PHYSICAL REVIEW B

VOLUME 39, NUMBER 11

Self-consistent study of the resonant-tunneling diode

N. C. Kluksdahl, A. M. Kriman, and D. K. Ferry
Center for Solid State Electronics Research, Arizona State University, Tempe, Arizona 85287-6206

C. Ringhofer
Department of Mathematics, Arizona State University, Tempe, Arizona 85287
(Received 8 August 1988)

Quantum transport in the resonant-tunneling diode (RTD) is modeled here with the Wigner for-
malism including self-consistent potentials for the first time. We examine the computational aspects
of the Wigner-function approach and the boundary conditions for the model. The calculated I-V
characteristics show an intrinsic bistability in the negative-differential-conductivity region of the
curve. Intrinsic bistability results from charge storage and the subsequent shifting of the internal
potential of the device. The cathode region of the RTD shows a strong depletion and quantization
of electrons in a deep triangular potential well, which reduces the barrier height to a ballistic elec-
tron injected from the cathode, enhancing the valley current and reducing the peak-to-valley ratio.
Undoped spacer layers prevent the formation of a deep quantum well at the cathode barrier, and the
distribution does not deplete as sharply as without the spacer layer. The I-¥ curve with the spacer
layers shows a much lower negative resistance, and a sharper bistable region. A finite relaxation
time for the electrons increases the negative resistance, reduces the peak-to-valley ratio of the
current, and causes a “soft” hysteresis in the bistable region. A zero-bias anomaly is found to result
from high-momentum tails in the distribution at the barrier interface. These high-momentum tails
contribute a small high-conductance current. The transient current during switching from the peak
to the valley of the I-V curve shows inductive behavior and negative resistance for frequencies
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below 2 THz.

I. INTRODUCTION

Microfabrication technology has advanced rapidly
since the dawn of the semiconductor era, with each ad-
vance giving a sizable reduction in the size of individual
features. Where tens of micrometers were once the com-
mon size, devices fabricated with metalorganic chemical-
vapor deposition (MOCVD) and molecular-beam epitaxy
(MBE) now have features as small as a few nanometers.
In addition, electron-beam lithography can now be used
to make working field-effect transistors (FET’s) with
gates as short as 25 nm.! On these spatial scales, quanti-
zation effects are quite evident; electrons in a high-
electron-mobility transistor (HEMT) travel in a two-
dimensional sheet, a result of perpendicular quantiza-
tion.? Fabrication of a gridlike gate extends the quantiza-
tion to all three dimensions.? In this structure, Bloch os-
cillations of the electrons are expected due to the quanti-
zation effects.

One quantum structure that has been extensively stud-
ied recently is the resonant-tunneling diode (RTD).*"¢ In
this structure, a thin GaAs quantum well is grown be-
tween two Al Ga;_,As barriers. Each barrier, and the
well, is a few nanometers thick. Thick GaAs bulk layers
are grown on either side of this barrier structure. Con-
tacts are made to the top and bottom bulklike layers.
The two Al,Ga,_,As barriers and the GaAs well consti-
tute a resonant-tunneling system, with a resonant energy
marked by preferential tunneling (Fig. 1). In this situa-
tion the existence of a resonant level in the GaAs well

(¥

provides a textbook example.” The I-V characteristic of
this two-terminal device has a strong region of negative
differential conductivity (NDC), which results from quan-
tum tunneling in the device.

Despite the great strides made in fabrication technolo-
gy, the detailed theory behind these quantum devices has
not kept pace, although realization of simple quantum
device models is quite easy. The first attempts at model-
ing the tunneling structures incorporated simple quan-
tum tunneling.®!! For a given potential ¥ (x), a tunnel-
ing probability can be calculated as a function of energy
T(E) using the WKB approximation’ or transfer ma-
trices.®!! The current through the device is then calcu-
lated by integrating the charge density times the tunnel-
ing probability and the carrier velocity v (E). For a one-
dimensional system, the current (from left to right) is

J,,=q [dE T\,(E)n(E)f(E\(E), §)

where f(E) is the Fermi-Dirac distribution function and
n (E) is the density of states. An analogous second equa-
tion is obtained for J,;,, and the total current is then
difference between the current from left to right and the
current from right to left. The current is a function of
the differences in the distribution functions and Fermi en-
ergies in the two sides.!?

A major criticism of this approach is that it requires
knowledge of the distribution of the electrons at each side
of the tunneling interface, rather than the bulklike distri-
bution far from the tunneling interface, although the
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FIG. 1. Resonant-tunneling system. (a) The I'-valley con-
duction band for the GaAs/Al,Ga,_,As resonant tunneling
system. E, is a resonant energy where the tunneling probability
approaches 1. (b) The tunneling probability for the resonant-
tunneling system.

latter is usually used. The distribution at the interface is
completely different from the bulk distribution due to
quantum repulsion from the barrier.!>!* Failure to ac-
count for this difference leads to erroneous results.

None of the above treatments have incorporated self-
consistent—potential effects. It is known that self-
consistent bending of the potentials within the device
may lead to the formation of bound states, or other types
of quantization in the interface region.!” Accumulation
or depletion layers, and their effects upon the potential
and, consequently, the tunneling probability, can drasti-
cally affect the local distributions and hence the tunneling
current.

The primary failure of the simple tunneling models,
though, lies in the extremely poor fit of the predicted I-V
curve to that observed experimentally. Figure 2 shows a
comparison of an I-V curve calculated by the tunneling
approach and the experimentally observed I-V curve for
a device with the same structural parameters. The
current predicted for the valley of the curve is far too
small. The model cannot account for barrier lowering or
ballistic injection over the barriers, both of which can be
important experimentally.

Despite the quantitative failures of the tunneling mod-
el, this simple theory provides tremendous insight into
the appropriate role for a contact.!”2! An “ideal” con-
tact has been defined as an infinite reservoir of thermally
distributed carriers, which are injected as needed into the
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FIG. 2. Experimental (solid) and theoretical (dashed) I-V
curves for a resonant-tunneling diode. The theoretical curve is
calculated by the simple tunneling model.

device. For carriers leaving the device, the ‘“ideal” con-
tact acts as a perfect sink, absorbing all carriers incident
upon the contact without reflection. This contact serves
as a boundary for quantum correlation; all incoming car-
riers are randomly distributed, and outgoing carriers are
immediately randomized within the contact. Biittiker?!
has used this role of the contact reservoir to introduce
dissipation into ballistic structures, and subsequently ad-
dressed the role of contact resistance, a point to which we
return below.

In this paper, we will present a fully-self-consistent
model of the RTD based upon the quantum-mechanical
Wigner function. Though the Wigner function has been
around for quite some time, and its properties have been
well investigated,??~?° it has only recently been applied to
electronic transport.

The Wigner formalism offers many advantages for
quantum modeling. First, it is a phase-space description,
similar to classical Boltzmann distributions. In the
Wigner formalism, scattering is a local phenomenon.?
Because of the phase-space nature of the distribution, it is
conceptually possible to use the correspondence principle
to determine where quantum corrections enter a problem.
At the boundaries the phase-space description permits
separation of incoming and outgoing components of the
distribution, which thus permits modeling an ideal con-
tact, and hence an open system. Still another advantage
is that the Wigner function is purely real, which
simplifies calculation and interpretation of resuits. By
coupling the Wigner-function equation of motion to the
Poisson equation, we obtain a fully-self-consistent model
of the RTD. This then allows us to examine charge-
redistribution effects and many properties of the devices.

In the field of quantum optics, Wigner functions have
been widely used. The quantum phase-space distribution
has been used to describe coherence of optical fields and
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to describe polarization and transient superposition
effects.?® Quite naturally, this description has been ap-
plied to finding quantum-mechanical solutions for a laser
master equation (the Fokker-Planck equation®’) and for
describing quantum noise in lasers.”® More recently,
Wigner functions have been applied to optical systems
and signals, where they provide a link between Fourier
optics and geometric optics.?*®° Two-dimensional
Wigner optical distributions have been generated,’ as
well as slices of four-dimensional Wigner optical distribu-
tions.>?> The Wigner-function description of optical sig-
nals has been investigated for use in elementary pattern
recognition.’> From this, we may easily recognize the
ability of the Wigner function to exhibit phase interfer-
ence and quantum resonances.

Numerous works have expounded on the virtues of the
Wigner-function formalism for quantum electronic trans-
port, with an eye toward the advantages offered by a
phase-space representation.”?”2>3435  Some early at-
tempts at modeling transport in the RTD used the
Wigner formalism,'*3¢ while other models advocated use
of the density matrix.’’ The density-matrix approach,
though quantum-mechanically correct, possesses some
serious drawbacks. The density matrix is complex, and
except for the diagonal terms which yield the particle
density n(x) the density matrix does not correspond to
any well-known classical distribution function. Addition-
ally, scattering is nonlocal in the density-matrix formal-
ism, which complicates the inclusion of scattering in the
transport model.

In the next section we will review the development of
the Wigner function and its equation of motion. The
roles of nonlocality and correlation in the Wigner func-
tion will be discussed. The critical nature of a quantum-
mechanically correct initial distribution, and its subse-
quent temporal development, will be examined.

Major concerns in modeling are the stability and the
convergence of the numerical techniques used in the
model, which will then be discussed. Because the model
is one of an open system, the nature of the boundaries
will be treated at length. Poisson’s equation will be cou-
pled with the Wigner-function equation of motion to in-
clude fully-self-consistent potentials, and simple scatter-
ing will be added to the model.

Finally, the self-consistent Wigner-function model will
be applied to the RTD, and the steady-state and transient
behavior will be examined. Bistability, a source of con-
troversy in the RTD, is shown to occur, and the condi-
tions for this will be explored with the model. A zero-
bias anomaly, observed previously in tunneling struc-
tures, is found to occur primarily as a result of the distri-
bution functions near the barriers. Finally, the effect of
variations in doping of the RTD structure will be ex-
plored.

II. THE WIGNER DISTRIBUTION
FUNCTION
A. Nonlocality of the Wigner function

Suppose a system is in a general state described by the
density matrix. If we use a set of position eigenstates, the
density matrix is
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FIG. 3. Illustration of the nonlocal nature of the Wigner
function (Ref. 47). Outside the shaded region, the wave func-
tion is zero. In center-of-mass coordinates, a distribution may
be nonzero in regions that are forbidden.

plxy,x)={x,lplx,), @

where p is the density operator. The density matrix is
clearly a function of the two positions x; and x,. If we
use a relative vector x between the points x; and x,,

X =x1—x2 ) (3)

and a “‘center-of-mass” vector X to the mean of the posi-
tions x; and x,,

X=-}(-x1+x2) » 4)
then the density matrix may be described in terms of
these two new coordinates as p(X +1x,X —1x). The is-
sue of the “locality” of the chosen coordinates must be
examined.?>* In Fig. 3 it is evident that a distribution
defined in terms of the ‘“center-of-mass” coordinates may
be nonzero at positions X where the wave functions are
zero.

The Wigner function may be defined in terms of
momentum eigenstates and the density matrix. In a de-
vice such a definition is useful, since the device is usually
described by a mixed state. The density matrix p(x,,x,)
may be written in terms of the new coordinates as

p X, x)=p(X +1x, X —1x) . (5

The relative vector x is a natural choice for transforma-
tion to the momentum representation (the transformation
used is the Wigner-Weyl transformation), which leads to
the definition of the Wigner function,?? 24

fW(X,p)=5717%—fdx eP Mo X +1ix, X —1x) .  (6)

It is easily seen that there is no requirement in the
definition of the Wigner function, (6), which requires it to
be a positive quantity. For this reason, the Wigner func-
tion interpretation as a probability distribution function
must be handled carefully;’® nevertheless, the Wigner
function is quite useful.?

In order to use the Wigner function to study devices,
an equation describing the response of the Wigner func-
tion to changing conditions is required. The equation of
motion of the Wigner function is derived from the quan-
tum Liouville equation by applying the Wigner-Weyl
transformation. For a general noninteracting Hamiltoni-
an,
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application of the Wigner-Weyl transformation gives the
equation of motion for the Wigner function:?? 23

9 _p 3
P wp )= L= £ (x,p,1)

1

=5 [P My Pfyxp+P 1), @
where
M(x,y,P)= [dy e/ [V(x +1p)—V(x—ip)]. )
The kinetic term is identical to the kinetic term of the

Boltzmann equation. The potential term in (9), however,
|
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is nonlocal in the position of the potential and in the
momentum of the distribution function. These nonlocali-
ties give rise to the quantum corrections in the equation
of motion.>*

For a density matrix represented by one set of the con-
jugate coordinates of position and momentum, evaluating
the Wigner-Weyl transform is at the very least tedious
when dealing with Hamiltonian terms which involve the
other set of coordinates, i.e., evaluating the kinetic term
when the density matrix is in the position representation.
For terms which are mixed, as when working with a mag-
netic field in the Landau gauge, evaluation of the
Wigner-Weyl transform is quite involved. The contribu-
tion of a term from the Hamiltonian to the equation of
motion may be found by means of another formalism.?
For a general Hamiltonian H, the equation of motion is

—a%f(x,p,t)= é [an[de[de [drellrin=p+OE=if (g n o[ H(E—La7, n+ 1H0)—H(E+3ir, n—140)] . (10)

Using this powerful equation, otherwise difficult terms of
a Hamiltonian are relatively easily transformed.

The Wigner function is closely related to the correla-
tion Green’s function G < of the quantum Boltzmann
equation.’*”#! The difference between the two lies in the
fact that the Wigner function is defined as a one-time,
two-position function, whereas the Green’s function
G< is a two-time, two-position function, i.e.,
G <(xy,t1,%x5,t;), or G<(X,T,x,7) in terms of the
center-of-mass coordinates. The relative coordinates x
and 7 may be Fourier transformed into momenturh and
frequency variables, giving G <(X,T,p,w). The single-
time limit of G < is found by integrating over the frequen-
cy w, giving the Wigner function. Since G © is explicitly
a correlation function, the single-time limit of G < is also
a correlation function; the Wigner function thus au-
tomatically incorporates spatial correlations. Earlier, it
was shown that the Wigner function may be nonzero in
nonphysical regions; this component of the Wigner func-
tion exhibits the correlation between the allowed wave
functions. (See Fig. 3.)

B. Operators

In a quantum-mechanical system desired information
is often found by evaluating expectation values of opera-
tors. Since the Wigner formalism is a fully quantum for-
malism, expectation values of operators contain much
useful information. The use of Wigner functions permits
easy evaluation of expectation values. For an operator
A, the expectation value is

(4)=[dx Ap(X +1x, X —1x) . (1n

2
By introducing
z__l__ ipx
1=-— Jdp e, (12)

Eq. (11) becomes

[
(4)=[dx [dp Afyix,p) . (13)

It has been demonstrated that (13) holds for powers of
operators which are linear functions of the operators X
and p.%

An operator of extreme importance in device modeling
is the current operator. The current may be defined
through the operator

J=ep/m . (14)

Within a quantum device, however, the properties of the
Wigner distribution function require care in interpreting
current. In a classical system a local current density J (x)
may be exactly defined, since the distribution is a true
probability distribution, and both position and momen-
tum are exactly known. As dictated by the Heisenberg
uncertainty principle, however, exact knowledge of both
position and momentum in a quantum system is impossi-
ble. This manifests itself in the Wigner function as
negative-valued distribution, which may be thought of as
negative probability.’® While we can use (14) in many
cases, we must be cautious that its use is limited.

C. Sensitivity to initial condition

A serious consideration of the Wigner-function equa-
tion of motion (8) is the entry of quantum-mechanical
effects through the nonlocal potential term. It is a trivial
exercise to show that, for a potential which is quadratic,
the potential term of (8) reduces to

[V.plww=¢E-V, f(x,p,1) , (15)

which is exactly the classical term from the Boltzmann
equation.*>*> The source of quantum corrections has
vanished, and the equation of motion is classical. The
quadratic potential, however, could describe a purely
quantum harmonic oscillator. Using the Wigner-function
equation of motion alone to determine the state of this
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system will not reproduce the required quantum-
mechanical eigenstates of the system.

A correct quantum-mechanical steady-state solution to
the problem may be found by specifying the correct
boundary conditions and solving (8) with the time deriva-
tive set to zero. The fallacy in this procedure is subtle.
The correct quantum-mechanical boundary conditions
presuppose knowledge of the state of the system at the
boundaries, which are a function of the internal potential.
Thus, knowledge of the boundary conditions implies
knowledge of the solution without the Wigner-function
equation of motion.

In order to include all orders of quantum corrections,
one of two things can be done. The first is to extend the
computational domain sufficiently far from the source of
quantum effects that the system is classical. A classical
distribution may then be used as the boundary. It has
been demonstrated that quantum corrections “heal” over
several thermal wavelengths.!® In a reasonable GaAs de-
vice at 300 K, this length is nearly 100 nm.

The second approach to incorporate quantum effects is
to use an adjoint equation to determine the initial Wigner
function. The adjoint equation must be quantum
mechanically correct to give a proper initial Wigner func-
tion. Equation (8) may then be numerically integrated to
find steady-state solutions which are certain to include all
orders of quantum corrections. This is the approach we
will take.

D. Computation of the initial state

One method of finding a quantum-mechanically
correct initial distribution is to Fourier transform the
density matrix p(x,x’). The density matrix, in turn, may
be calculated using a scattering-state basis.!> If the po-
tential approaches a constant as x —to0,ie., V(x)=V"
for x <x~ and V(x)=V7™ for x >x T, the basis states
are plane waves, i.e., ¥ < e***. For equilibrium, where
V==V, this gives, for states incident from the left with
k>0,

1/2 )
= __1_ ikx —ikx
P (x) Py [e"™+r(k)e ] (16)
for x <x~, and
1/2
Gelo= |2 | (ke (17)
k 2

for x >x T, where (k) is the transmission coefficient and
r(k) is the reflection coefficient for wave vector k. In a
similar manner, states incident from the right are defined
by

172
— 1 — k. ikx
= |— x4 p(k 18
P (x) y. [e r(k)e™™] (18)
forx >x 7, and
1 172
- |2 —ikx 19
¢k(x) Ty t(k)e (19)
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for x <x ™. The density matrix is then defined by
’ 1 ’
plx,x")=— [ 2 U (xR (xf (E,)

+ [ dk Y OPEFER)D |, 20)

where Z is the partition function, the sum over n is over
bound states with energies E,, E (k) is the energy of a
scattering state, and f(E) is the distribution function
(Boltzmann or Fermi-Dirac).

From an unnormalized basis function, and using
translation matrices, an unnormalized state may be com-
puted on the entire domain. These states are normalized
by applying scattering theory, in which wave functions in
the presence of a scatterer are compared to those in a
reference space. These are related through the
Lippmann-Schwinger equation. A useful consequence of
this equation is that the scattering states satisfy precisely
the same orthonormality relations as unperturbed
states.!> Each state contributes to the density matrix ac-
cording to the thermal distribution function f(E). The
partition function is found by comnsidering the limit of
x—x ", also a consequence of the normalization condi-
tions. It is defined by

Z '=eP"2VEB lim p(x) . 1)
X—> — 00

An algorithm for computing the density matrix is thus
available.”> A set of points {x} is chosen at which the
density matrix is desired. The potential is taken to be
piecewise constant between the points. Energies are ran-
domly sampled according to the distribution function.
Each energy gives a wave vector k for a left-incident state
and a right-incident state. The states are translated and
normalized and their contributions added to the density
matrix. The density matrix is normalized with the parti-
tion function, and the resultant density matrix is Fourier
transformed to the Wigner function. The computational
region of the density matrix satisfies the conditions out-
lined above.

The density matrix and the resultant Wigner distribu-
tion are calculated for the resonant-tunneling diode.*’
Figure 3 shows the Wigner distribution function. The
Wigner function calculated by scattering states is charac-
terized by a thermal distribution far from the barriers.
Oscillations in the distribution near the barrier are evi-
dent. These oscillations are a result of quantum repulsion
from the barrier.!»!* The quantum repulsion causes the
density of carriers to deplete, although this depletion is
not a depletion layer in the classical sense. The depletion
is caused by the quantum repulsion rather than by band
bending. The quantum repulsion is, in a sense, comple-
mentary to barrier penetration: just as a nonzero density
penetrates a finite distance into a classically forbidden re-
gion, a density deficit extends a finite distance into a clas-
sically allowed region. This charge then accumulates a
short distance from the barrier, and overall charge neu-
trality in the device is maintained (see Fig. 4).
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FIG. 4. Self-consistent equilibrium Wigner function for a
resonant-tunneling diode, calculated from a scattering-state
basis. Depletion at the barrier interface stems from quantum
repulsion; this is compensated by an accumulation further from
the barrier.

II1. NUMERICAL TECHNIQUES

The validity of a numerical solution to an equation de-
pends to a large extent upon the choice of numerical ap-
proximations, discretization, and the boundary condi-
tions. We discuss these effects in this section.

A. Discretization

The Wigner-function equation of motion is evaluated
on a two-dimensional discretized grid for the position
and momentum variables x and p. The modeled region is
a domain from x=0 to x =L, and is divided into a spatial
mesh, with a mesh size Ax chosen so that features of in-
terest, such as potential barriers, are adequately
represented. Since the potential in a RTD vaties over a
distance of a few atomic monolayers, an appropriate spa-
tial mesh Ax is of the order of a unit cell of the GaAs lat-
tice, and we approximate that with Ax=0.25 nm. The
mesh size for the momentum variable is found by consid-
ering the Fourier transform in (3) which defines the
Wigner function. The discrete Wigner function is period-
ic in momentum, with a period of #w/Ax. (For conveni-
ence, the momentum is expressed in terms of the wave
vector k =p /#i.) This period in momentum is discretized
into a convenient number of meshes, and ranges from
—aw/2Ax to 7m/2Ax. The discretized grid may con-
veniently be split into two regions, one half with positive
momentum and the other half with negative momen-
tum.’%* This will become important in the following
discussion.

B. Stabilify and convergence

A common numerical technique for solving discretized
temporal equations is explicit differencing. Stability of an
explicit scheme requires that error in the discretized
equation remains bounded. Fourier analysis of the
growth of error in these schemes has led to the Courant-
Friedrichs-Lewy stability criterion*> (CFL condition) for
explicit finite-difference approximation schemes: for a
mesh size Ax and a time step At a necessary and sufficient
condition for stability is that

7725

Ax
LX<
NI

where v is the velocity of the fastest component of the
solution. For a time step Ar which satisfies (22) for the
maximum velocity, convergence and stability of the solu-
tion is assured for linear problems.

Equation (8) is discretized using Lax-Wendroff explicit
time differencing.*® The Lax-Wendroff method retains
the second-order terms in the Taylor expansion of
f(t+Az). This introduces a second-order spatial
difference term into the equation of motion. This
second-order term represents an artificial diffusion, which
acts to counteract spurious numerical diffusion that al-
ways arises from the first-order terms. The Lax-Wendroff
scheme has proven to be the technique of choice of nu-
merical solutions of the Schrédinger equation.!**7

Each point in a discretized equation has a characteris-
tic direction, which is to say that each point has a direc-
tion of propagation. For a phase-space representation,
the velocity which defines propagation is directly propor-
tional to the momentum. For positive momentum, prop-
agation is in the positive x direction, while negative
momentum causes propagation in the negative x direc-
tion. For any given point, the characteristic direction is
defined by the local momentum. In the discretized
Wigner function, there is a “slice” of the mesh over
which the momentum is constant. These slices of the
mesh can be viewed as systems of equations which are
coupled through the potential term of (8). Each “slice”
of the mesh is characterized by the same characteristic
velocity; for positive momentum, information flows into
the domain from the boundary at x=0, and moves to-
ward the boundary at x =L, where it leaves the domain.
For negative momentum the characteristic direction and
the roles of the incoming and outgoing boundaries are re-
versed. Recognition of these characteristics directions
solves an inherent problem. _

A difficulty with the Lax-Wendroff discretization in-
volves the boundaries. A second-order finite-difference
term at a point x; involves the points x; _; and x; ;. In
the interior of the device this creates no problem, nor
does it cause difficulty with the incoming boundary,
where the distribution is specified. The problem occurs
on the outgoing boundaries. The function is not known
beyond the boundary, making the definition of a second-
order difference at the boundary impossible. The solution
to this dilemma is to use first-order upwind differencing®®
to propagate the function to the outgoing boundary along
the characteristic direction, which is

(22)

SIS if p(x,)>0, (23a)
af _ Ax
ax &_:ﬁx;ffi’il if p(x,)<0 . (23b)

Stability of the first-order terms is also dependent upon
satisfying the CFL condition. The discretization is illus-
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trated in Fig. 5. The characteristic directions on the
mesh are indicated, as are the incoming and outgoing
boundaries on the regions of the mesh and the type of
discretization used for each mesh point.

Since virtually every elementary quantum-mechanics
textbook studies the evolution of a Gaussian wave packet
(GWP), convergence of the equation of motion is tested
using this reference.*>*® The Wigner-function descrip-
tion of a Gaussian wave packet is

fW(-x’k):L !

| x4, MK —ko)?a?
27h a\/21r

“(24)

This distribution is Gaussian in both position and
momentum.*> A further property of the resulting distri-
bution is that it satisfies the Heisenberg uncertainty prin-
ciple. For a Gaussian distribution in position, the uncer-
tainty is the spread in position. In (24), Ax is 2a. The un-
certainty in momentum is similarly the momentum
spread, which is Ak =1/2a. This gives

Ax Ak =2a—-=1. (25)
2a

With this analytic expression for the Wigner function of a
Gaussian wave packet, the properties of the equation of
motion may be investigated.

A GWP in free space spreads as it evolves in time.
Further, when a wave packet is defined with some initial
nonzero wave vector k,, the centroid of the wave packet
moves with a velocity #ik,/m, the group velocity of the
packet.” In the absence of a potential, (8) becomes

Kvs X discretization

x
»
>

©OO®
XXX X

;{

X XXX
©OO®O®

&
b3

° Interior mesh point discretized with Lax-Wendroff
x Outgoing mesh point with forward differencing
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FIG. 5. Phase-space discretization for the Wigner function.

Each row of the grid has a uniform velocity, and can be thought
of as a subsystem, or slice, of the distribution.
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A Wigner function of a GWP may be used as the initial
condition for (8), which is numerically stepped forward in
time. The resulting Wigner functions are integrated over
momentum, giving a distribution in position only. The
wave function spreads in position, as expected, and the
centroid of the wave packet moves with the group veloci-
ty, fik,/m. The Wigner function is integrated over both
position and momentum at all time steps. Any variance
in the value of this integral is solely due to numerical er-
rors in the algorithm, since the analytic solution con-
serves distribution. The GWP can be used to evaluate
this stability. After 200 time steps, the Lax-Wendroff
scheme shows less than 1% numerical error. As a com-
parison, simple first-order finite differencing of (8) shows
more than 10% error after the same number of time
steps.’® The hybrid discretization demonstrates good sta-
bility and convergence.

Next, the GWP is allowed to interact with a pair of
quantum barriers separated by a quantum well.*> The
barriers are each 3 nm thick and 0.3 eV high, while the
well is 5 nm wide. Figure 6(a) shows the initial wave
packet as it begins to interact with the barriers, with the
positions of the barriers indicated by the dark lines. In
Fig. 6(b) the majority of the wave packet has reflected
from the barrier, while a small portion has tunneled
through. Finally, in Fig. 6(c) most of the wave packet has
reflected from the barrier. Some of the wave packet has
tunneled through the barriers, and is leaving the region of
simulation.

Of particular note in Fig. 6(c) is the rapidly oscillating
structure along the k=0 axis. This structure contains the
important correlation between the transmitted and
reflected wave packets. As long as this information is re-
tained, the system has time-reversal symmetry. When the
correlation is removed, the original wave packet can no
longer be recovered.*>*” Any dissipative processes will
act to remove this correlation, and thus destroy reversi-
bility.

Equation (8) may readily be used to check the correct-
ness of an initial distribution. The initial potential and
distribution are inserted into (8), and the system is
stepped forward in time. The correct equilibrium distri-
bution will not vary under the equation of motion. Be-
cause the numerical scheme is stable and convergent, no
errors will be introduced through the equation. The only
source of error, therefore, is from an incorrect initial dis-
tribution. We check this by using the initial distribution
calculated in the preceding section. The system is
stepped 500 fsec in time, or 5000 time steps, with zero ap-
plied bias, after which the state of the system is compared
to the initial state. For an initial Wigner function with a
maximum value of 1.0, the maximum error in the time-
evolved Wigner function was 2.18X107%, and the L?
norm of the error was less than 1071 As a further
check on the temporal stability of the initial Wigner func-
tion, the current at the contacts was calculated. With
zero applied bias, the current calculated at the left con-
tact was 0.038 pA/cm?, while the current at the right
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contact was —0.013 pA/cm?, in comparison to the nor-
mal operating currents of milliamperes/cm?. Thus, the
integrated error in current is about 107 of the actual
current.

C. Contacts

Simulation of a real device includes some model of the
interface between the device and an external circuit. At
the very minimum, the external circuit consists of a ‘“bat-
tery” which fixes a potential across the device, and
“wires” which carry current from the “battery” to the
device. These circuit parameters are usually included in
device simulations as boundary conditions. In many
models, the contact serves as an infinite reservoir of
thermally distributed carriers.'®”2! This reservoir main-
tains a fixed distribution at the contact where the parti-
cles enter the simulation domain.

Conditions at the contact must be consistent with
physical reality. If a current is flowing through the de-
vice, current continuity requires that an identical current
be flowing through the external circuit. This implies that
the external circuit, and thus the contact, must be
characterized by some distribution which reflects current
flow, such as a shifted thermal distribution.’!

In (8), we have left and right boundaries, at x=0 and
x =L, respectively. Mathematical constraints permit us
to specify only one boundary, however. As discussed ear-
lier, the model may be thought of as a coupled set of sys-
tems, each of which is a slice of constant momentum (see
Fig. 5). Each of these momentum slices has a boundary,
or contact, from which electrons enter the slice, and they
leave the slice from the opposite boundary.

The “entering” contact is constrained by the current.
Just inside the device a current exists. Because an identi-
cal current must be present in the contact, and the distri-
bution within the contact is assumed to be a shifted
thermal distribution, the amount of shift and therefore
the distribution within the contact are known. The dis-
tribution within the contact is then matched to the corre-
sponding momentum slice of the model. This procedure
must be self-consistently carried out, since the current
within the device is a function of the boundary condi-
tions, and the boundary conditions are functions of the
current within the device.’! Because each momentum
slice has only one boundary prescribed, the boundary
conditions are mathematically consistent with (8).

A second consideration of the contact is that it remove
all carriers which are leaving the device.'®”™2' This
defines the ‘“leaving” contact. In the so-called ‘‘ideal”
contact the carriers are perfectly extracted from the de-
vice without reflection. Studies of (8) with a Gaussian
wave packet have shown that the momentum nonlocality
in the equation couples the incoming and outgoing boun-
daries at the contacts, and serves as a source of artificial
numerical reflections.’® Such phenomena have been ob-
served in other well-posed numerical systems,52 and arise
strictly from the coupling at the boundaries. Such
artificial reflections mar the concept of an ideal contact.

A mathematical decoupling algorithm®? has been
adapted for (8). Artificial reflections are effectively re-
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moved, and the ideality of the contacts is restored. In the
model of an ideal contact, electrons which leave the de-
vice are instantly scattered within the contact into a
thermal distribution.'> The scattering removes correla-
tion and introduces irreversibility. In an actual device
ideal contacts are not physically realizable, and this
decoupling procedure may not be the best choice from a
physical standpoint; nevertheless, modeling ideal contacts
is useful in that it removes size dependencies by breaking
up correlation at the boundaries. This is important, since
Fig. 5(c) illustrates that correlation can extend over a
long range. In the contact scheme used here, the correla-
tion length is limited to the device length.

D. Self-consistent potentials

Fully-self-consistent potentials are introduced by add-
ing Poisson’s equation to the system. A self-consistent in-
itial Wigner distribution is calculated which includes the
background charge from the ionized donors. Knowledge
of the temperature and doping level establishes the Fermi
level within the bulk GaAs,” and thus specifies the
ionized-donor concentration and the electron concentra-
tion far from the barriers. Since the electron density is a
function of the potential, and the ionized-donor charge
and potentials are interdependent, an iterative procedure
is required to find the correct initial distribution. A guess
is made for the potential, which is used to calculate the
density n(x), which is the trace of the density matrix
found from the scattering states. The potential is also
used to calculate the ionized charge density N (x). The
total charge is then used to solve Poisson’s equation to
get a new potential. Because the ionized charge density is
exponentially dependent upon the potential, the two
quantities must be iteratively made consistent for the
electron charge n(x). The new potential is then used to
calculate the density. The entire process is iterated until
full consistency between n(x), ¥V(x), and Nd+(x) is
achieved. The density matrix is then transformed into
the Wigner function, which together with the back-
ground charge N, (x) and the self-consistent potential
V(x) is input into (8) and Poisson’s equation. Solution
proceeds by stepping (8) forward, then adjusting the po-
tential via Poisson’s equation. In addition to an unchang-
ing Wigner distribution, steady-state conditions may be
tested by examining the time-variant fluctuations in the
internal potentials. When both the Wigner function and
the potentials become invariant, steady-state conditions
have been reached.

E. Scattering

In a quantum-mechanical system proper inclusion of
dissipation is nontrivial. The simplest possible approach
is the relaxation-time approximation. A second approach
is the use of the classical scattering rates,>* such as are
used in Monte Carlo calculations. The most difficult ap-
proach is the use of Levinson’s formalism,2* which is the
Wigner-Weyl transformation of the interaction terms of
the Hamiltonian. Although this method properly intro-
duces the intracollisional field effect,*? the transformation
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is entirely nontrivial, even for simple interactions. The
quantum Boltzmann equation®>*’ includes scattering
terms in its formulation, which could be transformed into
the Wigner formalism with some difficulty. A major
drawback of this approach is that the scattering terms in-
volve a second function, which is not clearly related to
the Wigner function, so that another equation would be
necessary with this approach.

We choose to model scattering with the relaxation-time
approximation, which lumps all dissipation processes into
one macroscopic parameter.”> The relaxation-time ap-
proximation is expressed as
{ af _ f—Ffo

ot T ’ @7)

collision

where f is the distribution function, f is the equilibrium
distribution, and 7 is the relaxation time. Although
crude in comparison to the other formalisms, the result-
ing expression is trivially evaluated. This approach has
been shown to effectively remove correlation and to shift
the I-V characteristics of earlier models of the RTD.*

IV. APPLICATION
TO THE RESONANT-TUNNELING DIODE

A. Structure to be simulated

The self-consistent Wigner-function model has been
applied to a resonant-tunneling diode (RTD). The struc-
ture under consideration has two Al,Ga,_,As quantum
barriers which are 0.3 eV high and 5 nm thick. These
barriers are separated by a 5-nm GaAs quantum well.
Outside the barriers, the device is GaAs, doped with 10'®
donors cm 3. The barriers and the quantum well are un-
doped. The structure is illustrated in Fig. 6. The relaxa-
tion time used to model scattering is chosen to corre-
spond to a mobility of 3000 cm?/V sec.

B. I-V characteristics

The steady-state I-V curve of the device is calculated
by applying an incremental bias potential to the cathode
contact, then stepping (8) and Poisson’s equation until
steady-state conditions are reached. Earlier work with
the Wigner-function model of the RTD showed that
large-signal transients decay exponentially, and that
steady-state conditions are achieved in a few hundred
femtoseconds.*>*® We step the system to a time of 1.5
psec to ensure that steady state has been achieved, while
checking for invariance of the distribution function and
the potential. A transient analysis (to be discussed in de-
tail later) with the self-consistent model shows that tran-
sients have essentially vanished within 700 fsec.’” From
the steady-state conditions, the current in the device is
calculated, and the bias potential is again incremented.
After the bias has been increased to its maximum, the po-
tential is decremented toward zero, with the current be-
ing calculated along the way. The resultant I-V curve,
shown in Fig. 7, shows a peak-to-valley ratio of approxi-
mately 2:1 at 300 K.
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FIG. 6. Gaussian wave packet interacting with resonant
quantum potential barriers. The barriers are indicated by the
dark bands. (a) The incident wave packet, moving from left to
right, is just beginning to interact with the barriers. (b) Gauss-
ian wave packet during reflection. The incident and reflected
components are visible, as is the correlation centered around
k=0. Part of the packet is tunneling through the barrier. (c)
Gaussian wave packet after reflection. Most of the wave packet
has been reflected. The tunneling packet is visible to the right
of the barriers.
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FIG. 7. Self-consistent I-V curve for the RTD. The potential
is increased to a maximum, then decreased. The I-V curve
shows a hysteresis resulting from redistribution of the potential
and charges.



39 SELF-CONSISTENT STUDY OF THE RESONANT-TUNNELING DIODE

Early modes of the RTD assumed that all potential
was dropped across the barrier-well structure.3444858
The self-consistent internal potential of the device, for an
applied bias near the peak of the I-V curve, illustrated in
Fig. 8, shows that only about one-third of the potential is
dropped across the barriers. Of the remaining potential,
a majority is dropped across the cathode end of the de-
vice. At the cathode end of the device the Wigner distri-
bution shows heavy depletion, as seen in Fig. 9. As bias
is applied, this region is pulled down, and would be ex-
pected to show accumulation of electrons. In fact, at
very low biases, this region does accumulate slightly. As
the bias 1is increased, however, the cathode-bar-
rier—interface region is lowered in energy even more, un-
til it forms a shallow triangular quantum well with quant-
ization of electrons, similar to the quantization in an
enhancement metal-oxide semiconductor field-effect
transistor!>* (MOSFET) or a HEMT.® An overall de-
pletion of electrons in the cathode occurs. As the bias in-
creases further, the quantum state becomes evident in the
Wigner distribution illustrated in Fig. 10. Quantization
causes the formation of the ring structure to the left of
the barriers. In a phase-space representation, the struc-
ture of the quantized state and the oscillatory nature of
electrons in the state are quite evident.

The deep triangular well at the cathode is a physical

result of cathode fields and an inherent contact resis-

tance. It has implications for the I —V curve as well. At
the valley of the I-V curve, where the quantized state is
plainly evident, Fig. 8 shows the potential within the de-
vice. Because the well is very deep, the top of the barrier
is at nearly the same energy as the cathode contact. Elec-
trons which are injected from the cathode and travel to
the barrier without scattering are able to travel over the
quantum barriers. This process leads to a greatly
enhanced valley current, and reduces the peak-to-valley
ratio of the device.

C. Bistability

A controversial aspect of the RTD is the source of ob-
served bistability in the I-V curve in the negative-
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FIG. 8. Potential for the RTD for an applied bias of 0.22 V,
the peak of the I-V curve. Much of the potential is dropped
across the cathode end of the device, forming a triangular po-
tential well. Depletion due to contact resistance causes the up-
ward bending of the potential.
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FIG. 9. Steady-state Wigner distribution at the peak of the
I-V curve. Depletion in the cathode region is evident. At the
left contact the incoming distribution appears as a shifted
Fermi-Dirac distribution.

differential-conductivity (NDC) regime. Intrinsic bista-
bility is thought to result from charge storage within the
quantum well, which changes the potential and field near
the barriers.” This modifies the positions of the
conduction-band edges on either side of the barriers and
of the resonant level in the well. Since the current is
strongly affected by the positions of these bands and the
resonant level, subtle shifts in stored charge can greatly
affect the current tunneling through the resonant level
between the barriers. Extrinsic bistability, on the other
hand, results from the external circuit and may either
cause, or be a result of, the device oscillating at very high
frequency about the bias point.® Such bistability is then a
function of the external circuit rather than the quantum-
well structure.

While experiments have observed bistability in the
operation of RTD’s, there is general disagreement as to
its source.>®%1 7% If all oscillations of the device could
be suppressed, any observed bistability would have to be
intrinsic. Because the negative resistance R, is low, how-
ever, debate centers around whether all oscillation has, in
fact, been suppressed, and intrinsic bistability observed.

In earlier studies the potential was dropped uniformly
across the barrier structure.*>*+4%5% Treatments which
specify a fixed electrostatic potential cannot account for
the effects of charge storage or self-consistent—potential
shifts outside the barriers. Since intrinsic bistability is
thought to result from changes in internal potentials, it is
not surprising that rigid-potential modes do not show bi-
stability.

Position

FIG. 10. Steady-state Wigner distribution at the valley of the
I-V curve. Depletion is strongly evident in the cathode region.
The distribution in the cathode-barrier—interface region forms a
quantized state, the ring structure to the left of the barriers.
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The calculation of the I-¥ curve does not include exter-
nal circuit effects. Any bistability which is found, there-
fore, must be intrinsic in nature. In fact, one theoretical
approach has shown that an intrinsic bistability does ex-
ist.%* Scattering is modeled by a relaxation-time approxi-
mation, and its primary effect is in determining the po-
tential drop in the resistive regions outside the barriers.
This resistive load also influences the slope of the NDC
region, which is proportional to 1/R,,. Since the mobility
at 300 K is density dependent, the carrier concentration
in the device is critical to R ,.

Earlier work, without self-consistent potentials,
showed a shoulder in the NDC region of the curve.*’
With the addition of fully-self-consistent potentials, the
shoulder is not seen, but a soft bistability, similar to fer-
romagnetic hysteresis, is found in the same region of the
I-V curve. This model shows one region of bistability
with a finite R,, resulting strictly from differences in the
self-consistent potentials and the distributions on either
side of the bistable region. Both effects are related to the
charge stored in the quantum well. The maximum
difference in current in the bistable region is found at an
applied potential of 0.36 V. In Fig. 11 the difference be-
tween the steady-state Wigner distribution for increasing
potential and the steady-state distribution for decreasing
potential in the bistable region is plotted. For decreasing
potential, less current flows through the resonant struc-
ture, and the injected carriers accumulate on the cathode
side of the structure, shown as the peak in Fig. 11. Since
less current is flowing in the entire device, the anode end
shows a slight depletion of current-carrying distribution.

In an experimental circuit the RTD is loaded, which
changes the slope of the NDC region. Experiments have
shown two bistable regions of the I-V curve, each of
which has a very large R,,. What may be observed exper-
imentally is the intrinsic bistability being heavily
modified by the external circuit parameters.

The self-consistent potential within the RTD is shown
in Fig. 12. Two potentials are shown, corresponding to
the two stable values of current for an applied bias of 0.36
V. The difference in the potentials is indicative of a
difference in the charge distributions and currents.

D. Zero-bias anomaly

Some experimental work with tunneling devices has
observed an increased conductivity near zero bias.®> This

Position :
-0.15  Momentum (nm“T)

FIG. 11. Difference between the bistable Wigner distribu-
tions at a bias of 0.36 V. The quantized state in the cathode well
has more carriers. More current is flowing, indicated by the
“ridge” in the distribution.
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FIG. 12. Potentials corresponding to the two bistable states
for an applied bias of 0.36 V. The upper curve corresponds to
the upper branch of the bistable region.

‘“zero-bias anomaly” was believed to arise from
impurity-assisted tunneling, in which the spin interaction
of the tunneling electron with the impurity leads to
several conducting channels.®®%” In this model the s-d in-
teraction in third- and higher-order perturbation theory
shows a peak in the conductivity at zero bias, which re-
sults from the combined effects of spin-flip scattering in
the barrier and the exclusion principle in the contacts.
Enhanced conductivity is also seen near zero bias in
MBE-grown tunneling structures.® Here, we find that an
increased conductivity at zero bias results from high-
momentum tails in the distribution at the barriers which
have a nonthermal character.

Near a quantum barrier the electron density is reduced
as a result of quantum interaction with the barrier.!®> This
is not a depletion layer in the classical sense. It is not
caused by band bending; this phenomenon occurs even
when there are no electromagnetic fields. The wave func-
tion at a particular momentum k is repelled by the tunnel
barrier. The first peak in the standing wave occurs ap-
proximately at 7 /k from the barrier, and is much closer
for high momentum. This leads to a broadened distribu-
tion for the density, with a length scale of about A,;,. The
quantum repulsion is, in a sense, complementary to bar-
rier penetration: just as a nonzero density penetrates a
finite distance into a classically forbidden region, a densi-
ty deficit penetrates a finite distance into a classically al-
lowed region. Figure 13 illustrates the momentum spread
which results from this quantum repulsion. This momen-
tum spread of the distribution highlights two components
of current at extremely low biases. The high-momentum
tails of the distribution in Fig. 13 extend above the bar-
rier in energy. A slight perturbation of the potential is
sufficient to radically alter the nature of this distribution
and force a current flow. Because the distribution tails
are characterized by a high momentum, the current
which results may be characterized by extremely high
conductance. After the momentum tails have depleted,
the only remaining source of current is tunneling from
the main thermal distribution, which is characterized by
a much lower conductance. Thus, near zero bias we see a
dramatic change in f (E) that appears in (1).
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FIG. 13. Wigner distribution near an infinite barrier. This
plot demonstrates the quantum repulsion by the barrier and the
high-momentum tails in the distribution.

Early models of tunneling were unable to show this
effect, since it was assumed that the distribution at the in-
terface between the barriers and the bulk region is essen-
tially thermal. In fact, the distribution at the interface
possesses a momentum spread which is best characterized
by an effective “temperature” much larger than that of
the bath.% Failure to account for the proper distribution
at the interface neglects the contributions these momen-
tum tails make to the current at low biases.

The I-V curve calculated for Wigner functions shows

the zero-bias anomaly below 0.1 mV, as shown in Fig. 14.

Above 0.1 mV the current begins to show an exponential
dependence, but does not extrapolate to zero. Below 20
©V the current is characterized by a conductivity much
higher than that above 0.1 mV. Between these regions
the conductivity changes with the applied bias.

In Fig. 15(a) the difference between the steady-state
distribution with 20 4V applied bias and the equilibrium
distribution is plotted (the amplitude is magnified by 15).
Point A4 on this figure indicates a loss of carrier density
from the high-momentum tails. Quantum repulsion near
the barriers is still present, but has been reduced by the
small applied bias, leading to the positive peak D. Point
B, the location of the accumulation in equilibrium, shows
some slight reduction as carriers begin to tunnel through
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FIG. 14. I-V curve of the RTD for low biases. The current
displays two different conductances. The exponential depen-
dence above 0.1 mV does not extrapolate to zero.
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FIG. 15. Difference between the steady-state distribution and
the low-bias distributions (magnified 15X ). (a) Applied bias is
20 uV. Point A shows the depletion of the high-momentum
tails. B and D show a shift of the accumulation layer toward
the barriers, while C shows a slight enhancement of the distri-
bution within the quantum well. (b) Applied bias is 100 pV.
Point A4 shows the same loss of tails as the 20-uV distribution,
while B and D show the accumulation layer shifted clearly into
the barriers. The distribution within the well, point C, is greatly
enhanced.

the barriers. Within the quantum well, at point C, the
distribution is enhanced by the tunneling carriers. At
this small bias nearly all of the current in the barrier re-
gion comes from the high-momentum carriers. These
carriers have sufficient energy to tunnel easily through (or
over) the quantum barriers. Tunneling from the thermal
distribution does not yet contribute significantly to the
current.

In Fig. 15(b) the difference between the distribution at
a higher applied bias of 100 4V and the equilibrium one
is shown. Comparison between Figs. 15(a) and 15(b) re-
veals that there is little difference at point A, as the
high-momentum tails have been completely depleted.
The differences between Figs. 15(a) and 15(b) show clearly
at point B. The accumulation layer is moved consider-
ably nearer the barrier, from point B to point D. The dis-
tribution at point D clearly reflects the presence of a
thermal distribution right up to the barriers. In fact, it
extends well into the barriers, and a large distribution
within the well, at point C, is evident. Calculation of the
current in the barrier region reveals that most of the
current now results from carriers at lower energies which
tunnel through the barriers.

E. Transient behavior

The transient behavior of the RTD may be studied us-
ing Wigner functions.*>*%7 In this particular study, the
system for <O is biased at the peak of the I-V curve of
Fig. 7. At t =0" the bias is raised instantaneously to a
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value corresponding to the valley of the curve, so as to
determine the large-signal transient behavior of the de-
vice. The current is recorded as a function of time as the
system evolves toward its new steady state. The current
and potential transients are then Fourier transformed,
and the conductance of the device as a function of fre-
quency is found.

The current transient is plotted in Fig. 16. The inset
shows the I-¥V curve and the voltage points between
which the device is switched. The oscillatory behavior of
the transient is clearly evident, as is the tremendous
overshoot in current. The overshoot probably arises
from a rapid discharge of the trapped charge in the po-
tential well, and the oscillations are caused when the
internal potential adjusts to the changing distribution,
and sets up plasma oscillations within the device. Exam-
ination of the time-varying distributions clearly shows
the plasma oscillations. The large overshoot of current is
related to an inherent inductive effect of the carriers.

The current transient has been calculated for three
values of the relaxation time, corresponding to mobilities
of 1500, 3000 sec, and 4200 cm?/V sec, to ensure that the
relaxation time is not the factor limiting the frequency of
operation of the device. The magnitude of the conduc-
tance for all three cases is plotted in Fig. 17. The con-
ductance shows a peak in all cases at approximately 1.5
THz, with a smaller second-harmonic peak at 3 THz. A
reduction in mobility reduces the magnitude of the peak.

The imaginary part of the conductance is plotted in
Fig. 18(a). For low frequencies the system is inductive in
nature. As the relaxation time and the mobility decrease,
the magnitude of the inductive contribution decreases,
but the peak remains unchanged. The electrons essential-
ly move ballistically over a mean free path, and their in-
ertia resists sudden changes in potentials. As the mobili-
ty decreases, the electrons are ballistic over a shorter
mean free path and less inductive. For frequencies above
2 THz the system is capacitive in nature, which is a result
of the charging and discharging of the resonant energy
level within the quantum well. Experimental evidence
supports the buildup of a space-charge layer in the tun-
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FIG. 16. Current tramnsient of the RTD. The device is
switched from the peak to the valley of the I-V curve (see inset).
Large oscillations are caused by plasma oscillations and ballistic
inertia of the electrons.
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FIG. 17. Magnitude of the conductance of the RTD in the
negative-differential-conductance region. Conductance is calcu-
lated for three values of mobility.

neling structure,® and earlier studies*® have shown a
charge storage within the quantum well, characterized by
a time of the order of 250 fsec.

The real part of the conductance is plotted in Fig.
18(b). For frequencies under 1.5 THz the real part of the
conductance is negative, and becomes positive for fre-
quencies over 1.5 THz. The frequency at which the tran-
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FIG. 18. Real and imaginary components of the conductance
of Fig. 17. (a) Imaginary part of the conductance. Below 2 THz
the system is inductive. (b) Real part of the conductance.
Resistance is negative below the resonant frequency of 1.5 THz.
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sition between negative and positive conductance occurs
is independent of the relaxation time. We note that the
peak of the reactance in Fig. 18(a) occurs at the point at
which the real part is zero, as required by the Kramers-
Kronig relations.

F. Maodification of the RTD structure

Resonant-tunneling diodes are often fabricated with
undoped spacer layers at the interface between the bar-
riers and the bulklike contact regions. The effects which
result from these spacer layers may easily be examined
with the Wigner-function model. The self-consistent
equilibrium Wigner-function, potential, and ionized-
donor concentrations are again calculated, with the
spacer layer built into the donor distribution N,(x).
While the difference in the equilibrium distributions is
only slight, and concentrated at the interface between the
carriers and the contacts, the fundamental difference may
be easily seen in the potentials ¥ (x). The self-consistent
potentials for the basic structure and the RTD with a
spacer layer are plotted in Fig. 19. Without a spacer lay-
er, the potential at the barrier tends toward a triangular
potential well, leading to a slight accumulation of elec-
trons near the barrier. With a spacer layer, the potential
is shifted upward, causing a much smaller tendency to-
ward depletion of electrons. In fact, there is a small ac-
cumulation in the spacer layer. It is apparent that the
spacer layer concentrates the potential near the barrier.
This both reduces the contact resistance and reduces the
ballistic injection so that the peak-to-valley ratio is im-
proved.

A second difference results from the effect of the spacer
:ayers on the scattering. Without ionized donors the
electron mean free path is longer, and the relaxation time
is correspondingly increased. More of the potential is
dropped across the barriers, causing a higher barrier to
the ballistic electrons, which reduces the valley current.
The self-consistent potential for a bias at the valley is
plotted in Fig. 20, showing how the potential differs from
that in the RTD without the buffer layer. The effect on
the valley current is clearly evident in the calculated I-V
curve of Fig. 21. Another major difference caused by the
buffer layer and reduced scattering is the reduced R,,
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FIG. 19. Self-consistent equilibrium potentials for the RTD
with and without an undoped spacer layer.
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FIG. 20. Self-consistent potentials for an applied potential of
0.4 V for the RTD with and without the spacer. Without the
spacer a large depletion region and triangular potential well
form between the cathode contact and the barrier. The spacer
layer controls the depth of the well.

which increases the slope of the NDC region of the
curve.’ Finally, the bistability of the NDC region of the
I-V curve is found to be much sharper, again a conse-
quence of the reduced R,. We note, however, that the bi-
stability still appears to be intrinsic. The curves are now
much closer to the simpler model of Sheard and
Toombs.%

V. SUMMARY AND CONCLUSIONS

We have presented a fully-self-consistent model of the
resonant-tunneling diode based upon the quantum-
mechanical Wigner function. The Wigner formalism
offers the particular benefits that “ideal” boundaries are
easily implemented, the transport equation is similar to
the Boltzmann equation, and the nonlocal correlation
effects are included. In the Wigner-function model,
scattering is a local phenomenon. An adjoint equation
must be used to determine the initial Wigner distribution
to ensure inclusion of all orders of quantum-mechanical
corrections.

0.204
Q.15+
Q.10+

Q.05+

Current Density (mA/cm?)

G.00 T v T T d
0.0 0.1 0.2 0.3 0.4 0.5

Applied Bias (V)

FIG. 21. I-V curve of the RTD with the spacer layer. The
negative differential resistance is lower, and the bistable region
is more pronounced than without the spacer layer. Peak-to-
valley ratio is nearly 3:1.
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The conditions on stability and convergence of the
Wigner-function equation of motion have been reviewed.
Lax-Wendroff explicit time differencing improves the
temporal stability of the solution by including higher-
order terms in the discretized equation. The time-
evolution equation is unconditionally stable and conver-
gent if the choices of space mesh Ax and the time step At
satisfy the CFL stability criterion for the entire discre-
tized mesh. Self-consistency is included by coupling
Poisson’s equation to the Wigner equation. The model
includes the calculation of a self-consistent initial Wigner
function, an initial potential function, and the corre-
sponding ionized-donor distribution. Scattering is added
to the model through the relaxation-time approximation,
where all the scattering is combined into one relaxation-
time parameter. Though admittedly crude, this
effectively removes correlation and introduces irreversi-
bility.

The model incorporates the concept of “ideal” con-
tacts, whereby the contact serves as a reservoir of
thermally distributed carriers at the boundaries where
carriers enter the device, and perfectly absorbs any car-
riers which leave the device. The distribution within the
contact must reflect the physical reality of current flow,
so we enforce current continuity by using a drifted
Fermi-Dirac distribution within the contacts. An algo-
rithm has been developed to remove artificial numerical
reflections from the boundaries. These reflections result
from the nonlocality of the temporal equation. Removal
of the reflection effectively prevents correlation from ex-
tending from the device into the contact, removing size
dependencies from the model.

The self-consistent model is applied to the RTD. The
calculated I-V curve shows a peak-to-valley ratio of 2:1
and, more importantly, shows an intrinsic bistability in
the NDC region of the curve. This bistability results
from charge-storage effects within the quantum well,
which changes the internal potentials. Bistability has
been observed experimentally, and a recent theoretical
model predicted that the bistability is intrinsic.* When
we model a modified structure with undoped spacer lay-
ers adjacent to the quantum barriers, we find a peak-to-
valley ratio of nearly 3:1 and a sharp decrease in the neg-
ative resistance. The bistable region is correspondingly
enhanced. A deep triangular quantum well forms be-
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tween the cathode contact and the quantum barrier. This
well is sufficiently deep to give rise to a quantized state.
Approximately half of the applied bias is found in the
cathode well. At the valley of the I-V curve, the barriers
are pulled down in energy, permitting ballistic electrons
from the cathode to travel over the barriers, leading to an
enhanced valley current and a degraded peak-to-valley
ratio. A net depletion in the cathode region stems from
the contact resistance of the ‘““ideal” contact model. In-
clusion of spacer layers inhibits formation of the cathode
well. The spacer layer causes an upward bending of the
conduction band at the barrier interface, which resists
the downward bending of the deep quantum well as bias
is applied. More of the potential is dropped across the
barriers. The peak-to-valley ratio is enhanced by the
reduction of ballistic electrons traveling over the barriers.

The transient behavior of the RTD is analyzed using
the temporal equation. The device is switched from a
bias at the peak of the I-V curve to the valley. Currents
are calculated as the system evolves to its new steady
state. The current initially increases greatly, resulting
from the discharging of the quantum well. The current
oscillates in response to the adjusting potentials within
the device, until it decays to its new steady-state value.
Fourier analysis of the current transient shows a peak in
the conductance near 2 THz.

The Wigner-function model shows an anomaly in the
I-V curve for very low applied bias. This zero-bias anom-
aly has been observed experimentally in tunneling struc-
tures, and results from quantum repulsion from the bar-
rier. The quantum interaction leads to high-momentum
tails in the distribution. The symmetry of these high-
momentum tails is easily disrupted by low applied bias.
Since these tails extend to energies above the barrier, they
contribute to a current with high conductance. After
these tails have depleted, the current comes from the
thermal distribution, which is characterized by a much
lower conductance.
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