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Abstract

A 1D coupled drift-diffusion dissipative Schrodinger model (hybrid model), which
is capable to describe the transport of electrons and holes in semi-conductor devices
in a non-equilibrium situation, is mathematically analyzed. The device domain is
split into a part where the transport is well-described by the drift-diffusion equations
(classical zone) and a part where a quantum description via a dissipative Schrédinger
system (quantum zone) is used. Both system are coupled such that the continuity
of the current densities is guaranteed. The electrostatic potential is self-consistently
determined by Poisson’s equation on the whole device. We show that the hybrid
model is well-posed, prove existence of solutions and show their uniform boundedness
provided the distribution function satisfy a so-called balance condition. The current
densities are different from zero in the non-equilibrium case and uniformly bounded.
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1 INTRODUCTION 3

1 Introduction

A basic model for carrier transport in semi-conductors was originated in 1950 by van
Roosbroeck [46]. It describes the transport of electron and holes by drift and diffusion
processes in a self-consistent electrical field. This so-called drift-diffusion model was firstly
used by Gummel, cf. [26], to calculate diodes. Since that time drift-diffusion models
were intensively studied and there is an extensive literature on it, see [22, 41, 47] and
references therein. However, modern semi-conductor devices inherently employ quantum
effects in their operations like tunneling [15, 17, 49] which are well described by stationary
or transient Wigner- or Schrédinger-Poisson systems [1, 9, 10, 12, 27, 28, 29, 33, 34, 35, 36,
38, 39, 43, 44, 45, 48]. Unfortunately, the numerical treatment of Wigner- or Schrédinger-
Poisson systems is fairly expensive compared to classical models like drift-diffusion models.
However, for several devices like resonant tunneling diodes [13, 14, 21, 42] the quantum
effects occur only in some small spatial parts while other parts admit a quite reasonable
description by approved “classical models” like drift-diffusion models etc. So one looks
for a model which combines a quantum description in parts where it is necessary with
a classical description in other parts. The aim is to obtain a model which allows an
effective and fast numerical treatment, but describes the transport of electrons and holes
in the semi-conductor device sufficiently accurate. Models of that type are usually called
hybrid models, cf. [2, 6, 7, 16]. Numerical calculations carried out in [2, 16] for resonant
tunneling diodes show that hybrid models are in a quite good agreement with experiments,
in particular, the phenomenon of negative differentiable resistance reproduces well. In the
following we are interested in an analytical treatment of such models under quite general
assumptions but in a dissipative approximation.

In particular, we consider an one dimensional stationary hybrid model which consists
of a stationary drift-diffusion model in the so-called “classical zone” and a stationary
Schrodinger-Poisson system in the “quantum zone”. Both systems are coupled by the
conditions that the Fermi energies of the quantum zone are given by the electro-chemical
potentials of the classical zone, the current densities are continuous at the interface points
and the Poisson equation holds on the whole device domain.

The hybrid model approach evokes, however, several problems. In fact, if one is interested
in a current density which is continuous over the whole device, then one has to consider an
open system. Indeed, for Schrédinger operators with self-adjoint boundary conditions the
current density is always zero since such operators commute with the complex conjugation.
Thus, a continuous non-trivial net current flow through the interface between quantum and
classical zones is impossible in this case. Consequently, hybrid models enforce at least non-
selfadjoint boundary conditions for the Schrédinger operator to describe the particles in the
quantum zone. Such models were introduced in [30, 31, 32]. Further, a non-trivial current
density arises in the quantum zone only if the statistical behaviour of the quantum system
is described by a density matrix which is different from those of the thermo-dynamical
equilibrium. Hence, one has to find suitable non-equilibrium density matrices.

In more detail, we divide the one dimensional device domain A = [ag,bg] C R into three
subregions ¥, = [ag,a], Q& = (a,b) and ¥ = [b,bo], ap < a < b < by, where X :=
Yo UX, is called the classical zone and €2 is the quantum zone. In ¥ we consider a
stationary one dimensional drift-diffusion system, in short DD-system, without generation
or recombination, [40]. That means, the carrier and current densities uf and J}, v =a,b,
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W

for electrons and holes “4” are given by the state equations

d
uy (2) = f (v (2)), and J(x):= —ufuyi(x)%ﬁ(ﬂf), (1.1)
for z € ¥, v = a,b, where v.F are the chemical energies, 2 denote the electro-chemical
potentials (energies) and uF are the mobilities of the carriers in ¥, v = a,b. The electro-
chemical potentials 2 and the chemical energies v are related by

5, =tp+v +E;, v=ab (1.2)

where ¢ denotes the electrostatic potential and EF are the band edge-offsets in ,,, v = a, b.
In the following we choose the Boltzmann distribution

fE(s) = NFfe/ksT seR, (1.3)

where Nf, v = a,b, are the effective density of states, kp is the Boltzmann constant, and
T the temperature, which is assumed to be constant. In order to keep the notation as
simple as possible we scale the factor kT to one in the following. Very often instead of
the electro-chemical potentials z the so-called quasi Fermi potentials ¢ := 42 are used
which we prefer to use also. In terms of quasi Fermi potentials one gets for the carrier and

current densities the expressions
+ +  TF(p—¢F + EF) + + +d 4
u, =NJ e vESD) and  J)S = Fugug —x(by, v =a,b. (1.4)

Since we exclude generation and recombination in this paper the current densities JF,
v = a, b, satisfy the continuity equations

d

—JF=0, v=a,b 15

d.’E v ) v a, o, ( )
which yields that the current densities JF are constant on ¥, v = a,b. Finally, one has
to add boundary conditions

¢z (a0) = ¢z €R, and ¢ (bo) = ¢}, €R, (1.6)

to the continuity equations (1.5).

To have a mathematically meaningful description the continuity equations require bound-
ary conditions at the end points a and b of the classical zones ¥, and ¥, too. However,
for the hybrid model a and b are not boundary points but interface points at which the
coupling of the drift-diffusion system with the quantum subsystem is realized. Hence the
coupling conditions have to replace the boundary conditions at these interface points. We
will develop these interface conditions later in the text.

In the quantum zone a dissipative Schrédinger system, in short a DS-system, is adopted,
cf. [3, 30] and Appendix A.5, which is derived from a quantum transmitting Schrédinger
system, in short QTS-system, see [4, 8] and Appendix B.1, B.3 and B.4. Dissipative
Schrédinger systems, in short DS-systems, consist of two dissipative Schrodinger-type op-
erators h* [k, %gt, vt], cf. [31, 32] and Appendix A.1, arising from the differential expres-
sions 1d 1 d

W, 7y vF] = =5 o 0 (1.7)
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with

vEi=wF+ o, wt e LP(Q), ¢ e Cr(Q), (1.8)

on the Hilbert space h = L?(f2), where the index R of the function spaces indicates real-

valued functions. The operators hi[%jf, %2[, vi] are supplemented by the boundary con-
ditions ) )

"(a) = —3Fg(a), and ——g'(b) = s g(b), 1.9

2mgg() a2 9(a) 2m;}g() » 9(b) (1.9)

where w* are the band-edge offsets of the quantum zone and »F, %2[ eCi:={z€eC:

Im(z) > 0}. The other important ingredients of dissipative Schrédinger systems are the so-
called density matrices p* € L>(R, B(C?)). Dissipative Schrodinger systems are indicated
by the quadruple {h*[3F, 55, vF], p=} = (A5, 567, 0], h =[5, 5, , 07 ], pT, p~ } in the
following. To dissipative Schrodinger systems one assigns carrier and current densities, cf.
[3, 30] and Appendix A.3, A.4.

In contrast to [3, 30] where the coefficients s, %bi were assumed to be constant we choose

them now potential dependent,
. Sj: —’Ui a
wE(p) = Z’/T(g)ma (@)
(1.10)
st (0)—vt
wi(p) = iy [0,

¢ € Cr(f2), where i denotes the imaginary unit, i.e. 2 = —1,
vE(a) := £p(a) + EZ, vE(b) := +p(b) + B (1.11)
and
55(0) = Vppax () + 057, &5 >0, (1.12)
" fs(9) (o (@), 0* ()
v ae(@) = max{vT(a),v" (D)},
(1.13)
Umaz($) 7= max{v™(a),v”(b)}
where 0% are given positive constants. Notice that Im(s¢X(¢)) > 0 and Im(%gE (p)) >0

for all ¢ € Cr(Q). Hence the operators h*[¢] := h* [ (), 7 (p), w™ + @] are maximal
dissipative ones such that the multiplicity of their minimal self-adjoint dilations is two, cf.
[32].

The density matrices pf [] of the DS-system are determined by

AE[0] = [0k (), Vg () +05), 0 <65 < 0% < o0, (1.14)
and
+ +
+ o+ _ A= €p ) 0
1Y ()‘) = PAt[p] T ( 0 fi()\ _ E;)I:) XAi[w]()‘)7 A eER, (1~15)

where f* are statistical distribution functions, c¢f. Appendix B.4. The real parameters
A = {50i, 0}, 0 < 50i < 6% < oo, are called the approximation parameters. The interest
to the semi-intervals A*[p] is due to the fact that only energies above v () contribute
to the current densities, cf. [30]. In the following we call them the current thresholds.
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With each DS-system {h*[p], p*} one assigns carrier and current density operators J\/;i [¢]
and jii [<p], see [3, 30] as well as Appendix A.3 and A.4. These operators define carrier
den81tles uQ = /\f [¢] and current densities j* := j;ti [] for given electrostatic potentials

p € Cr(9) in the quantum zone. We recall that the current densities of the DS-system are
constants for a given electrostatic potential, cf. [3, 30].

In a next step one couples the DS-system {h¥[p],pT} to the drift-diffusion system by
choosing the Fermi energies X and €, in appropriate manner and demanding current
continuity, i.e.

JE =t =JF (1.16)

To find the correct Fermi energies ¢, and &, one regards the semi- intervals (—o0 a) and
(b,00) as carrier reservoirs Wthh are characterlzed by carrier densities u and ub and
reservoir potential energies v and vb , respectively. Carrier densmes ut and ub and
reservoir potential energies v and vb determine the Fermi energies e and sb of these
reservoirs. For the choice ui = ul(a), uljf = u; E(b), cf. (1.4) and vi = v*(a) and
vgt = v¥(b), cf. (1.11), it turns out that the Fermi energies of the reservoirs are determined
by

€a =24 () = £, (a) and g =z (b) = 25 (b). (1.17)
which yields the density matrices
_ ([ FFOF 65 0) 0
pE(\) = < 0 b PO F 6% (a)) ) Xazp)(A), A eER. (1.18)

In a forthcoming paper we give a rigorous derivation of the relations (1.17) which is called
the Fermi coupling. With respect to the current continuity condition (1.16) the problem
arises whether under the Fermi coupling for a given electrostatic potential ¢ the condition
(1.16) can be always satisfied.

The arising compound system consisting of DD- and DS-systems is called a dissipative
hybrid system, in short DH-system. If in addition the electrostatic potential ¢ satisfies the
Poisson equation

4.4 — R
dmedxgo(x) Clx)+u(z) —u (z), =x€A, (1.19)

with boundary conditions
¢(a0) = o, €R and  ©(bo) = ¢p, €R, (1.20)

+

where the carrier densities u™ are given by

uf(z), =€,
ut(z) = ué(m), z e, (1.21)
uy (z), € Xy,

then the DH-system is called a dissipative hybrid model, in short DH-model. By € and C
the dielectric permittivity and the doping profile of the device are denoted, respectively. In
fact, the Poisson equation for determining the electrostatic potential is non-linear. Notice
that the quantum carrier densities depend non-locally on the potential.

A more advanced model is the so-called quantum transmitting hybrid model, in short QTH-
model, which arises if one couples the drift-diffusion system to the quantum transmitting
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system, cf. Appendix B.1. The dissipative hybrid model is an approximation of QTH-
model which one obtains replacing the quantum transmitting Schrédinger system (in short
QTS-system) entering into the QTH-model in certain manner by a dissipative Schrodinger
system, cf. Appendix B.3 and B.4. It has the advantage that a lot of quantities can be
calculated in an explicit manner but nevertheless it preserves with an certain accuracy the
mathematical problems of QTH-models. Finally, DH-models have an interest in its own.
Indeed, the numerical treatment of QTH-models requires a discretization in the energy
parameter A\ which naturally leads to a finite collection of DH-models, see Appendix B.3.

The final aim of this paper is to show that the proposed DH-model admits a solution
under natural assumptions for any choice of the approximation parameters 2. The paper
is organized as follows. In Section 2 we investigate the stationary drift-diffusion system on
the disconnected set % = ¥, UY, provided the current densities are given and equal on the
different intervals 3, and ;. This leads to certain restrictions on the current densities,
cf. Lemma 2.2. Section 3 is devoted to the rigorous setup of the dissipative Schrédinger
system used in the quantum zone. The dissipative hybrid model is defined in Section 4.
In Section 4.1 the so-called Fermi coupling is explained. Using the Fermi coupling it is
shown in Section 4.2 that the stationary DD-system and the DS-system admit a current
coupling. This result is in fact non-trivial and is based on Proposition 4.1. Using the
results of Section 4.2 in Section 4.3 the dissipative hybrid system is rigorously introduced.
Finally, in Section 4.4 the dissipative hybrid system is coupled to the Poisson equation
which yields the dissipative hybrid model. The problem to find a solution of the DH-model
is reformulated in Section 4.4 as a fixed point problem. In Section 5 we show that the
fixed point problem admits a solution. The existence proof is based on the Leray-Schauder
fixed point theorem. Important for this step is that a certain balance condition for the
distribution functions has to be satisfied, that means, the growth of the hole distribution
function at minus infinity and the decay of electron distribution function at plus infinity
and vice versa have to be related, cf. Assumption 5.6. The standard Boltzmann and Fermi
distributions satisfy this balance condition. Uniqueness is not shown and not expected
by physical reasons; however, it turns out that all solutions are uniformly bounded by a
bound which is determined by the data of the problem but independent of the choice of
the approximation parameters 2. Moreover, the current densities are non-trivial in the
non-equilibrium case. We end up with some comments in Section 6. In Appendix A we
give an introduction to dissipative Schrodinger systems and prove some continuity results
for the carrier and current density operators. The derivation of the DS-system used in
the quantum zone from the QTS-model is exposed in the Appendix B, in particular, in
Appendix B.3 and B.4 .

Notation: By LP(O,X,m) 1 < p < oo we denote the space of m-measurable and p-
integrable functions over Borel sets O C R with values in a Banach space X where usually
0 =0,%A. By L*(0, X, m) the space of essentially bounded functions is denoted. If m
is the Lebesgue measure, then we write LP(O) = LP(O,C,m) and LE(O) := L?(O,R, m),
1 < p < oo. For closed sets O C R we denote by C(O) and Cr(O) the spaces of continuous
complex- or real-valued functions on O equipped with the supremum norm, respectively.

The norm of a Banach or Hilbert space X is indicated by || - ||x or simply by || - ||, the
scalar product of a Hilbert space X by (-,-)x or simply by (-,-) where the first argument
is the linear one. The dual space is indicated by X*. By B(X,Y) the space of all linear
bounded operators from the Banach space X to the Banach space Y is denoted with norm
| llsxyy- If X =Y, then B(X,X) = B(X) and || - |sxy) = || - |5x)- If X is a Hilbert
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spaces, then By (X) denotes the space of trace class operators. For a densely defined linear
operator A : X — Y we denote by A*, spec(A) and res(A) its adjoint, spectrum and
resolvent set, respectively.

Furthermore, for O = (ag, by) or O = (a,b) we denote by W12(0) the usual Sobolev spaces
of complex-valued functions on O. The subspace of elements with homogeneous Dirichlet

boundary conditions at the end points of the 1nterval O C R is denoted by VV1 2(0). Its
dual with respect to the L2-pairing is denoted by W L2(0) = (VV1 2 (C’))) . If we have

in mind only real-valued functions, then we write Wﬂég((’)) and Wﬂé’z (0).

Moreover, in the following we distinguish between variable and parameter dependence using
the convention: if we have in mind a variable dependence, then we put the variable into
parentheses, if a parameter dependence, then the parameter is put into brackets, see above
(1.7), (1.10), (1.12), (1.14). It happens, that a parameter dependence becomes a variable
one what means the parameter is now included into parentheses. The superscripts “+4”
and “-” always indicate quantities related to holes and electrons, respectively.

2 Classical zone

In this section we consider the stationary drift-diffusion equations (1.4) and (1.5) on the
disconnected set ¥ with boundary conditions (1.6). The boundary conditions at a and
b are replaced by the conditions that (i) the current densities at a and b are equal and
(ii) these current densities are given. We show in this section that the DD-system is
well-posed and admits solutions provided the given current densities are located in some
interval around zero which depends on the fixed electrostatic potential ¢. Later on the
given current densities will be the quantum current densities for a fixed potential ¢ which
is finally determined self-consistently by the Poisson equation.

We suppose that the carrier and current densities u*(-) and JF, v = a,b, are given by
(1.4). We make the following assumptions.
Assumption 2.1
(C.1) The effective carrier mobilities p* are positive constants on ¥, v = a, b.
(C.2) The effective density of states N© are positive constants on ¥, v = a, b.
(C.3) The band-edge offsets E are real constants on ¥, v = a, b.
(C.4) Generation and recombination are absent.
By (C.4) we obtain the continuity equations (1.5) which implies that J*(z) := JF(z) is
the same current density on ¥, v = a,b. In particular, one has

JE(x) = JE(a), z€%,, and JE(z)=JE(0D), ze%. (2.1)
Therefore, one gets that

e %a0 — e—%a (a)

J. (a)=p, N, 2.2
a (a) g Vg fa dy e—(y)+Ex ( )
ao




2 CLASSICAL ZONE 9

and -
€7¢b_ (b) — eiqbbo

Jy (b)) =y Ny . 2.3
b (0) =iy N, I dy e+ E; (2.3)

In the same manner we verify that

edj_;o — e¢aJr (a,)

Ja(a) = pi Ny —a—
fao dy erW)+Eq

(2.4)

and +
e¢;r(b) _ e¢b0

JF) = N ——————.
b (0) = py N, fbbo dy W)+ E]

(2.5)

Lemma 2.2 Let the electrostatic potential p € Cr(A) be given. There are solutions ¢, €
Ci(2)), v=a,b, of (1.4) and (1.5) satisfying the boundary conditions (1.6) and J (a) =
Jy (8) = T~ if and only if T~ € (o [9], Jomasli?)) where

e I TNy e o 2.6
maw[gp] T H’a a fa dy 6*90(3/)4”E; . ( . )
ag

J . = —u, N, ,
minl¥) Hy £V fbbo dy e~ #W)+Ey;
Similarly, there is a solution ¢} € CE(X,), v = a,b, of (1.4) and (1.5) satisfying the
boundary conditions (1.6) and J; (a) = J,7(b) = J* if and only if J* € (J,1.. [, Jhaule])

where

+ + -+ e + + 7+ e
g = —py N ——m—,  J, =py N —————. 2.7
min [‘P] My 1Vy fbbo dy ew(y)-l—E;' ) mazx [90] Hag Vg fa dy e(p(y)JrE;r ( )
ap
Proof. From (2.2) and (2.3) one gets
Ty N T 2.8
a (a) < Ha Vg fa dy e—@(y)"!‘E; - maw[(p] ( . )
ao
and
b e
J,(b) < —py Ny~ =J . . 2.9
b ( ) Hy IV, fbbo dy e_‘P(y)J"E; mzn[@] ( )
If we assume that J, (a) = J,(b) = J—, then (2.8) and (2.9) imply J~ €
(i@l Irmazl#]). Conversely, if J= € (J_ . [¢], Jmaxz(®]), then the definitions
—17- ~buy _ T[T gy eewriEL
G lJ 0)(x) = —In (e P — — N dy e a |, x€,, (2.10)
Ha Na ao

and

T A -
(bb_ [J_7¢](m) =—1In (e %ro + ,U—N/ dy e~ PWTE, ) , T € Xy, (2.11)
b b x
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make sense.
Similarly, we prove that J* € (J. (o], Ji..[¢]) has to be satisfied. Moreover, if J* €
(JE T, Tt lp]), then the definitions
+ Jt ¥ +
o [TT, ¢l(z) ==1n <e¢a0 - / dy eW(yHEa) , T € X, (2.12)
Ha Na ao
and
Jt bo
& [JT,¢)(z) :=In <e¢b+o + T / dy e‘P(yHE;) , T E Xy, (2.13)
/u’b b x

are correct. If in accordance with (1.4) we set
WE[JE, (x) = NEF @S5 @ EED)  pew, y=a,b, (2.14)
then a straightforward computation shows that
d
T = T T el(@) oy T el(@), w €N, v=ab, (2.15)

which completes the proof. |

It is convenient to introduce sets of pairs {JT, ¢}

0< e %0 — fao dx e~ P(@)+ES
£ :={{J ¢} eRxCr(A): e pa N _a B B (2.16)
0< bo 4 S N_ b 0 dg e @)+
and
0< et — L [ da ol +BL
ET = {J o} eRx Cr(A): : (2.17)

0<e¢bo+ +N+f dz e?(®)+

To prevent confusion we note that the curly brackets in (2.16) and (2.17) indicate pairs in
the sense of set theory.

Notice that the definitions (2.10) (2.11), (2 12) and (2.13) make sense if {J*, o} € EF.
We note that ¢[J*, ¢](ag) = ¢Z and OELTE, ¢)(bo) = qf);—; for {J*, ¢} € EF. According
o (1.4) and (2.14) we obtain

TRl @) = Nper@ B {0 - L [T gy e WHE L g e,
. (2.18)
T Rl@) = Nyer@ B {4 L [ ay e WHE L g e,
for {J*, ¢} € £~ and
T ele) = NJe*WHED{e%*o— ;';+ f;;dyem)wi}, rev.
2.19
u;[J*,cp](m) = N;e*(*p(w)JrEZ’){ bo (y)+E} z €Y,
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for {J*, o} € £F which clearly shows that the densities uX[JT, ], v = a, b, are positive if
{J*%, ¢} € EF. The classical carrier density operators D* : £ — L1 (%) are defined by
uF[JE ], =€ X,

+
) (2.20)
ubi[Jj[,ga]7 T € Xy,

DE[J*, ¢] :{

where dom(D*) = £*. Of course, the carrier densities are not only from L' but in fact
continuous. However, in Section 3 we see that for the quantum densities the adequate
function space is L*(£2). This suggests to demand here the same.

3 Quantum zone

In this section we rigorously define the dissipative Schrodinger system
{h*F[5E (), 55 (), pT} defined by (1.7)-(1.15) for ¢ € Cr(A) under the following
general assumptions.

Assumption 3.1

*+ are positive and obey m*, m% e L ().

(Q.1) The effective masses m
(Q.2) The effective masses mF and m;F outside the interval [a, b] are positive and constant.
.3) The band-edge offsets w® belong to L ().
R
(

Q.4) The distribution functions f* : R — R, are continuously differentiable and non-
increasing, i.e %fi(x) <0 for € R, such that

DE(s) == sup fEFAVI+A2 <00, seR, (3.1)
AE([s,00)
FE(s) = /Oo d\ fE(\) <00, s€ER, (3.2)

A DS-system consists of two dissipative Schrodinger-type operators h*[r%] on h = L?(Q),
= [ gt v} € T o= €4 x Cp x LE(Q), (3.3)

and two density matrices p* € L>(R, B(C?)) with values in the set of non-negative self-
adjoint two-by-two matrices. We recall that the superscripts “+” or “-” corresponds to
holes and electrons, respectively. The dissipative Schrédinger-type operator h*[r*] are
defined in the Hilbert space h = L?*(2) by

mxg € WH3(Q),
dom(h[7¥)) = { g e WEH(Q) 1 5ot d'(a) = —sgla), . (3.4)
s 9 () = 5, 9(b)

and
(h*[r)g)(x) = (IF[v*]g)(x), g € dom(h[7]), (3.5)
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where
F1¥10)(w) 1= —5 gz g9 V@t (36)

The dissipative operators h*[p] used in the following are defined by h*[¢] := h*[r%(p)]
where

() = { (9), g (0wt £} € Thy 9 € Cr(A) (3.7)
and sF (), 2 (¢ ) are given by (1.1()). Together with the density matrices
k& FEO =) 0
P [5(1 ) €p 790](>‘) ( 0 f:l: ()\ _ Ebi) XA:E[LP](A)V A ER, (38)

¢ € Cr(4h), cf (1.15), this leads to the dissipative Schrddinger system
{h*[p], p* ek, eif, ]} where 7, i are called the Fermi energies of the reservoirs.

In accordance with Appendix A.2 and A.3 one associates Wlth the dissipative Schrédinger
system {h*[p], pT[eF, ££]} carrier density operators N F[eF, e -] : Of°(A) — LE(Q) and

current density operators j*[eF, e, ] : C(A) — R deﬁned by
N[z e 9l = N5 e e P50 v € Cr(8), (3.9)
and
ji[gaiﬂgb ) = ;ti[ £ 0l [Ti(@)}v ¢ € Cr(A), (3.10)
see also [3, 32]. For us it is important that the carrier density operators admit the estimate
INE[eE, e, o)l 1) < (3.11)
Cotiet c* o) (3 + [8 + 4y /= || Lo o) (0 — a)} 1+ Ui”LOO(Q))
where
vE(z) = max{0, —vF(z)}, z€Q, vi=wtLo, (3.12)
and
Coipet ot o = swp |p%[ea, &, @] (Ve V1 + A%, (3.13)
ptlea ey ] AER b

cf. Proposition A.2 of Appendix A.2. Further, it is crucial that the current density opera-

tors j*[eF, e, o] have the representations

et el = [ (R e AWCHRI) (3.14)

where C*[¢] are the so-called current density observables given by
CEPl(A) = % (PaOF [PV P = BOFPI(NP)OF AV, AER, (3.15)
and ©F[p] := ©F[7%(yp)] denote the so-called characteristic functions of the maximal

dissipative operators h*[p], see Appendix A.1. By P, and P, are indicated projections on
the Hilbert space C? given by

P, := (-, eq)c2 €as Py = (-, ep)c2 ey, (3.16)

eb:<(1)), ea=<(1)> (3.17)

and (-, -)c2 is the scalar product in C?.

where
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4 Hybrid model

Next we are going to couple the DS-system {h*[p], p*[eF, ebi, ¢]} to the DD-system. This
coupling is done in two steps.

4.1 Fermi coupling

Fermi coupling means to choose the Fermi energies ¢ and sb in an appropriate manner.
In the following we choose the Fermi energies in accordance with (1.17). In a forthcoming
paper we legitimize this choice. Inserting the expressions (2.10)-(2.13) for the quasi Fermi
potentials into (3.8) one gets the density matrices

p:t [5(:1‘:’5?7 410] =p [']:ta QD]()\) = (41)
FENF o [T56](0) 0
( 0 FEO T GELIE plla)) ) X
A € R. We note again explicitly that the density matrices p*[J*, ¢] are only well defined
if {J%, 0} € EF, cf. (2.16) and (2.17). Inserting the expression (4.1) into equations (3.9)
and (3.10) the carrier and current density operators of the dissipative Schrodinger system
{h*[p], pt[J*, @]} transform into

NEleg ey 0l = NI 0] = N e [T (9)], ¢ € Cr(D), (4.2)

and
]i[63:752:750} *ji[‘]iacp] = j/:,ti[Ji7<p] [Ti(go)]’ 90 S CR(A) (43)

4.2 Current coupling

The DS-system {h*[¢], pt[JT, ]} includes the classical current densities J* as a free
parameter provided J* € (Jim[ |, JE . [¢]), cf. (2.6) and (2.7). In following we are going
to eliminate this free parameter by the current continuity condition (1.16) which takes the
form

JE =I5 e, {JF, e e € (4.4)
We show that for each fixed electrostatic potential ¢ € Cgr(A) the equations (4.4) admit
unique solutions J* € (JE, (], JE, [#])-
Proposition 4.1 If the Assumptions 2.1 and 3.1 are satisfied, then for any ¢ € Cr(A)
the equations (4.4) admit unique solutions J¥[¢] such that {JF[¢], ¢} € EF.

Proof. Using (3.14), (3.15) and (4.1) we get
ETE, ] = / dX tr (0175, (V) (Pa©* 0]V By — PO (0] (V) P,) 0% [](V)7)
St e = / PO G @] 0T e -

FEF 61T, 0)(0))l(ea, OF [l (Vew)c2[)
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where e,, e;, are given by (3.17). From [32, Section 3] we know that (ey, OF[p](N)eq)c2 =
(€q, ©F[¢](N)ey)c2. Introducing the transmission coefficients

RN = |(er, OF[P](Nea)ez|*, AER, ¢ € Ca(A), (4.5)
we obtain the representations
FETE, ¢ = (4.6)

o= [ ) (FPFOF S @) — FEOF G 0)

A£[]
Since the considerations for holes and electrons are the same we restrict ourselves in the
following to holes. We consider only the current continuity equation J™ = jT[JT, ],
{J*,p} € ET. The characteristic function ©%[¢](z) is holomorphic and contractive in
z € C_. Hence, the function (ep, OF[¢](2)eq)c2 is holomorphic and bounded by one in
z € C_. We note that the limit (e, ©T [p](N)eq)c2 = limgro(en, OF[¢])](A — if)eq)c2 exist
for all A € R and is bounded by one. Using the uniqueness theorem for H°°-function, cf.
Corollary I1.4.2 of [25], we find that this limit is different from zero for a.e A € R. Hence
the function t*[p](A) is different from zero and obeys the estimate

0<trpl(N) <1, peCr(d), (4.7)
for a.e. A € R. Inserting (2.12) and (2.13) into (4.6) we find

AIPART
! N0 s <>\ 1 <¢+ J* /ad w<y>+E+>)
— ® —In ( %0 — ye a —
27 Ja+iy) pd Nat Jas
1 + Jt bo 4
= AN [ A= [ e + / dy P WE
27 Ja+ el A i Ny

Since <L f+ < 0 one gets %j*[fr,go] < 0. Hence, if ¢ is fixed, then the function
JT[JT, ] is non-increasing in J*. By Lemma 2.2 one has {J*,p} € £t — JT €

(Jinl#), Jhaule]). TETF 1 T (@], then ¢ [JF, ¢](a) — —oo. Using the estimate
| oo - et @) < | ax FHO),
At [e] 'Ujr»zam7¢i[‘]+vﬂo](a)

we find
lim / A TN — 6 [T gl(a)) = 0
At[e]

JT 1T s o]

which gives

T aelel @l == lm T[T, o] = (4.8)
J+TJmam[<P]
! o Jhalel [ +
- dAtT[p](N)fT [ A —1In ePvo 4 Zmazl¥] / dy e?W+E, .
27 Jariel wi Ny

Similarly, if J* | J;F. o], then ¢} [JT, ¢](b) — —oco. Hence

i [ AN O 6 el0) =0
At

JHLIE el
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which yields

P alelgli= dim I ] = "
I i e]
1 " )
oo [ vt (nom (o - Tld) [ o) )
21 Ja+g) WENE

Since jT[J T, ] is continuous and non-increasing in J* as well as jT[J. [¢],¢] > 0 and
T wal)s ] < 0 one immediately gets that the equation J* = jT[J*, ] admits a unique
solution J*[yp] for each ¢ € Cr(A) which satisfies {J T[], ¢} € ET. Similarly, one shows
that the equation J~ = j~[J 7, ¢] admits a unique solution J~[¢] for each ¢ € Cr(A) such

that {J~[¢], p} € £ O

4.3 Dissipative hybrid system

If J%[¢] is the solution of Proposition 4.1 for given ¢ € Cg(A), then it makes sense to
introduce the following quantities of the dissipative hybrid system (DH-system):

oEle] = oE[JE[@l¢], v=a,b, cf (2.10), (2.11), (2.12), (2.13),
pElel = pE[IE[e] ¢l cf. (4.1),

4.10
N=Elgl = NE[TE[e], ), cf. (4.2), (410
DEp] = DE[JE[¢], 4], cf. (2.20).

Moreover, it makes sense to introduce carrier density operators for the DH-system:

Definition 4.2 Let the Assumptions 2.1 and 3.1 be satisfied. The carrier density operator
UE[] : Cr(A) — L (A) of the dissipative hybrid system is defined by

D¥[g)(z), =€,

+ .
Ul () -—{ NEl(@), 7o, (4.11)

cf. (4.10).

In this section we verify certain properties of the quantities (4.10) which are needed later
for the existence proof. In the following lemma we give an L°°-estimate of the quasi Fermi
potentials ¢* [¢] which is uniform in ¢ € Cr(A).

Lemma 4.3 If the Assumptions 2.1 and 3.1 are satisfied, then for any ¢ € Cr(A) one
has

max{|¢y [p](@)], ¢y [Pl(2)[} < n®, z €3, (4.12)

where
17i = max{|¢f0

i |} (4.13)

)

Proof. Assume that J*[p] > 0. Since JT[p] solves the equation (4.4) one gets from (4.6)
that

A =oqlel(a) = fT(A =y [l (b)), A€ AT[g].
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Taking into account the monotonicity of f* we find that

—¢q [#l(a) < —¢ [] (D).

If J*[p] > 0, then —¢ [p](x), x € X, v = a, b, is non-decreasing. That means we have

—¢al¢l(ao) < —¢flpl(a) and  — ¢ [p](b) < —¢;f [¢](bo)-
Hence
— ¢ [¢](a0) < —o7 [pl(a) < —¢y [](b) < —¢y [¢](bo)-
which shows that
max{|o7 [¢](a)], ¢y [@](0)[} < max{|a7 [¢](ao)l, ¢y [¢](bo)l}-

If J*[p] <0, then from equation (4.6) one gets

FrA=oqlel(@) < fT(A =gy [l (b), A€ AT,

which yields
a lel(a) < ¢y []()-

Since ¢} [¢](x) is non-decreasing on ¥, v = a, b, we find

o el(ao) < o [¢l(a) < o [@](b) < &3 [0](bo)

which yields

max{|¢; [¢](a)], |6y [£](b)[} < max{|éy [@](ao)l, [¢q [¢](bo)]}-

Since ¢ [¢](ao) = ¢4, and ¢ [¢](bo) = ¢;. we obtain (4.12) for z = a,b. We complete the
proof for holes by the remark that the quasi Fermi potentials ¢ [¢], v = a, b, are monotone.
The proof for electrons is similar. |

We note that the constants n* are independent of the potential ¢. With help of Lemma
4.3 we prove an estimate for the carrier density operators.

Lemma 4.4 If the Assumptions 2.1 and 3.1 are satisfied, then for any ¢ € Cr(A) the
carrier density operators N*[-] admit the estimates

INE[lll L1 ) < (4.14)

CE (000 (9)) (3 + [8+ 4y I () (0 = @)] (/14 [0kl o) + 02 (o) )

where
o1 () = max{0,p(@)}, and o (x) == max{0, —p(a)}, @€, (4.15)
vE () is defined by (1.13),

C*(s):== DF(s — )1 +79F), seR, (4.16)

D*(-) and n* are given by (3.1) and (4.13), respectively.
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Proof. From (3.11)-(3.13) we get

INE[ll i) < Cpt o) (3+ [84-4\/ M| oo () (b — G)} 1+ ||Uj—[||L°°(Q)>

where C,x () = supycg 0% [@](A) || 5c2) V1 + A%. A simple calculation shows that

+
05 | Loe @) < llw™ [l () + llosllL=(9)-
Hence, we obtain

HNi[@]”Ll(Q) <

Cpier (34 [8+ 44/l (0 = )] /1 + w1y + Il -

+

max

The next step is to estimate the constant C,+[,) by C*(v
of holes. We find

sup V' 1+ A2FT (A — ¢ [¢](b) <

AeAT[p]

(¢)). Let us consider the case

1+<x+¢;[¢1<b»2)”2
1+ 22

D* (s () — 6 1) (B)) sup (
rER

Since

ap (1 (¢ + 65 Tl )

1/2
LA A0 <k jo o)

z€R
we get

sup V/1+ AT (A = ¢ [0](0) < DT (U500 (0) — 6y [](0)) (1 + |85 ] (D)])-

AeA+ o]

In the same manner we prove

sup V14 M fT(A = ¢f[el(a) < DT (vg4.(9) — 64 [¢](a)) (1 + 164 [l (a)])-

AEA+[y]
which yields

Corlp) £ max { DT (v 4,(0) = ¢ [Pl () (1 + &) [e](V)])} - (4.17)

ve{a,b}

Since DT (-) is not increasing we complete the proof using Lemma 4.3. The proof for
electrons is similar. O

Like the carrier densities N'*[p] the current densities J*[p] admit an estimation, too.

Lemma 4.5 If the Assumptions 2.1 and 3.1 are satisfied, then for any ¢ € Cr(A) the
estimates

IJi[ ]| < Fi( maz(gp) _ni) (418)
+

are valid, where vt (o) are defined by (1.13), n* and the functions F*(-) are given by
(4.13) and by (3.2), respectively
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Proof. We consider the case of holes. Since J*[g] is a solution of (4.4) one has J*[¢] =
FE[T 0], ] where j5[JT[¢],¢] is defined by (4.3). From (4.6) and the fact that the
transmission coefficient ¢ [p](A), cf. (4.5), is uniformly bounded by one, cf. (4.7), we
obtain
1
[T el < 5 {/M[ ]d)\ FrO = lel(0) + FH (A = ¢I[s0}(a))}
%)

™

which yields

1
TRl < 5 {F T (Umaa (@) = &5 [91(0)) + FT (000 () = dae)(@) } -
By Lemma 4.3 we immediately get (4.18). Similarly, one handles the case of electrons. O

We are going to show the continuity of the current density operator with respect to the
electrostatic potential ¢.

Lemma 4.6 Let the Assumptions 2.1 and 3.1 be satisfied. If o, o, € Cr(A), n € N, and
limy, oo [0 — @l 2o (a) = 0, then limy, oo JE[pn] = JE[g].

Proof. We set J* := J*[p] and JF := J*[p,], n € N. If J¥ £ JF as n — oo, then there
is a subsequence {JZ }ren such that limg_o JE = JE # J*. This results from Lemma
4.5 which shows the uniform boundedness of {7} %y.

Let us show that {JE, o} € €. Since {JF, 0, } € £F, n €N, and

lim Jiln [@'ﬂ] = Jizn [@] and lim J:Eaa: [‘pn] = Jnj’:LaL [90]
one has {JE, ¢} ¢ £F if and only if either JE = JE_ [] or JE£ = J%, [p]. However,
this is impossible: Namely, if limy oo J;& = J .. [@] > 0, then limy o0 57 [, 0n,] =
it ¢] < 0, cf.  (4.8).  Similarly, if limy_.oJ) = Jl.[e] < 0, then

limy— oo j7[IF o] = 5T [JE, ] >0, cf. (4.9) The proof for the electrons is similar.

Since {JL, ¢} € EF the quantities ¢pX[JL, o], v = a, b, and pT[JL, o] are well-defined. One
gets limg_.o0 ¢l:;t[J7i7(pnk](b) = (bl:;t[‘]oiov (p](b) and limg_, o0 (b(f[‘]niw‘pnk](a) = (bai [Joim cp](a)
which yields limg—o pE[JE, 00, J(A) = pE[JE,¢](A) for ae. A € R as well as
L'Di[‘]":‘tk7@"k'] < oo, k€R, and L sz 5 < oo, cf. (A.32), (3.2) and (4.1). Moreover,
we find

Jim [ d (P [ o] (Vs €) o = /R dx (p*[JE, el(Ne €) e

for each e € C2. By the assumption lim, o [|n — ¢@||L=(a) = 0 we get 75[pp] — 7
as n — oo, cf. (3.7). Applying Theorem A.G we verify that

lim j*[JE, on,] = 75T, ¢

k—o0

()

Since JE = jE[JE

ng?

©n,] we find
+ . + ooyt
o= i T3 = R )
Since the solutions of these equations are unique one gets Jgg =J jE[Lp], which proves the
continuity. O

Next, let us show that the carrier density operators ¥ [-] are continuous. To this end we
first prove the continuity of the dissipative carrier density operators N'£[].
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Lemma 4.7 Let the Assumptions 2.1 and 3.1 be satisfied. If o, n € Cr(A), n € N, and
lim,, oo ||(pn - gOHLoo(A) =0, then lim,,_, H/\/‘i[tpn] - Ni[(‘D]HLl(Q) =0.

Proof. We set 7% := 7% () and 7.5 := 7% (), n € N, cf (3.7). Notice that lim,, ., 75 =
7, of. (A.1). Since Cprpy) < DE(vi,,(0) — nF) (cf. (A.23) for the definition of Cpx(,))

max

for any ¢ € Cr(A) we get sup,, Cpx[,,)] < 00, see proof of Lemma 4.4. Furthermore, by
lim,, o 05 [pn](z) = ¢ [0)(2), z € T,, v = a, b, we find lim, .o, pT[pn](A) = pE[p](N) for
a.e. A € R. Applying Theorem A.5 we complete the proof. O

Proposition 4.8 Let the Assumptions 2.1 and 3.1 be satisfied. If o, p, € Cr(A), n € N,
and limy, o0 [|on — @l L (a) = 0, then lim, .o [[UE[pn] — U (]| 11 (a) = 0.

Proof. Taking into account Lemma 4.7 it remains to show that
Jim [[D¥ ] = DF[]l|L1 () = 0.

By Lemma 4.6 one gets lim,, o ul[JE[0n], on] = ul[JE[¢], ], v = a,b, cf. (2.18) and
(2.19), which yields lim,, . || Dl¢n] — Ple]|l 21 (s) = 0. 0

4.4 Coupling to Poisson’s equation: dissipative hybrid model

In order to have a meaningful model for semi-conductors, the electrostatic potential has to
be self-consistently computed by a Poisson equation. In this section we pose the Poisson
equation on the whole device domain A, where the right hand side depends on the densities
of the DH-system. This leads to a non-linear equation for the electrostatic potential ¢.
Moreover, we will reformulate the problem as a fixed point problem.

Concerning the data for Poisson’s equation we make the following assumptions:

Assumption 4.9
o
. ~1,2
(P.1) The doping profile C' belongs to Wy "~ (A).
(P.2) The dielectric permittivity € is positive and obeys ¢, 1 € L (A). We set € :=

max{1, || ¢[lL=(a)}-
By ¢ we denote the function
1 | bo 1
o) = ——— s / dt — + ¢, / dt — 7, z €A, (4.19)
Jordt s |7 e @) T ()

where @,, and ¢, are the boundary values (1.20) of the Poisson equation. Notice that
B e Wg?(A), eloe Wa?(A) and $(ag) = @a, and @(bo) = @b, Furthermore, one has

d d
—%6(95)%@(1‘) =0, zeA.
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Definition 4.10 We define the Poisson operator P : Wa'?(A) — Wy " (A) by

b o
(Pu,¢) = / dz e(x) Z—Z% v e We?(A), ¢ eWg? (A) (4.20)

The restriction of P to the subspace W]é’Q (A) will be denoted by Py.

Definition 4.11 Assume u* € L'(A). We say ¢ € Wy'*(A) satisfies Poisson’s equation
if¢:=p—¢p EW]é’Q (A) and, additionally, satisfies

Po¢ =C + BEyu’ — Eyu” (4.21)
where E; denotes the embedding operator from L'(A) into W12 (A).

By E. we denote further the embedding operator from W12(A) into C(A).

Definition 4.12 Let the Assumptions 2.1, 3.1 and 4.9 be satisfied. We say an element
pE W£’2(A) is a solution of the dissipative hybrid model (DH-model) if

(i) the carrier densities u* € L!'(A) are given by the hybrid densities, i.e. u® =

UF[Esy], cf. (4.11), and

(ii) the potential ¢ satisfies Poisson’s equation.

We note that if ¢ € Wﬁéz(A) is a solution of the DH-model, then the current densities are
given by J¥[g].

Let us introduce for each fixed ¢ € Cg(A) the operator P[p] :Wa' (A) — Wy " (A),

Plel(C) = Po¢ + Ex {p~ [plet —p*[ple ™}, (4.22)
where
N eP@)—B; (6—4»50 _ #J_’% S dy e—s@(y)-i-EJ) L zen,,
p[¢](x) =X 0, e, (4.23)
Ny e?@) =By (e_d)’;) + % f;o dy e_‘p(y)‘*‘E;) , TED,
and

NFe~(@@+ED (eﬁo _ % S dy ew(y)+E’I) L ren,,

prlgl(x) == ¢ O, zeqQ, (4.24)
~ +

Nlj‘e—(sa(zHE;r) (e¢b0 + MJ;—J[V? fjo dy ecp(y)-&-E;r) . T EY,

¢ € Cr(A). We note that p[p] € L(A). Notice that drift-diffusion densities can be
written as
uE (T[], o) (x) = pEle](z)eT® . 2z e€%,, v=a,b,
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where ¢ = ¢ + @ and u[J¥[¢], ] are given by (2.18) and (2.19).

Concerning the next Lemma and its proof we follow the terminology of [23], in partic-
ular, the notions of strong monotonicity and boundedly Lipschitz continuity are used in
accordance with Definitions ITI.1.1 and II1.1.2 of [23].

Lemma 4.13 Let the Assumption 2.1 and /.9 be satisfied. If p € Cr(A), then the operator
Pl] is strongly monotone with monotonicity constant mp,

1
mp = ————, (4.25)
[11/€ll Lo ()
and boundedly Lipschitz continuous.
Proof. We note that the operator Py is linear, bounded and obeys
(Poc.C) = malCl3 (4.26)
wh2(A)

R

where the constant mp is given by (4.25). Hence P is a strongly monotone operator with
o o

monotonicity constant mp which maps Wﬂi’z (A) onto Wﬂgm (A).
By Proposition 4.1 one has {J*[g], ¢} € £F, hence, p*[¢](x) > 0 for x € A. Using this
o

o
one verifies that for each ¢ € Ci(A) the nonlinear operator T[] :Wg™ (A) — Wy "2 (A),

TIel(C) == Ey {p~ [¢let — p*ple ¢}, (4.27)

is a monotone Nemytskij operator. Hence the sum P[p] = Po+T[¢] is a strongly monotone
operator with the same monotonicity constant mp as Py. Since Py is bounded and linear
it is obviously Lipschitz continuous. A straightforward computation shows that T'[¢] is
boundedly Lipschitz continuous, too. Hence the sum P[y] is also boundedly Lipschitz
continuous. |

From Lemma 4.13 and Corollary I11.2.3 of [23] we obtain that for ¢ € Cgr(A) the
operator Ple]t Wy '? (A) —Wg? (A) exits, is bounded and Lipschitz continu-
ous with a Lipschitz constant not bigger than 1/mp. Let us introduce the mapping
Q: Cr(A) — Wi?(A) defined by

Qp) ==+ Pl HC = EAYN ™ [¢] + ExY N7 [p)) (4.28)
where ¢ € dom(Q) = Cg(A) and Y : L'(Q) — L'(A) is the extension operator

T EX,

Yf)(@) = { ?(z) e (4.29)
We set Qo : Cr(A) — Cr(4A),

Qo = FoQ, dom(Qy) := Cr(A). (4.30)
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Proposition 4.14 Let the Assumptions 2.1, 3.1 and 4.9 be satisfied. An element ¢ €
Wﬂé’Q(A) is a solution of the DH-model if poo := Eocp € Cr(A) is a fized point of the
mapping Qso. Conversely, if oo € Cr(A) is a fixed point of Qs , then there is a ¢ €
WD%’Q(A) such that oo = Escp and ¢ is a solution of the DH-model.

Proof. Let us assume that ¢ € W]ég(A) is a solution of the DH-model. Then ¢, =
E¢ € Cr(A). Further, Definition 4.12 implies

Pol =C — E1U ™ [poo] + E1UT [poo] (4.31)
where ¢ = ¢ + $. Since
D7 [poo] + D [poo] = =1 [poo)e® + P [poo)e ™ (4.32)
we find
PoC + E1 (p [t — pTpsc]e @) = C — EyY N [poo] + Bt YN o). (4.33)
which yields
Plesc](¢) = C = E\YN ™ [poc] + By Y N oo ] (4.34)
Therefore we obtain
¢ =G+ Plps] H(C = ExY N7 [pod] + Bt YN 0] (4.35)

which implies Yoo = Qoo[Poo]-
Conversely, if ¢ is a fixed point of Q, then ¢, € Cr(A) and

Yoo = Boo (3 + Plpac] ™! (C = BIY N [po] + E1YNF[0sc])) - (4.36)

Setting
=0+ Plpss] " (C — E1YN ™ [poc] + E1Y N T[p50]) (4.37)

one gets Yoo = Eoop. Hence
PoC + By (p [Excile® — pT[Exciple ) = C — E\YN ™ [Exp] + E\YNT[Exq]  (4.38)
where ¢ := ¢ — @. However, the last equality implies
Pol = C — EyU ™ [Eoop] + BEiUT [Es ). (4.39)

Hence ¢ is a solution of the DH-model. g

5 Existence

5.1 Preliminaries

Our final aim is to show that the DH-model always admits a solution. By Proposition 4.14
this is equivalent to show that the non-linear mapping Q. : Cr(A) — Cgr(A) admits a
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fixed point. This will be done by applying the Leray-Schauder fixed point theorem [24,
Theorem 11.3]. To this end we consider the non-linear equation

9 =10(0), € Cr(d), tel0,]1]. (5.1)
Let us introduce the modified carrier density operators UE[-] : Cr(A) — L'(A), t € [0,1],

DE[tp](2)eTA-De@) 2 e ¥,
Ele)(x) == .
Ule)(a) { . S 652

We note that U*[g] = U], ¢ € Cr(A), cf. (4.11).

Lemma 5.1 Let the Assumptions 2.1, 3.1 and /.9 be satisfied. If 9 € Cr(A) satisfies the
equation (5.1) for t € [0,1], then there is an element ¢ € Wa*(A) such that ¥ = tELp

and (=9 — 9 EVV]]%’2 (A) satisfies the modified Poisson equation
Po¢ = C + E\U; [Excp] — B\l [Escy) (5.3)

fort €10,1].

Proof. If 9 satisfies (5.1), then ¥ € Cr(A) and
¥ =1tEs (p+ P (C— E\YN [Y] + E,YNT[W])). (5.4)

Setting
=0+ P " (C—E.YN [+ E.YNT[9]) (5.5)

we find ¥ = tFp and

(=9 =P =PltEcp] " (C— E\YN [tEccp] + E\YN T [tEs]) €Wg? (A).  (5.6)
Hence
P[tEooQO](C) =C - E1YN7 [tEoocp] + E1YN+[tEooS0]a (57)
which leads to
PoC + Er(p” [tEsople® — pT[tEscgple ) = C — E\YN ™ [tEsxi] + E\YN T [tEccy]  (5.8)
By
P [tEsplet — pT[tEsple™ = D [tEsplet ™% — DF[tE ple~(171)% (5.9)
one finally verifies (5.3). O

Having in mind an application of the Leray-Schauder fixed point theorem one has to show
that the mapping Q. is compact, i.e. continuous and maps every bounded set into a
precompact one, cf. Section 11.3 of [24]. This will be shown by the following lemmas.

Lemma 5.2 If the Assumptions 2.1, 3.1 and 4.9 are satisfied, then the mapping Qoo is
continuous.
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Proof. Let ¢, p, € Cr(A), n € N, such that lim, . [|¢ — @nllza) = 0. We set
Yi=C—EYN [p] + ExYN Ty

and
'(/Jn =C — E1YN_ [(Pn] + EIYNJF[L)OH]’ neN.

By Lemma 4.7 we find limy, .o [N E[pn] = NE[¢][|11(a) = 0 which yields

il =l =0 (5.10)

Let us show that

Tim [Pl ™ () — Plel @) (5.11)

Wiz

Obviously one has
bn = Pleal(Ple] 7 (@) = ¥n — ¥ — {Pleal (Ple) ' () — ¥} . (5.12)

The sequence Plp,] :Wh? (A) — W12 (A) strongly converges to P[y], i.e. for each
¢ W2 (A) one has P[p,](¢) — Plp](¢) as n — oco. Hence

Jim [Plea(Plel @) = vl o =0 (5.13)

From (5.10), (5.12) and (5.13) we get

Jim 16, = Pleal (P @D, ) = (5.14)

Using the representation

Pleal ™ (¥n) = Plel ™' () = Plen] ™ (¥n) — Plien] = (Plenl (Ple] " (¥)))

and (5.14) we obtain from Lemma 4.13 and Corollary II1.2.3 of [23] the relation (5.11)
which yields the continuity of Q. O

To prove the compactness of the mapping let us introduce the following constants I'y; and
rs,

rs .= et {N;‘Ee_Eai / dz TP 4 Nbie_Ebi dx e%a(z)} (5.15)
Ya

2

and
Iy :=T§ + T (5.16)

where 1t is given by (4.13). Further, we introduce the constants

I = 3+ {8+4\/ [m* || Lo (@) (b — 0)} V1 lwE =9, (5.17)
15 8+ 4y /[ImE|| o< () (b — a). (5.18)

We set

Ta(s) = C (s)Ig+CH(s)Iy, seR, (5.19)
Ta(s) = C ()T +CT(s)Y{, seR, (5.20)
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where the functions C*(-) are defined by (4.16). Denoting by £; the norm of the embedding

operators E; : LY(A) —W =12 (A) we introduce the constants

L(s) = l@llwr2a) + 11/ el=@)ICl, ) Ferll/elze@) Ts +Tals)  (5:21)
and
Y(s) = e1|1/ell Lo (a)Lals), (5.22)

s € R. Finally, we set
Epin ==min{E; ,E, ,EX El}. (5.23)

Lemma 5.3 If the Assumptions 2.1, 3.1 and 4.9 are satisfied, then the mapping Qoo is
compact.

Proof. By Lemma 5.2 it remains to show that Q., maps a bounded set into a precompact
set. To this end we are going to verify that the mapping Q : Cr(A) — W12(A) defined
by (4.28) maps bounded sets into bounded sets. Using the definition (4.28) we get the
estimate

2 lwracs) < { 18lwrace) + PO = BYN T+ BYA bl b

Since by Lemma 4.13 for each ¢ € Cgr(A) the operator P[y] is strongly monotone with
monotonicity constant mp we obtain from Theorem 2.17 of [35], see also [23], the estimate

Pl (€ ~ BYN~[ol + B YA oDl ) < (5:24)
< —IPIO0) — (€~ BYN el + BYN ey,
< 1/l IPIO) = (€ = EXYAT [+ BY N D,
where Lemma 4.13 was taken into account. By (4.22) one gets
Plel(0) = Ex{p~le] - p"[¢]}-
Hence
Pl (€ ~ BYN[ol + B YA oDl ) <
/el B {p™Ie] = 5 6} = (C = BYN [l + EYA Dl
which yields
IPIH(C ~ EYN ol + B YA oDl ) < (5:25)

I /ellzoe @) ICllg, o ) T 1/ ellzca) ; {Ip°lelller sy + IN*[@lllLr gy } -

S
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Using the definitions (2.10)—(2.13) as well as (4.23) and (4.24) we find the representations
Naﬂ:eﬂF(@(ﬂﬂ)ﬁ:Eé,t)6ﬁ:d>f[«p](r)7 T € X,
pE[p)(z) =< 0, x € Q,
NbiejF(Q(x)iEbi)ei¢ai[¢]($)7 z ey,
and taking into account Lemma 4.3 we obtain the estimate
+
IpE [l Lz < T,
which yields

Ip~elllLrs) + o el sy < T (5.26)
By Lemma 4.4 we find the estimate
INTl@lllLie) + IN Tl i) < (5.27)

C™ (as) (34 [8+ 4/l (@ (0 = )] {1+ -l + 2l o)) +
C* (vhas) (34 [8+ 4/l e (0 = )] |1+ 1wt e + 9l
where v () are given by (1.13). If p € BCR y(r)

! = {p € Cr(A) : [|pllL=(a) <7}, then
vE () > —r+Ey,. Since the functions C* ( ) are non-increasing we find C (U 0z () <

max

C*(—r 4 Epin) which yields
N[Nl + INFl@lllig) < (5.28)

C™ (=1 + Enin) (34 8+ 4/ Im= (e (b — @)]y/1 + = o +7) +
CH (=1 + Bmin) (3+ 8+ 4y/Im* [l (o (b — @)l /1 + ot e +7) -

Using the notation (5.19) and (5.20) we obtain
IV (@l ) + INF D li@) < Ta(=r + Epin) + Ya(=r + Epi)r'/2. (5.29)

Finally, one gets the estimate
||Q(‘P)”W1'2(A) <ro:=T(=r+ Epin) + T(—r+ Emin)rl/z-

Hence Q(Bcy(a)(r)) € Bwi2(a)(ro), i-e. the mapping Q maps bounded sets into bounded
sets of WH2(A). Since Qoo (Bey(a)(1) = EsoQ(Bey(a)(1)) € EsoBwi2(a)(ro) and Ey is
compact one gets that the set Q. (Bc,(a)(r)) is precompact. O

5.2 A priori estimates

Our next aim is to investigate solutions of (5.3) and to verify certain a priori estimates for
them. By e, we denote the norm of the embedding operator Eo, : WH2(A) — C(A).
We set

Mg = 2€oo||1/f||L°°(A)HC”&FM(A) + 1@l Lo @) + 11/ell )T, (5.30)
M = (1 el TS, (5.31)
My = [[1/ellna) TS, (5.32)
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where TS, I'E and Y& are defined by (5.15), (5.17) and (5.18), respectively. Further, we
set
M := max{ M5, M, MF}. (5.33)

Notice that M depends only on quantities entering into the Assumptions 2.1, 3.1 and 4.9.

Lemma 5.4 Let the Assumptions 2.1, 3.1 and 4.9 be satisfied. If ¢ € W]ég(A) and

Ci=p—0 EW]é’2 satisfies (5.3) for some t € [0,1], then

@) < M{1+CH(tpmar+ Br) (14 1 Bp-li2 o))} (5:39)
—o(@) < M{1+C (<tomin+Epy) (14 1Bis | 20)) }. (5:39)

x € A, where
o = max{p(@), p0)}  and i = minfp(a), ¢(O)},  (5.36)

@+ are defined by (4.15) and E=

min

= min{EF, Ef}.

Proof. Let d := P, 'C € Wy'* (A). Since ¢ := ¢ — @ is a solution of (5.3) one has

,PO(C — d) = E1u+ — Fiu™

where v = UF[Eop]. Since ut — u~ € L'(A) one gets that g := ¢ —d eWg” (A),
eg’ € W' (A) and
@)L g(a) = () ~ 0 (@)

for a.e. x € A. Notice that

d d

Let Ag = (zg,21) C A such that {(z) = ((z1) =0 and ((z) > 0 for x € Ay. We set

9*(w)/gjdy6(1y)/:dz ut(2), z €A,

0 0

Obviously, one has

d d -

T (@) 7 h(z) = u™(2),
for a.e. € Ag where h(z) := g(z) + g7 (x) = ((z) — d(z) + gt (z), z € Ay. Using the
Maximum Principle [24, Theorem 8.1] we obtain that

sup h(z) < max{h(zg), h(z1)}
ISYAN)

which yields

¢(z) < d(@) + max{—d(zo), —d(z1) + g" (x1)}, @ € Ao.
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Thus
((z) < 2||Escd||o(a) + 97 (1), 2 € Ao. (5.37)

Using (5.2), (4.10), (2.20), (2.19) and (2.12), (2.13) one gets

ul(z) = Nje*E;re‘ls:r[tEx“’](z)e*@(z)e*C(z), reAgNYE,, v=a,b.

v

By Lemma 4.3 and {(z) > 0, x € Ag, we get

ul(z) < NjeiE:re"Jre*@(‘”), x€X,NAy, v=a,b,

v

which yields the estimate

_Et ot -5
/ dzul(z) < Nfe EBven / dze ?®) y=aq,b.
ApgNX, AoNZ,

Hence, we obtain the estimate

g (21) < /el / 0z u*(2) < |[1/ell s (o) / dz ut (2)+

Ao AgN
I1/elusaner” {Nze s [
A

Inserting this estimate into (5.37) we find

dz e P 4+ lee_Eljr /

dz e_ﬁ(z).}
ANy

Omza

(@) < A Bdlima) + I1/eliraols + /el [ dsut(), oo,

AN

Using the estimate

[ Esodll oo (a) < 500||1/6||L°°(A)HCH“;V,Lz(A)

one gets that

(@) < 22l Vel Ol )+ L/ellira TS + 11 /elaa) / dz u* (2)

holds for z € At :={z € A: {(x) > 0}.
Further, let Ay = (x0,21) be an interval such that {(z¢) = ((z1) = 0 and {(z) < 0 for

x € Ag. Setting
“(x) = d —/ dzu (z
g (@) / v fdz @)

() (o) 97 (@)} = u* (@)

for a.e. & € Ag. Using again Theorem 8.1 of [24] we obtain the estimate

yields the equation

(@) < e[V ellim@)ICll, ) +97 @), 7€ Ao,

Following the reasoning above we finally obtain the estimate

(@) < 22l ellme) [l )+ /el aTs + 1/l [ de o (2
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forx e A7 :={z e A:((z) <0}
Since ut | Q = N*[tE, ] we obtain from Lemma 4.4

< oo .
(@) < 2ewllelim@lClly 0 + (539

1/2
Lfell (AT + € (0 t0)) (M7 + 87205 | B2
e A vk (t0) == tomar + B EF L =min{E], E}}, and

(@) < 2wllfelim@lICly )+ (539

. o - - 1/2
11/ellzs ()75 + C (Vinaa (b)) (M7 + /M7 | Baoips 12 ) )
T € A, v (1) i= —tomin + Eni ) En. = min{E,, E; }, where the constants M;®
and M3 are given by (5.31) and (5.32). Since ¢(z) <0 for z € A\ At and —((z) < 0 for

x € A\ A~ we obtain from (5.38) and (5.39) that in fact these relations are valid for each
x € A.

Finally, using the estimates +¢(z) < +((2) + |Ex®l/z~a), € A, and t € [0,1], we
immediately obtain from (5.38) and (5.39) the estimates

p(x) < M+ C* (tomar + Enpin) (Mf’ T MJHEOO‘P—Hng(m) ’

and
_ _ — 1/2
—p(x) < My + C™ (~tmin + i) (M7 + My 1B 120, )

for x € A. Using the notation (5.33) we obtain the estimates (5.34) and (5.35). O

Corollary 5.5 Let the Assumptions 2.1, 3.1 and 4.9 be satisfied. If ¢ € Wﬂé’z(A) and
C:=¢— @ Wy (A) satisfies the equation (5.3) for some t € [0,1], then

1/2
1Bocps oy < M (14 C* (tomas + Brn) (14 B2 ) (5.40)
and
— — 1/2
|Eoco-llzee) < M (14 O™ (<tomas + Eia) (14 1B 12 0))) - (5:41)

Proof. From (5.34) and (5.35) we obtain the estimates

1/2
1Bocs o < M (14 C* (tomas + Brn) (14 B2 ))

and
1Bocp—ll (@) < M (14 C™ (<tmin + Egngn) (14 1Bt 120 ) ) -

Since Ymin < ©maz ON€ has —tmar < —t@min, t € [0,1]. Taking into account the fact
that the functions C*(-) are non-increasing we obtain the estimates (5.40) and (5.41). O
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5.3 Main theorem

Using Corollary 5.5 our aim is to show that all solutions of (5.3) are included in an uniform
ball, that is, there is a g > 0 such that

L= {19 S C]R ) = tQOQ( ) te [0, 1]} - BCR(A)(TO)- (542)

For this last step we need the additional balance condition.

Assumption 5.6 (balance condition) Let the distribution functions f* satisfy the as-
sumption (Q.4). We say the distributions functions f* obeys the balance condition if

G, y) = sup { D* (s + 2)D~ (=5 + )2 + D* (=5 + ) /2D~ (s + 9) } < 0
s>0

for x,y € R where D*(-) are defined by (3.1).

Theorem 5.7 Let the Assumptions 2.1, 3.1 and /.9 be satisfied. If the balance condition,
i.e. Assumption 5.0, is valid, then for any choice of the approximation parameters {532 61,
0 <65 < o7,

(i) a solution ¢ € WlRl{’Q(A) of DH-model in the sense of Definition /.12 exists and

(i1) there is a ro € (0,00) mdependent of the approzimation parameters {6 ,6%} such
that any solution ¢ € Wg'*(A) of the DH-model obeys | EsctpllLoe(a)y < 7o-

The corresponding current densities J*[Eoop] of a solution ¢ € Wg>(A) of the DH-model
are different from zero if and only if the boundary values of the quasi Fermi potentials are
different, i.e. (baio #* qbbio provided the distribution functions f*(-) are strictly decreasing.

Proof. To prove (i) it is enough to show that Q.. has fixed point, see Proposition 4.14.
To prove this we use the Leray-Schauder fixed point theorem. Since by Lemma 5.2 and
Lemma 5.3 the mapping Q.. is continuous and compact it remains to show that the set
£ defined by (5.42) is uniformly bounded in ¢ € [0,1]. If ¢ € £, then by Lemma 5.1 it
satisfies the equation (5.3). If ¢ satisfies the equation (5.3), then the estimates of Corollary
5.5 hold.

N

Let us assume that ¢4, > 0. Using the estimate 1 + HEoonpiHLw(Q

V2 (1+ ||Eoog0i||Loo(Q))1/2 and setting v+ := 1+ || Eoc+ || L () We obtain from Corollary
5.5 the estimates

zy < 14 M+V2MCta'?, (5.43)
r. < 1+ M+V2MC !/, (5.44)

where the abbreviations C* := CF (&t a0 + F

£ ) are used. Inserting (5.44) into (5.43)
we get

1/2
zp <1+ M+V2MCH (14 M +V2MC2!?)
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which yields
2y <14+ M+V2M(1+ M)Y2Ct + 28432t/ o—a /.

Dividing by xi/ * we obtain

34 _ L+ M+V2M(1+ M)Y20+
Ty <

= 1/4
Ty

+ 234320V O
Using the fact that x4+ > 1 we find

4/3
z < (14 M+ V2M(1L+ M)V2CT 4 21020 VE=)

Hence

4/3
1Bocgille < (14 M+ VIM+M)YECT + 2840320/ ) T —1

4/3

IN

(M+\/§M(1+M)1/20++23/4M3/20+*/C*)

By the assumption ¢4, > 0 and the monotonicity of the function C*(-) defined by (4.16)
we get Ct = Ct (tomar + EF, ) < CH(ET. ), t €[0,1]. Thus we find the estimate

min min

4/3
| Bt llpeo) < (M + VZM(1L+ M)Y2CH(B,,) + 2/ 2CtVE=) T

Further by the definition (4.16) we get

V™ = O (tpmas + B\ O (~t0mas + By
= (1+9")V1+9 D (tomaz + ErJrer —0")D™ (~tPmax + Ein — 77_)1/2-
Taking into account the balance condition (Assumption 5.6) and @, > 0 we get

CVC- <A +n)1+nGEL, —n" E ., —n)

min min
which leads to the estimate
| EooptllLoe () < 71,

where
roi= (M +V2M(1+ M)V2CH(EE, )+
4/3
23/4M3/2(1 + 7]+) V 1+ n_G(E;nn - 77+a E;nn - 77_)> .

Since 0 < @Ymar < ||Ex@illie we have —tomae > —t|Esxcpilre@) >
—[|Esc 4|l > =71, t € [0,1]. By the monotonicity of C~(-) we obtain C~(~tYmas +
E_. ) <C~(—r1). Using Corollary 5.5 we finally get

min

[Eccp—lloe (@) < 72
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where
ry = M (1 +C (= +E;,) (1 + r}”)) .

Bey (o) (max{ri, ro}) provided @4z > 0.

Hence ||Esc@| (o) < max{ri,ro} which shows that the £o := {o [ Q : ¢ € £} C

Let @mar < 0. In this case we insert (5.43) into (5.44) and get

1/2
v <14 M+ 2MC™ (1 M+ \/iMcml/Q) .

Similarly as above we obtain

4/3
| Bocp-llnecey < (M +V2M(1+ M)V2C™ + 294 M32C~VOT)

Sine Ymaz < 0 we get —tomae + E,,;,, = E,.n. t € [0,1], which yields the estimate

= main’?

C™ =C (~tYmaz + E,;,) < C(E,,,,). Hence

4/3
| Bl < (M + VIM(1+ M)2C™(Bp,,,) + 2403 2CVEF)

By the definition (4.16) we get

CVCt = Ci(*upmax + E;”n)\/cur (upmax + E}

min)
= L+ )V1I+ 0 D™ (~t¢mas + Epipy = 07 )DF (t0maz + Erfyip — 17)'/2

Using again the Assumption 5.6 (balance condition) and .4 < 0 we obtain

c vCt < (1 + 777) V 1 +77+G(Ejr_un - 77+7E;u‘n - 7]7)
which gives the estimate
| Esotp— o) < 73,

where
ry = (M4 VAM(L+ M)2O (B, )+
4/3
20BN+ 0t GBS, — 0T By, — n’)) -

Since Ymaz > Pmin > —||[Eoc@—||Lo(0) We have t@max + E;rm > —t|Exp—|lL=) +
Ef. — > —[|Eoco— || () + Et. > —r3+ E!. which implies C (tpmex + Ef. ) <

C*H(—r3 + E. ). Using the estimate (5.40) we get

| EocptllLoe () < T4,

where
ry =M (1 +Ct(=rs+E*. ) (1 + r%m)) .

Obviously, we have || Bl () < max{rs,r4} which yields that the restricted set £o C
Bey (o) (max{rs,ry}) provided @4z < 0.



6 COMMENTS 33

Summing up we finally get £o C Bey () ("maz), Tmaz = max{ry,re,r3,74}. In particular,
we have —Tmar < Omin < Pmaz < Tmaz- Using Lemma 4.20 we find

p(2) < 16 o= M (14 CH(=rmas + By, (14 71/2,))

and
—p(a) 77 i= M (14 O (“rmas + By (1+732))

for € A. Setting ro = max{rs,r7} we conclude that ||Epl/r~a) < ro. Hence, £ C
Bega)(r0). Since 7o depends only on quantities entering into the Assumptions 2.1, 3.1,
4.9 and 5.6 but is independent of ¢ € [0, 1] the uniform boundedness of the set £ is verified.
Hence the Leray-Schauder fixed point theorem implies the existence of a solution of DH-
model. By the way the assertion (ii) was verified.

To prove the last assertion we note that in accordance with (4.6) the current density for
holes J*[p] satisfies the equation

T =5 [ AN (£ 0 pl@) - £ - 6 eI

:277

where t1[¢]()\) is the transmission coefficient, cf. (4.5). Notice that ¢t [p](A) > 0 for a.e.
A€ R If JH[p] > 0, then —¢) [p](z), z € E,, v = a,b, is non-decreasing such that
" 6% 1el(a) < —é; [2)(b). Hence

Fr = oflel(a) = FF (X = ¢y [pl () > 0.

If J*[¢] = 0, then
0

FrA=dglel(@) = [T (A= ¢y [l (B))
for a.e. A € AT[p]. Since the distribution functions f*(-) are strictly decreasing one

gets ¢f[pl(a) = ¢ [pl(b). If Jt[p] = 0, then ¢f[pl(a0) = ¢f[¢l(a) and ¢ [¢](b) =
oy [¢](bo) which yields ¢ = ¢T[¢](a0) = ¢ T[] (bo) = ¢b+O. Similarly we proceed if JT[p] <

0. Conversely, if ¢f, = ¢ and J™[¢] > 0, then —¢f = —¢F[¢)(a0) < —¢F[¢](a) <
—¢ [l(b) < —oT[¢](bo) = —¢b+0 = —¢1 which yields J*[p] = 0. Similarly we act if
JT[p] < 0. The proof for electrons can be done in a similar manner. O

6 Comments

Let us denote by € := {uF, M;}N;t, Nbi, Ef, Eljt, o ¢f,t0} the data of the stationary drift-

aop?
diffusion system, by Q := {m*, mF, mjt, w*, f+} the data of the Schrodinger system and

by B = {C, ¢, 0q,,pp,} the data of the Poisson equation which respectively satisfy the
Assumptions 2.1, 3.1 and 4.9.

1. For the sake of technical simplicity the Assumptions 2.1 for € are taken rather re-
strictive. Usually, the mobilities i, the band-edge offsets B, E;[ and the densities
of states Nniu are not independent of x as assumed. Moreover, one has in general to
take into account generation and recombination effects which are neglected here. In
the classical zone a Boltzmann statistics is assumed which is widely used for drift-

diffusion models. In principal, it is possible to consider the Fermi-Dirac case, i.e.
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the classical densities and currents are given by (1.1), where ;& are the Fermi-Dirac
statistics given by

fE(s) = Nf%l/g(s/kBT), seR, v=a,b,
where

S1/2() : \/—/ 1+e§ ———, TER,

and N are the density of states. However, in this case one loses the explicit ex-
pression for the carrier densities (2.18), (2.19). This is the reason why we prefer the
Boltzmann statistics.

. The Assumptions 3.1 for £ are standard and used in many papers on Schrodinger-

Poisson systems. We note that the Schrodinger system describes the purely ballistic
charge transport in the quantum zone. Collisions in the quantum system could be
taken into account by considering in addition a Pauli master equation, cf. [2, 18, 19],
which is not done here. However, if the quantum zone can be chosen sufficiently small,
then collisions can be neglected which makes the assumptions on ballistic transport
quite reasonable.

Typical distribution functions entering into the density matrices p=(\), A € R, (1.15)
are the Boltzmann distribution

FEN) =nte MEsT N eR,
or the Fermi-Dirac distribution
A\ =nFln (1 + e—A/kBT) . A€ER,

+

where n™*, are the integrated density of states.

. The Boltzmann and the Fermi-Dirac distribution satisfy the Assumption 3.1, in par-

ticular (Q.4), and the balance condition (Assumption 5.6).

Indeed, let f*(-) be the Boltzmann distribution function, i.e., f¥(s) = e~%, s € R.
Using the definition (3.1) we get that D*(s) = e=5v/1 + 52, s € R. A straightforward
computations shows that

G(z,y) = Sl>118 {67%7$7yg(x, v, s)} ,

z,y € R, where

g(x,y,s) =

(VIH G+ T+ (=9 + VIt G- 2PVt (6 +9)?).

Obviously, one has G(z,y) < oo for z,y € R.

The verification of the balance condition for Fermi-Dirac distribution functions is
easier than for Boltzmann distributions since their growth at minus infinity is linear
and not exponential as for Boltzmann distributions.
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4. The Assumptions 2.1, 3.1, 4.9 and 5.6 are valid for a large class of semi-conductor
devices which gives the possibility to compare numerical and experimental results.
However, numerical calculations carried out in [2, 16] for resonant tunneling diodes
show that they are very sensitive to the position and size of the quantum zone.
Results, which are in a good agreement with the experiment, are only achievable
if the quantum zone is chosen properly. Notice, however, that the existence of a
solution for the dissipative hybrid model does not depend on the position and size of
the quantum zone.

5. The dissipative hybrid model is a phenomenological 1D bipolar stationary model
for charge transport in semi-conductors. It is interesting to note that for any data
obeying the Assumptions 2.1, 3.1 and 4.9 and 5.6 a solution exists. The electrostatic
potential ¢ is contained in a ball of Cg(A) whose radius is determined by the data
of €, Q and P. The approximation parameters 2 := {5*,5?} do not enter in this
bound. In the unipolar case the balance condition (Assumption 5.6) is redundant.

6. The current densities are constant over the whole device A and bounded by constants
which are — similar to the electrostatic potential — determined by the data €, Q and
PB. The current densities are zero if and only if the boundary values of the quasi
Fermi potentials at ag and by are equal, that is, in the case of thermo-dynamical
equilibrium.

7. The solution of the DH-model is in general not unique. However, one expects that
for the thermo-dynamical equilibrium, i.e ¢fo = (bi, and in a neighbourhood of it,

ie. ¢f — (;5?}0 is small, the solution is unique.

8. The DH-model presented here takes into account only carrier densities above the
current thresholds v, (). This a certain disadvantage of the model since usually
carrier densities below the current threshold have an influence on the system, too. In

a forthcoming paper we shall overcome this disadvantage.

Appendix

A Dissipative Schrodinger systems

Let us give a short introduction into the theory of dissipative Schrédinger systems, in short
DS-systems, for details see [3, 5, 32, 30]. We start with some facts on Schrédinger-type
operators.

A.1 Schrodinger-type operators
Let the conditions 0 < m € L (Q), L € Lg(Q), 0 < ma,mp € R, be satisfied and let

7 = {5, s,v} € T, = Cp x Cp x L>®(R), where C; := {z € C : Im(z) > 0}. The
Schrodinger-type operator h[r] is defined by

(hl7lg) (@) := =5 7= ———g(2) +v(2)g(z), = €Q, g e dom(h[r]),
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where its domain is given by
g € WH(Q),
dom(h[r]) :=< g € WH(Q) 1 52-¢'(a) = —3ag(a),

2mq
1

79 (b) = s29(D)
The operator is maximal dissipative and completely non-selfadjoint on the Hilbert space
h = L%(w), that is, the operator does not possess self-adjoint parts. Its spectrum consists
only of discrete eigenvalues in the lower half plane. In the following we are interested in
sequences h[1,], Tn = {3tn, #bn, Un} € Ty, n € N. We write lim,,_,o 7, = 7 if we have in
mind

lim (|%a,n — 3a| + |20 — 20| + |JUn — vHLoo(Q)) =0. (A1)

n—oo

A.2 Dilation and Lax-Phillips scattering

Let the boundary coefficients s, 5, € C, be represented by

QN

(67

2
My = Qg+ 1 and g =qp + i% (A.2)

|

where oy, ap > 0. Since h[7] is maximal dissipative it admits a minimal self-adjoint dilation
K|[r] on some dilation space R, see [20]. We choose the dilation space &,

R:=L*R_,C*) @ ho L*(R,,C?). (A.3)
To describe the minimal dilation K[7] in & we set
G:=9-©gDgs (A4)

where g € 0,

g (@) = < 9 () ) €LX(R_,C?) and gy (z) = ( ;}(I) ) € I2(R,,C?) (A5)

for z € R_ and = € R, respectively.

Theorem A.1 Let 7 = {3,,s,,v} € Ty. Then the operator K[r] defined by

1,2 R 2 1 7 1,2 b
9+ lev /( :I:a(C )7 9 m9 geli(I(/)I;+gi(([(c)L)7 ])
am@ 9 (0) — avg(b) = ap=—75"

2m(b)
dom(K[r]):=< gek iapg(b) = g% (0) — g° (0) (A.6)
() ()
sy (@) + dag(a) = a, =OFEO
iagg(a) = g2 (0) — g4 (0)
and p p
K[r|g := —ig- ®v](g) ® —io 0+, g € dom(K), (A7)

is self-adjoint.
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Proof. The proof is given in [32, Theorem 4.1]. O

The operator K[7] is a minimal self-adjoint dilation of h[r], i.e.

(h[r] —2)7' = B{(K[r] —2)7'[h, ze€Cy (A.8)
and
a=\/ (Kl -2 (4.9)
z€C\R

where Pf is the orthogonal projection from the dilation space K onto the subspace b.
Setting

D_:=L*R_,C% and D, :=L*R,,C? (A.10)
we introduce the identification operators Ji : & — &, & = D_ @ D, = L*(R,C?),
J_f = Pdfaos0, .
g P C fefo (A.11)
Jif = 000® PN,

Let Ko be the differentiation operator Ko = —i% defined on K. The Lax-Phillips wave
operators ‘ ‘
Weilr] :=s— lim XUl e Ko 7T (A.12)

t—+oo

always exist, see [3, 30|, and are unitary.

By F: &y — Ry = L?(R,C?) we denote the Fourier transform

. 1 L .
FHN) = —— [ dz e ™ f(x), € Ry, NeR. A.13
FRW) = o= [dre o). Fesy (A1)
The incoming Fourier transform of K|[r], see [3, 32, 30], is defined by
O_[r]:=FW_[r]" : R — Ry, 7€Ts. (A.14)

It establishes a unitary equivalence between the dilation K[r] and the multiplication op-
erator M with the independent variable A.

The Lax-Phillips scattering operator S[r| : Ry — £ is defined by
Sir] = Wilr*W_[r], 7e€T,. (A.15)
The scattering operator commutes with Ky which yields that the operator S [7] : .ﬁo — ﬁo,

S[r] :== FS[r]F* (A.16)

commutes with M. Hence the operator S [7] can be represented as a multiplication oper-
ator with a two-by-two matrix-valued function {S[7](\)}xer which is called the scattering
matrix, in particular, the Lax-Phillips scattering matrix. It turns out that the scattering
matrix can be computed directly from the operator h[r]. To this end let us introduce the
unclosed operator a : h — C2,

_ ([ f(b) _wh
af = ( —auf(a) ) , f € dom(a) = Wh?(Q) (A.17)
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and the boundary operator T[r] : res(h[r]) — B(h,C?), 7 € 7., defined by
Tr](2)g = a(hlr] = 2)"'g, g€9, (A.18)

where res(-) denotes the resolvent set of an operator. The two-by-two matrix-valued func-
tion O[r] : res(h[r]*) — B(C?) defined by

O[7](z) = Ic2 — iT|7](Z)%, (A.19)
is holomorphic, contractive on C_ and unitary on R. Moreover, it satisfies the relation
S[r](A) = elr](A\)* (A.20)

for a.e. A € R. The matrix-valued function ©][r] is called the characteristic function of
h[r], for definition and importance see [20, 32].

A.3 Carrier density operator

For a given maximal dissipative Schrodinger-type operator h[r] and a so-called density
matrix p it is possible to associate a carrier density operator NV, : 7, — L (). A density
matrix is an element of the Banach space L (R, B(C?)) such that it values are self-adjoint
and non-negative two-by-two matrices for a.e. A € R. With p one associates a bounded
multiplication operator p: 8 — Ro on the Hilbert space £ = L?(R, C?) defined

— —

(BF)A) = p(N)F(N). (A.21)

Using the transformation (A.14) one defines by
o[r] == @_[r]*p®_[r], T €T, (A.22)
an operator on the dilation space £ which is self-adjoint, non-negative and commutes with

the dilation K[r]. The operator g[7] is called a density operator or a steady state albeit
that o[7] is not a trace class operator. However, it turns out that if the additional condition

C, = iuﬁ VA2 4+ 1 p(N)]l(c2y < o0 (A.23)
€
is satisfied, then the product Q[T]Phﬁ always belongs to the trace class, cf. [30]. Using

this observation in [3, 32] for a fixed density matrix satisfying (A.23) the carrier density
operator N, : Ty — L'(£) is defined by the L>°-L! pairing

tr(o[r]M(R)) = /Q de N [r)(@)h(z), TeTp. heLP(), (A.24)

where M (h) is the multiplication operator defined by
M(h)g: =00 hg®0, g=g-DgDdgy € R (hg)(x) = h(x)g(x), =€,

see [32]. We note that condition (A.23) implies o[7]M (h) € B1(R) for each h € L (Q).
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Proposition A.2 Let 7 = {34, 50,v} € T,. If the density matriz p € L®(R,B(C?))
satisfies the condition (A.23) and the boundary coefficients obey Re(sz,) < 0 and Re(s5) <
0, then

NGl < Co (34 [8 44y Imlliei@) 6= )] \/1+llo-lle@)) s (A25)

where v_(z) := max{0, —v(z)}, € Q, and C, is given by (A.23).

Proof. In [4, Lemma 6.2] the estimate

NGl @) < € (3+ [8+ 4y Iml e o (b = @)] /1 + oo )

was proved. The improved estimate (A.25) can be obtained checking carefully the proof of
Lemma 6.2 of [4]. Indeed, doing so one obtains that the non-negative part of the potential
v moves the spectrum of the operator h[r] to the right hand side which yields that it can
be neglected. O

We are going to verify the continuity of the carrier density operator in its dependence of
7. To this end we need the following

Proposition A.3 Letr,7, € Ty, n € N. If 7, — 7 as n — oo, then

lim ||(K[ra] = 2) 7 = (K[r] = 2) " ls, () = 0 (A.26)

n—o0

for z€ C\R.

Proof. At first we show that for each § € dom(K][r]) there is a sequence {g, }nen such
that g, € dom(K [ 1, 3b.n,v]), iMy oo §n = § and lim, .o K[54 n, 5t n, v|Gn = K[7]g in
the sense of K. Let .

gn = §+ hna ne N>

where

—

hn =0@h, ®hyyn, neN.

Furthermore, let 6(-) : R — [0,1] be a smooth function which is equal to one in a
neighbourhood of zero and zero in neighbourhood of yy := 2 ff dt m(t). We set

o (2) = 0 (2 / dt m(t)> han(@) + 6 (2 /: dt m(t)) hon(z), z€Q, neN.

where
hon(@) = 2Cun / mt)dt, € [a,b),
¢ b
hon(z) = —2Cy. / m(t)dt, € [a,b)
and
Ca,n = (aa,n - aa)ga_ (0) - (%a,n - %a)g(a)

Con = (n— Oéb)g[i(o) + (5,0 — ) g(b).
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Notice that lim,_,oc Cq , = lim;, o0 Cp ,, = 0. Further we set

by n(z) :=h% ,,(0)e™, x€Ry, and hivn(z) = hi,n(())e*z, zeRy.
where

he ,(0) := —i(aan — aa)g(a), and A ,(0) = i(apn —ap)g(b), neN.

A straightforward computation shows that g, € dom (K[54 p, 3% n,v]), limy, 00 g = § and
lim,, 00 K[%a,nv b,ny U]gn = K[T]g

Since the sequence {g, }nen exists for each § € dom(K|[7]) one gets by [37, Theorem 2.1]
that
s— lim (K[sqn, #bn,v] — 2)7t = (K[r] —2)" . (A.27)

n—oo

The operators K[54 p, % n,v], n € N, and K[7] are self-adjoint extensions of the symmetric
operator K,[v] given by

g+ € WH(Ry,C?) g, —g € Wh3(Q),
g(a) = g(b) =

m(a)g "(a) = 1},

9-(0) = (

dom(K,[v]) :=¢ g€ R:

g ( )
) =
and p J
Kulolg = —i g ©1tl(9) @ —i7 gy, g€ dom(Ka[o])
which has the deficiency indices {4,4}. This fact immediately improves the strong conver-

gence (A.27) to the trace class convergence, i.e.

lim ”(K[%a,nv%b,nvv] - Z)_l - (K[T] - Z)_lHB1(R) =0.

n—oo

Since PFSR(K[T] —2)~1 € B1(H) one gets

lim || (K[ra] = 2) 7 (v = 0a) B (E[1] = 2) V|, () = 0.

Using the representation
(K[Tn] - Z)71 - (K[%a,m%b ns U ] - 2)71 =
(K[ma] = 2) " (v —va) BH(E[r] = 2) 7" +
(K[ma] = 2) 7 (v = va) Bt (K[, 20,0, 0] = 2) 71 = (K[7] = 2)7)

we find
im ||[(K[7] = 2) 7" = (K[5a,n, %6, 0] — 2) |5, (9) = 0.

n—oo

Finally, taking into account the representation
(K[ra] = 2)7 = (K[r] = 2)7" =

(K] = 2)F = (K[*#an, m,0] — 2)"F + (K[#a.n, #pn,0] — 2) "' — (K[1] —2)7*
we complete the proof. O

Proposition A.3 immediately implies the continuity of the incoming Fourier transform:
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Proposition A.4 Lett,7, € Ty, n € N. If 7, — T as n — oo, then

s — nlirgo O_[r,] = P_[7]. (A.28)
Proof. Let

W_[rp, 7] =8 — tli{rloo e[l g —itKIr],
From Proposition A.3 we obtain that
s — nh_{& W_lr,, 7] =1g

which yields

w — nh_{r;() W_[rn, 7] = Ig.
Since W_[r,,, 7] is unitary for each n € N we find

s— nh_}rr;o W_[rp, 7|" = Ig.
By the chain rule for wave operators we obtain

W_|rn] = W_[r, 7]W_[1], ne€N,
what gives
s — HILH;O W_[r.]" = W_I[r]". (A.29)

Taking into account the representation (A.14) we complete the proof. ]

Using Proposition A.4 we will now verify the continuity of the carrier density operator.

Theorem A.5 Let 7,7, € 7y, n € N. Further, suppose that there is a density matriz
p € L>(R,B(C?)) such that C, < oo and a sequence of density matrices {p, tnen, pn €

L>=(R, B(C?)), such that sup,, ey Cp, < 0. If 7, — 7 as n — o0 and
lim_p, (A) = p(A)

n—oo

for a.e. X € R, then
Tim N, ] = N [r] sy = 0.
Proof. We set ®,, := ®_[r,] and & := _[7] as well as
tin(A) = A =1)pp(A) and (N):=A—=i)p(A), AeR, neN.
From (A.22) we find the representation
onlTn] — 0[T] = ¥} 0 ®n(Kp — i) = ®*T®(K —i)~', neN,

(A.30)

(A.31)

where K, := K|[r,] and K := K[r]. Notice that (K — i)' P € B;(&). Hence we find the

estimate

[ (eulral = el D Pl ) <
Cp, || (K — )™t = (K — i)_lem +Cp, [[(®, — @)(K — i) PE
@ —7)@(K — i)*lpﬁ”gl(ﬁﬁo) + (@ — ") TR(K — i)ﬂpﬁHBl(ﬁ).

HBI(R,RO)

+
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The first term of the r.h.s. goes to zero by Proposition A.3. The second term tends to zero
by Proposition A.4 and (K —i)"'P& € B1(R). By s —limp o0 0 = and (K — i) 'Pf €
B1(R) the third term goes to zero. Finally, from Proposition A.4 and the isometry of the
incoming Fourier transform we get s — lim,_, o, ®,, = ® which yields that the fourth term
converges to zero. Hence we find

_ 8
Jim [ (enlra] = ol DBl 5, ) = O-
Taking into account (A.24), this proves (A.31). O

A.4 Current density operator

Similar to the carrier density operator it is possible to introduce a current density operator
: T4 — R for a given maximal dissipative operator h[r] and a density matrix p €
L“(R B(C?)) provided the density matrix satisfies the additional condition

L,:= /Rd)\ tr(p(A)) < 0. (A.32)

cf. [3, 5, 32, 30]. In [30] it was shown that the current density operator admits a represen-
tation by the so-called current density observable C[7]()) at energy A € R which is defined
by

Clrl(n) = 2(PQH() - PO[r(NP)OF(N), TeT, (A.33)

where ©[7] is the characteristic function of the maximal dissipative operator h[7], cf. (A.19)
and [5, 30], and the projections P,, P, are given by (3.16). Indeed, if the density matrix
p satisfies the condition (A.32), then the current density operator j,[-] : 74 — R admits
the representation

ol = [ axe(pNCTIO)). (A.34)

Since [|C[7](A\)]|p(c2) < 55 one gets the estimate

—27r

olrll < o= /R dA tr(p(\)). (A.35)

Theorem A.6 Let 7,7, € 7y, n € N. Further, suppose that there is a density matriz
p € L>®(R,B(C?)) such that L, < oo, cf. (A.32), and a sequence of density matrices
{pntnen, pn € L®(R,B(C?)), such that sup,eyL,, < oo. If 7, — T as n — oo,
lim, o0 pn(A) = p(A) for a.e. A € R and

lim [ dX (pn(Ne,e)cz = /Rd)\ (p(Ne, e)cz, (A.36)

n—oo R

for each e € C2, then limy, .o j,, [Tn] = 7,[7]-
Proof. By Proposition A.3 we obtain that s — lim,, o S[,] = S[r]. This yields

tim | A |(Smle) = st |, =0

n— oo
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for each f € Ry = L2(R,C?). Taking into account (A.20) we obtain

. 2

lim [ dx ||(©lm] () = OFIONFN||, =

n—00 R

for each f € ./f’«:to. Hence

2
=0 A.37
. (A37)

—

lim [ ax |[(Clr] (V) = IO FON)

n—oo R

for each f € ﬁo. Further, we have

tr(pn (M) Cm](A) = tr(p(AN)C[r](A)) =
tr(pn(A) /2 Clrlon(W)?)cz — tr(p!2(N)Clralp* (W) 2 =

Z {(0[771](>‘)Pn()‘)1/26u7pn()‘)l/26u)C2 - (C[T]()‘)p(A)l/zewp()‘)l/26u)<{22} )

v=a,b

A € R. Setting ﬁn(/\) = pn(A\)2e, and f,(\) := p(\)Y2e,, v = a, b, we get ﬁ;n,f,; € Ry
using [|C[7](A)||s(c2) < 5=, A € R, we obtain the estimate

[tr(pn (V) CTa] (V) = tr(p(N)C[T](N))] <

> o {17 lles +1H e } 1o = FoW s +

i=a,b

Y AWl l(Clrl(h) = CEIAN £V e

i=a,b

We note that f;m, f,; € ﬁo, v =a,b, n € N. Hence

pnlmn] = Jpl7]l </d)\ [tr(Clr] (M) pn (V) = tr(Clr](M)p(W))] <

1/2 1/2 1/2
{(Z |ﬁ,n||§o> n (z |f;||%%) }(Z ||f:,n—f;||§o) ;
v=a,b v=a,b v=a,b

1/2 1/2
(Z ﬁll%o) (Z /dA 1(Cm](A) = Clr }(A))ﬁ(k)lléz)
v=a,b v=a,b

which yields

1/2
|jpn[rn]—jp[r1s{aﬁﬁ?uzﬂ}(z |f2,n—fl|§0) + o (A3)

v=a,b

1/2
L1/2(Z/d/\ Clral(A) — H(A»ﬁ(x)n%z) -
v=a,b
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Since pn(A) — p(A) for a.e. X € R as n — oo we find f,,(\) — f,()) for a.e A €
R as n — oo. From (A.36) we get that lim,,_ ||f,a,n||;§0 = ||f;||;{0, v = a,b. Hence

limy, oo || frm — ﬁ'HEO =0, v = a, b, which yields that the first term of the r.h.s. tends to
zero as n — oo. Taking into account (A.37) we show that the second term of the r.h.s.
goes to zero as n — o0. O

A.5 DS-systems

A dissipative Schrodinger system, in short DS-system, arises if the conditions (Q.1) and
(Q.2) of Assumption 3.1 are satisfied which allows to define two maximal dissipative op-
erators h*[r*] for 7+ = {5, %bi,vi} € Ty = Ci x Cq x L () on the Hilbert space b.
If further there are two density matrices p= € L°°(R, B(C?)) obeying both the condition
(A.23) and (A.32), then the quadrouble {h*[rF], pT} = {hT[rF],h~[r7],pT, p~} is called
a dissipative Schrodinger system. With a DS-system one associates two carrier density
operators Npii []: 7. — Li(£2) and two current density operators j;E_,H T, — R, [3].
One obtains a dissipative Schrodinger-Poisson system if the DS-system is coupled to the
Poisson equation, cf. [3].

B Approximation

In the following we are going to derive the dissipative Schrédinger system, in short DS-
system, from the quantum transmitting Schrodinger system, in short QTS-system. To this
end let us briefly explain the quantum transmitting Schrodinger system, for more details
we refer to [4, 8].

B.1 Quantum transmitting Schrodinger systems

For electrons (-) and holes (+) one considers the Buslaev-Fomin operators H*[V*], cf.
[11],

e 1d 1 d
H*[V*] = deMidx+V7 (B.1)
where
mE x € (—00,a]
M*(z) =< m*(z) =z € (a,b) (B.2)
miE x € b, 00)

[
are the effective masses of the electrons (-)and holes (+) and V¥ their potential energies
defined by

vE T € (—00,q]
VE(x) = vi(m) z € (a,b) (B.3)
v, x € [b,00)
with
vE(z) = wh(z) £ p(z), ze (B.4)
and
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where EF, w® and Egt are given band-edges offsets in the regions (—oo,a), Q = [a, b
and (b, 00), respectively. The band-edge offsets on (—o0,a) and (b, 00) are assumed to be
constant. The operator H*[V*] can be rigorously defined in the Hilbert space § := L%(R).

The Buslaev-Fomin operator H* [V *] decomposes into a purely discrete part H, £[V*] and
an absolutely continuous part HL[V ], i.e

HEV* = HF[V¥]|e HE[VE]. (B.6)

In the following we are only interested into the absolutely continuous part which is legiti-
mated by the fact that in applications like tunneling diodes the point spectrum is absent.

The absolutely continuous spectrum is given by o,.(H*[VF]) = [vE, ,00) where

”im = min{v;t, vbi} (B.7)
are called the thresholds of the continuous spectrum. On [vE,  vE .

vk ., = max{vi, v} (B.8)

- s OC) the spectrum has the
multiplicity two, cf. [4]. Since only energies above this thresholds v, contribute to the
current densities we call them the current thresholds, cf. [4].

the absolutely continuous spectrum is simple while on [vjE

X

The absolutely continuous part HZE[V*] can be realized as a multiplication operator in

the Hilbert space ,% := L?(R,C?). Indeed, let us denote by M the multiplication operator
with the independent variable A and let us introduce the projection-valued function

,U:I: ’Ui o X[vbi,oo)()‘) 0
PloE, uE](N) = ( ; oY) ) AER. (B.9)

If Plu3 *,v] denotes the multiplication ooperator with the function PlvF,vif] which is a
projection commuting with M, then MP[vE, vif] = P[v, viF]M is unitarily equivalent to
HE[VZ].

The setup of a quantum transmitting Schrodinger-Poisson system is complete if one in-
dicates density operators ggT [VE]. As mentioned above the density operators are non-

negative self-adjoint operators commuting with the Buslaev-Fomin operators H*[V*]. In
accordance with the spectral decompositions

HEVE = HE[VE & HE[VE] (B.10)
the density operators decompose into
oor(VF] =0, [VF] @ 0 [V (B.11)

Since we are only interested in the absolutely continuous part we neglect the bounded
states and set ggT [VE] = of [V*]. In the spectral representation of HX[V*] the operators

QEST[VH are unitarily equivalent to multiplication operators ﬁgT arising from the density
matrices pgT which are chosen by

T\ — + A 0
pr(N) = ( (A =g ())X[ v 00y (M) = B ) ), A ER, (B.12)
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cf. [4, Example 5.6]. Here f*(-) are non-negative distribution functions, for example

Boltzmann or Fermi distribution functions, and El:)t, eF are so-called Fermi energies.

In the following we call the quadrouble {H*[V*], pgT} ={H"V*],H™ [V*],pgT, port
the quantum transmitting Schrédinger system, in short QTS-system. With each QTS-

system one associates carrier density operators iji [] : L®(R) — LY(92) and current
QT

density operators jpii [] : L®(R) — R which assign to the potentials V* € L*>°(Q)
QT

13 7

carrier densities from L'() and current densities from R for electrons “—” and holes
“+7 respectively. Putting these carrier densities into the Poisson equation supplemented
by boundary conditions one gets the so-called quantum transmitting Schrodinger-Poisson
system, in short QTSP-system, cf. [4].

The quantum transmitting hybrid system, in short QTH-system, arises if one unites the
QTS-system living on Q and the drift-diffusion system (DD-system) on ¥ by a Fermi and
current coupling. For the QTH-system one introduces in a natural way carrier density
operators defining them equal to the carrier density operators of the drift-diffusion system
on ¥ and of the quantum transmitting system on €2. If the electrostatic potential of QTH-
system satisfies the Poisson equations on the whole interval A, where the carrier densities
are given by the carrier density operators of QTH-system, then the arising compound sys-
tem is called the quantum transmitting hybrid model, in short QTH-model. The problem
is unsolved whether the QTH-model admits a solution for arbitrary data. However, a nu-
merical treatment of the model carried out in [2] shows that the model is appropriate for
modelling resonant tunneling diodes.

B.2 Equivalence of QTS- and DS-systems

The QTS-system can be simplified by using its equivalence to a uncountable sequence of
DS-systems. In [4] it was shown that both systems are closely related. Indeed, let us
consider the families {h*[sF (1), " (1), v*]} uer with boundary coefficients

a

+ +
4 z—vg n [z — vy
0z (2) ==\ ——= and ¢ (2):= = (B.14)
2ma 2my

The families consist either of self-adjoint or maximal dissipative operators. It turns out that
the Buslaev-Fomin operators H*[V*] and the families of maximal dissipative operators
R [5¢E(2), 54 (2), v*] are related by

»E(2) =igE(2) and x5 (2) =igf(2), z€C, (B.13)

where

PY(H*[V¥] — 2)7" 1§ = (W[ (2),555(2),0%] — 2) 7Y, 2 € Co (B.15)

The families {h* 55 (s), 56 (s), 'Ui]}se[,uj:_ o0) are called the quantum transmitting bound-
ary families, in short QTB-families. Moreover, let pgT be density matrices of the QT'S-
system. Introducing the density matrices p¥ € L>=(R, B(C?)),

pEN) = pgT(/\)(S(s —\), sei, o), AeR, (B.16)

min’

where 6(-) denotes the Dirac distribution. For each s € [vE, ,00) the quadrou-

ble {h*[sF(s), 2 (s),vF], p¥} performs a dissipative Schrodinger system. In [4] it
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was shown that to handle the QTS-system {H j[[Vj[],pEST} or the uncountable fam-
ily {h*[sF(s), %;t( ), vE], pi }be[”,ininm) of DS-systems is the same, see Remarks 5.4
and 5.10 of [4]. Denoting the carrier and current density operators of the DS-
systems {h*[sF(s), 55 (s),v8], pElser, s € [vi,,,00), by Npﬂ%[%f(s),%gt(s),vi} and
jpii (5 (s), 7 (s), v*] this means that ‘

NE VA = [ dsNE ek () (s). 0%
pQT Urinin ps
and -
Ga V= [ ds L) )0t
QT ot Ps

min

Formally, one has

o0

(HEVH ) = [ ds (bt (9), 57 (5). 0% ),

Umin

B.3 Approximation of QTS-systems

This last observation gives rise to a natural approximation of a QTS-system by a finite
number of DS-systems which is similar to the approxnnatlon of an improper Riemannian

1ntegral by a finite integral sum. Let A* C [v,  o0) be semi-intervals and let {Ai}] 15

[)\ji 1,/\?[) be finite partitions of AT. Further, let us choose sequences of real
numbers {3i Nis J ()\;t 15 )\j[) With respect to a QTS-system {H*[VE], p%T} we set
N N
7y (s) == Z%;t(sj)XAji(S)7 and %b Z% 55) XAi s).
: =

The functions E(s) and 55 (s) are step functions with a finite number of values approx-
imating s (s) and “(s) on A*, respectively. The families {h*[3E(s), ffgt(s),vi]}sel\i
are called approximate QTB-families, i.e.

N
W [seg (), 52 (8), 0% = ¥[34 (5), 55, Z ) 7y (57): 05X (5)-

Notice that for s € A* the approximate QTB-families consists only of a finite number of dis-
sipative operators. Replacing in {h*[5F(s), 2" (s),vF], pf }sca+ the QTB-families by the
approximate QTB-families we obtain the modified family {h*[5F (s), 55 (s), vF], p eent
of DS-systems which is called an approximate QTS-system. Since the boundary conditions
of the approximate QTB-families are close to those of the QTB-families one can hope that
the carrier and current densities are also close to each other, i.e.

NL VA = / ds N5 55 (s), 565 (s),vF] =~
PoT ,Ui:“n Ps
[ s NE B A~ [ s N )5 0]
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and

Pn VA= | ds b (s), g (s),0%] &
QT ,U:t Ps

/ ds % £ (5), st (5), %] ~ / ds 4 (55 (s), 2E (5), %)
AL Ps AT

Since the approximate QTB-families h* 5 (s), 555 (s), v*] are constant on A]i one easily

verifies that the expectation values of carrier and current densities for the approximate
QTS-system remain unchanged on AT if we replace the density matrices pf by g,

N
PEN) = ZXAJ_i(s)pﬁA;(A)7 se€ At NeER,
=1 !

where
pfi()\) = ds p£(\), AeR, j=1,2,...,N.
J

+
AJ'

That means, we have

[ s NE L .5 (005 = SN 129,55 (9).0%)
Jj=1 A
and
[ s L), 5 ()% -
N
[ s e )00 = 3 B (0 (0.0%)

The second equality relies on the fact that the density matrices 5F[v*] do not depend
on s € A;t, j=1,2.3,.... Hence, the approximate QTS-system decomposes into a finite
+

sequence of associated DS-systems {h*[sF(s;), >, (sj),vinii [vE]}, on A*. Taking
i

into account (B.16) we obtain
+ _ o+ .
pAi()\)_pQT(A)X/\i(}‘)ﬂ )\GR7 .7_1723"'7N7
j J

which shows that the approximate QTS-system is equivalent to a finite sequence of DS-
+ +
systems {hE [ (s;), 5 (Sj),’l}i],pQTXAji [y

Similar to the QTS-system the approximate QTS-system can be coupled to the drift-
diffusion system. The arising compound system is called an approximate quantum trans-
mitting hybrid system, in short approximate QTH-system. If we consider in addition the
Poisson equation, then the arising system is called the approximate quantum transmitting
hybrid model, in short approximate QTH-model.
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B.4 Dissipative hybrid model

If we consider the degenerated partitions {AJjE ;:1, Ali = A*, and the degener-
ated sequences {sjE }:1, sli = st ¢ (/\(jf,Ali), then we obtain a degenerate approxi-

mate QTS-system and approximate quantum transmitting hybrid system. In this case

the finite sequence of associated DS-systems reduces to a single associated DS-system
{hi [%tf(si)v %bi(si), Ui]’pfi}’

pre (V) = por(Mxax (). AeR. (B.17)

Hence, the approximate QTH-system reduces to the coupling of one associated dissipative
Schrodinger system on 2 with drift-diffusion systems on 3, and ¥, which is nothing else
as a dissipative hybrid system. Considering a Poisson equation in addition one gets that
approximate QTH-model reduces to the dissipative hybrid model, in short DH-model.

Thus we get the dissipative hybrid model of the introduction if we make the special choices
AE = [vfh, vk 6F), 0F > 0, and sT = v+ 0T, 0 < 65 < §F. The interest
to the semi-intervals A* = [vt vk 4+ §%) is due to the fact that only energies above
the current thresholds v, contribute to the current densities in which we are interested
in. From the view point of approximation the dissipative hybrid model is, of course, far
from the quantum transmitting hybrid model. However, from the mathematical point of
view this is not so because all main mathematical problems one meets already solving the

dissipative hybrid model.

Furthermore, the results for dissipative hybrid models admit an immediate generalization
to the approximate hybrid model since it is a finite family of dissipative hybrid models.
However, approximate hybrid models have an interest in its own since they naturally appear
by the numerical treatment of hybrid models.
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