb,  (72)

where 73 = —T“(_l), 73 = —T‘]n(_l),’)/; = —77"(=1 and fyg = —79=1 are
the inverse of the relaxation times of the defects and the electrons, holes,
heat fluxes, respectively, see (65) — (68). The new coefficients D', A AP, \,
Xo(6=1,2,3,4), x5, Xp and xg(e=1,2,.,5) in (70) — (72) are expressed
in terms of the coefficients present in equations (65) — (68) and the minus
signs come from physical reasons. D’ represents a diffusion coefficient of
defects, A\, AP are Seebeck coefficients, A is the thermal conductivity, x",

xP are conductivities, x? is Peltier coefficient. The rate equation for the
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heat flux (72) generalizes Vernotte-Cattaneo law 7g, = —q — AT, where
the finite velocity of the thermal disturbances is taken into consideration,
eliminating the paradox of Fourier heat equation ¢, = —AT;, that leads

to thermal propagation with infinite velocity. Equations (69) and (71) are
new, but the equation (70) is the generalized Fick-Ohm’s law concerning
relaxation features of the electron field.

5 Conclusions

In this paper a model for isotropic doped defective semiconductor crystals
was developed in the framework of the rational extended irreversible thermo-
dynamics with internal variables. Here, the considered semiconductors are
not electrically polarized and the dislocations flux tensor is not an indepen-
dent variable, as in other papers of the author. Also, it was assumed that the
mass density is constant, the body force, the heat and the external entropy
sources are negligible. The entropy inequality was analyzed by Liu’s theo-
rem, where all balance and evolution equations of the problem are considered
as mathematical constraints for its validity. The state laws, the affinities, the
residual dissipation, the entropy flux and other relations were derived and
the results obtained here were used in [13], [14], [15], [16]. In these papers
the behaviour of superlattices of doped defective semiconductors was investi-
gated, taking into account the role of the interfaces between their alternative
layers, and this behaviour can be used as a basis for the construction of ther-
mal transistors, thermal computers an other devices. Furthermore, in this
paper, using Wang’s and Smith’s theorems objective, constitutive relations
and transport equations were constructed in a first approximation. Rate
equations, presenting a relaxation time, that describe disturbances having
a finite velocity of propagation were derived. It was shown that a field of
dislocation lines in an extrinsic semiconductor crystal has influence on its
mechanical and heat and electric transport properties. In [33] and [34] weak
discontinuity waves and asymptotic electronic-dislocation waves in n-type
semiconductors with defects of dislocation were studied by the author using
a model similar to the one developed here. The theory elaborated in this
paper has several applications in nanotechnology and other technological
sectors.
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Appendix

272

In this Appendix we present the elements of the matrix {Aa,} = {A™/"}

(m=1,..,12; n=1,...,26):

oT,
Al — 81, A2 = = Al — g A6 — i, AT — _ail-cl-’
Eij
A8 _ _% 119 _ _% 1120 _ _% 121 _ _%
o&;’ 0B;’ agn’ agr’
All22 _ _@ All23 _ _% All24 _ _@
i’ on;’ op,i’
Al25 _ _% A6 — Oyl
orT;’ daij’
oU ou ou
A2|1 =0 AQ\Z _ Y A2\3 _ A2\4 _ 7Y
ou oU oU oU
A2\5 _Yv AQ\G _ 2 A2|7 _ 7 A2|8 _
pa/ﬂ? pap? p6T7 paaz‘y7
oU oUu oUu oU
4219 = Py A2I10 =po, 42011 = p=, 42012 = ps—.
Ji i q; n;
42013 87(] A214 _ 87U A215 ou
ap,z ’ 811,2 ’ aazg,k ’
A6 — 2117 o ou
Y agzj’
oU oU oUu oU
q28 — 0 O oo o OY oo OY o 0 OU
pPU; 8827 PY; 8317 PY;j ajln’ Ujajll,”
ou ou ou
A2|22 = pvj 8ql + 51], A2|23 _ p,UjaT,i’ A2\24 = puj 8p77;7
ou ou
A2|25 _ Yy A2|26 _ ;
pU] az-:z 9 pv aaij,k 9
A = 08B, AW =0, A% = —co6, AP = egF iy,
1.
A35 = = 4318 — . 43119 — &, AB20 — 43126 _
Ho
At = = AN =, A6 = 2By,

4|17 4|18 4]19 ~ 4|20
AT =0 A8 — g5, A0 = _eoEipivg, AN =0,
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PR )
A= = A58 =, A =gy, AP = = A% =, A6 = g E By,
45117 — 0, 45118 —aji, 45119 —gljsgskivk? A5120 — 45126 _ 0,
At = = 4S8 =, S0 = g5 A4S0 = = 4826 = ¢,
AT = =AM =0, ATP =p, ATI6 = | = AT19 =,
A7\20 _ 6ija A7|21 R — A7|26 =0,
AL = = 4B =, B8 = 5 ABIT = | = AB120 — ¢
A8\21 — 6”7 A8|22 R — A8|26 =0,
A =0, A2 = 446,045 + apsdsidy;, A% =A% =0, A% = 6,0,
AW = = A =0, A6 = 06,05 —aps0si0y, AN = = A% =0,
AP0 = —D'8,i61;0k;.
A10|1 -0 A10|2 _ jn A10|3 _ _ A10|8 -0
) N ) A )
A9 _ 410010 _ 410015 _
AL0[16 _ _m AWNT 41119 _ g 410020 _
- VR T T — Y — Uy
ALOI2L 710126 _
All\l =0, All\? _ jfa A11|3 I A11|9 =0, A11|10 =1;
AN 4115
A6 — _gp o AUINT 11020 _ g q11021 "
]7 A ] M
AL22 — A126 _
AL — g 41202 = 4 A3 — — A12010 — g g2t g
A12\12 S — A12|15 =0
412116 _ —q;, AVT —A1221 g g12022 v,
A12\23 S — A12|26 =0.
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