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Abstract

For the last few decades, the persistent downscaling of the metal oxide
semiconductor field-effect transistor (MOSFET) has been the main reason for
the enormous increase in the computational performance of everyday electronics.
Currently, the fundamental 60 mV/decade subthreshold swing (SS) limits the
downscaling of the MOSFET supply voltage which in turn makes it difficult
to further downscale the dimensions, because the power density of integrated
circuits can not be kept constant or lowered. Of all novel solutions to replace the
MOSFET, the tunnel field-effect transistor (TFET) promises to surmount the SS
limitation, because of its inherent band-to-band tunneling (BTBT) mechanism
for carrier transport. However, there is a substantial discrepancy in theoretical
predictions and experimental results of TFET performance. In particular, the
latter exhibits a degraded SS and considers trap-assisted tunneling (TAT) as
one of the probable reasons for SS degradation. Simultaneously, the TAT
increases the unwanted stress-induced leakage current and gate-induced drain
leakage current in the MOSFET. Owing to such importance, the accurate
modeling of TAT in semiconductor devices is essential to assess the device
performance. We therefore present an approach towards an all-inclusive, fully
quantum-mechanical simulator of TAT in semiconductor devices.

In the first part of the thesis, we investigate the electric field effects on
the traps in semiconductors and oxides, with as aim to present the significance
of quantum effects in determining TAT and to justify the need for a quantum-
mechanical based TAT model. In particular, we determine the impact of high
electric field on the characteristic trap energy level. We find that the traps
in semiconductors exhibit a field-induced level shift and broadening at TFET-
relevant electric fields. We further find that the field-effects of traps in oxides
depend on the trap position, trap charge state, tunneling barrier type and
the host material parameters. We study the impact of electric field on the
TAT-relevant emission rates in semiconductors by including the field-induced
level shift and broadening in the existing semi-classical emission rate formalism.
To determine the implications of field-effects on the oxides emission rates, we
formulate a semi-classical based emission rate based on the standard Wenzel-
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Kramer-Brillouin approximation for the tunneling probability through a finite
barrier. We find that the field-induced quantum effects can increase the emission
rates of a semiconductor trap level at high electric field, while the impact for
the oxide traps is much smaller due to the higher effective mass and barrier
heights.

Since the fundamental mechanism underlying TAT in a semiconductor
device is phonon-assisted tunneling (PAT), we present a formalism to calculate
the PAT current for bi-dimensional semiconductor devices. We formulate the
PAT current equation by revising an existing approach of calculating Zener
tunneling in indirect-bandgap devices. We apply a quantum transmitting
boundary method approximation and calculate the electron-phonon coupling
(EPC) strength for homostructure and heterostructure devices, while using the
envelope function approximation of electron wavefunctions. To allow for a faster
calculation of PAT current, we use the physics based lattice approach and apply
the low phonon wavevector approximation to eliminate the basis functions in
the overlap integrals of the EPC strengths.

To allow for simulations of the PAT current in homostructure I1I-V devices,
we implement the PAT current formalism in an existing direct-BTBT simulator
(Pharos) and study the PAT in Ing 53Gag.47As p-n diodes with a 2 and 15-band
implementation of the formalism. We find that there is a limited difference for
the calculated PAT current densities between the 2 and 15-band model of our
formalism. We discover that the electron-phonon coupling strength is inefficient
across the tunneling junction due to the phase-shift between the envelope
functions injected from bands corresponding to basis function with different
parity. We find that the PAT current densities depend on the minimum allowed
phonon wavevector and on the device length along the transport direction
because of the PAT contributions in the near-tunneling regions. We also find
that the combined effects of the near-tunneling region length and the effective
tunneling-energy interval determine the observed doping dependence of the
PAT current density. Finally, we present the future framework to calculate
multiphonon assisted tunneling to enable the accurate predictions of TAT
currents in semiconductor devices.



Beknopte samenvatting

De aanhoudende schaling van de metaal-oxide-halfgeleider-
veldeffecttransistor (MOSFET) is de laatste decennia de belangrijkste reden
geweest voor de enorme toename van de computationele prestaties van
alledaagse elektronica. Op dit moment beperkt de fundamentele 60mV /decade
subthreshold swing (SS) de verlaging van de MOSFET voedingsspanning, wat
het op zijn beurt moeilijk maakt om de dimensies verder te verkleinen omdat
de vermogensdichtheid van geintegreerde circuits niet kan worden constant
gehouden of verlaagd. Van alle nieuwe oplossingen om de MOSFET te vervangen,
belooft de tunnel-veldeffecttransistor (TFET) de SS-beperking te overwinnen,
vanwege het inherente band-tot-band tunneling (BTBT) mechanisme voor
ladingsdrager transport. Er is echter een aanzienlijke discrepantie tussen
theoretische voorspellingen en experimentele resultaten van TFET prestaties.
In het bijzonder vertoont de laatste een gedegradeerde SS en defect-geassisteerd
tunnelen (TAT) wordt als een van de meest waarschijnlijke redenen voor SS
degradatie beschouwd. Tegelijkertijd verhoogt TAT de ongewenste stress-
geinduceerde lekstroom en gate-geinduceerde drain lekstroom in de MOSFET.
Vanwege dit belang is het nauwkeurig modelleren van TAT in halfgeleider
componenten essentieel voor het beoordelen van de prestaties van de component.
We presenteren daarom een eerste stap naar een allesomvattende, volledig
kwantummechanische simulator van TAT in halfgeleider componenten.

In het eerste deel van het proefschrift onderzoeken we de elektrische
veldeffecten op defecten in halfgeleiders en oxides, met als doel de impact
van kwantumeffecten te presenteren bij het bepalen van TAT en om de
noodzaak van een kwantummechanisch gebaseerd TAT-model te rechtvaardigen.
In het bijzonder bepalen we de impact van een hoog elektrisch veld op
het karakteristieke defect-energieniveau. We merken dat de defecten in
halfgeleiders een veldgeinduceerde niveauverschuiving en verbreding vertonen
bij voor TFET relevante elektrische velden. We vinden verder dat de
veldeffecten van defecten in oxides afhankelijk zijn van de defect positie,
defect ladingstoestand, tunnelingbarriére en de parameters van het halfgeleider
materiaal.  We bestuderen de impact van het elektrisch veld op de
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TAT-relevante emissiesnelheden in halfgeleiders door de veldgeinduceerde
niveauverschuiving en verbreding in het bestaande semiklassieke emissiesnelheid
formalisme op te nemen. Om de implicaties van veldeffecten op de oxide
emissiesnelheden te bepalen, formuleren we een semiklassiek gebaseerde
emissiesnelheid op basis van de standaard Wenzel-Kramer-Brillouinbenadering
voor de tunnelwaarschijnlijkheid door een eindige barriere. We constateren dat
de veldgeinduceerde quantumeffecten de emissiesnelheden van een halfgeleider
defect niveau bij een hoog elektrisch veld kunnen verhogen, terwijl de impact
voor de oxide defecten veel kleiner is vanwege de hogere effectieve massa en
barrierehoogtes.

Aangezien het fundamentele mechanisme dat ten grondslag ligt aan
TAT in een halfgeleider component fonon-geassisteerde tunneling (PAT) is,
presenteren we een veralgemeend formalisme om de PAT-stroom voor bi-
dimensionale halfgeleider componenten te berekenen. We formuleren de PAT-
stroomvergelijking door een bestaand formalisme voor het berekenen van
Zener-tunneling in indirecte-bandgap-componenten te herzien. We passen
een quantum-transmitterende grensmethodebenadering toe en berekenen de
elektron-fononkoppeling(EPC) sterkte voor homostructuur en heterostructuur
componenten, terwijl de enveloppe functie benadering voor elektronengolffunc-
ties wordt gebruikt. Om een snellere berekening van de PAT-stroom mogelijk te
maken, gebruiken we de op fysica gebaseerde rooster benadering en passen we de
lage fonon golfvectorbenadering toe om de basisfuncties in de overlap-integralen
van de EPC-sterktes te elimineren.

Om simulaties van de PAT-stroom in homostructuur ITI-V-componenten
mogelijk te maken, implementeren we het PAT-stroom formalisme in een
bestaande directe BTBT-simulator (Pharos) en bestuderen we de PAT in
Ing 53Gag 47As pn-diodes met een 2- en 15-band implementatie van het
formalisme. We vinden dat er een beperkt verschil is voor de berekende
PAT-stroomdichtheden tussen het 2- en 15-banden model van ons formalisme.
We ontdekken dat de elektronen-fononkoppeling sterkte inefficiént is over de
tunneling-junctie als gevolg van de faseverschuiving tussen de enveloppe functies
die worden geinjecteerd uit banden die overeenkomen met basisfunctie met
verschillende pariteit. We vinden dat de PAT-stroomdichtheden afhankelijk
zijn van de minimaal toegestane fonon-golfvector en van de lengte van de
component langs de transportrichting vanwege de PAT-bijdragen in de nabij-
tunnelinggebieden. We vinden ook dat de gecombineerde effecten van de lengte
van het nabije tunnelinggebied en het effectieve tunneling-energie-interval de
waargenomen doperingsafhankelijkheid van de PAT-stroomdichtheid bepalen.
Ten slotte presenteren we het toekomstige raamwerk voor het berekenen van
door meerdere fotonen ondersteunde tunneling om de voorspellingen van TAT-
stromen in halfgeleider componenten mogelijk te maken.
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Chapter 1

Introduction

The first technical use of a semiconductor copper-oxide as a rectifier in
1926 by Grondahl and in photocells by Lang in 1932, marked the beginning
of the exploration of semiconductors [1]. The quest for a solid-state-based
electronic switching element to replace vacuum tubes initiated the research
of elemental Silicon and Germanium semiconductors, which turned out to be
decisive for the development of semiconductor devices. Some highlights were the
discovery of the p-n junction in 1939 by Russell Ohl [1] followed by the invention
of the Germanium-based bipolar transistor in 1947 by W.Shockley [2, 3] and the
realization of the Silicon-based metal oxide field effect transistor (MOSFET) in
1964 by Fairchild and RCA [4]. Meanwhile, the advent of Integrated Circuits (IC)
by Jack Kilby and Robert Noyce (1958-1959) laid the foundation for the creation
of microprocessors and supported the substantial growth of semiconductor
industry.

Apart from the efficient processing of an IC, the scaling down of MOSFETSs
in size and the subsequent increase in transistor density on a chip while improving
power efficiency and speed, positioned MOSFETSs as the dominant electronic
switching technology over the last four decades. Therefore, we start by briefly
discussing the working principle and scaling challenges of MOSFETs followed
by exploring a novel device, the Tunnel Field-Effect Transistor (TFET) and
the parasitics limiting the optimum TFET performance. Since trap-assisted
tunneling (TAT) is seen as one of the many reasons for TFET performance
degradation, an extensive discussion of TAT is presented. Finally, the objective
of this thesis is defined.
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Figure 1.1: Schematic representations of (a) an n-MOSFET, in which orange
and green colors show n-type and p-type semiconductors, respectively. (b)
Fermi-Dirac statistics at the source region, (¢) Band diagram at the indicated
cross-section z — z' of Fig. 1.1(a) and in steps from OFF-to-ON state, (d) the
transfer-characteristics of the n-MOSFET. The dual-rounded orange arrows
show the I —V data points corresponding to high energy Fermi-tails, preventing
the abrupt switching of the transistor.

1.1 MOSFET and scaling limitation

Gordon Moore noted in 1965 that the scaling down of MOSFETsS lead to
the doubling of the number of transistors on a chip every year, which became
Moore’s law [5]. However, the failure to follow the criteria of constant field
scaling resulted in the modification of Moore’s law, which suggested the doubling
of transistor density on a chip every two years [6]. According to Dennard, to
enforce the constant field scaling, the scaling of voltage is necessary by the
same factor used for the scaling of the device dimensions [7]. However, the
scaling down of gate voltage requires the scaling of threshold voltage (V;,),
to maintain constant overdrive voltages. Consequently, assuming an ideally
scaled on-current, this increases the static power dissipation of a transistor due
to the exponential increase of subthreshold currents as the threshold voltage
decreases [8, 9]. Moreover, the leakage currents associated with tunneling
through the gate dielectric, which are more pronounced for smaller devices due
to reduced dielectric thickness, resulted in severe static power dissipation and
self-heating problems. It further limited the scaling of the threshold voltage
and, in turn, of the operating voltage [7].
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A Dbetter understanding of the scaling restrictions is attained by
investigating the characteristics of an ideal MOSFET at room temperature,
which is illustrated graphically in Fig. (1.1). In an ideal MOSFET (Fig. (1.1)
(a)), the gate efficiently controls the electrostatic potential in the channel, since
there are no presumed trap states present at the oxide substrate interface.
In the subthreshold region of the transfer characteristics (Fig. (1.1) (d)), the
gate-controlled channel barrier (Fig. (1.1) (c)) is large, limiting the entering
of source region electrons into the channel. The electrons and holes in the
source region obey Fermi-Dirac statistics (Fig. (1.1) (b)), and therefore have a
non-zero occupational probability for electrons in high energy states (thermionic
tails). The electrons in these states can surmount the channel-barrier which
results in appreciable diffusion currents in the subthreshold operation of the
MOSFET. The process of such thermionic emission is characterized by a well
known Subthreshold Swing (SS) parameter given by [§]

kBT (Cox + Cdep) >

€qCox

SS = (m(m) (1.1)

where Cyp, stands for the depletion layer capacitance per unit area, C, is the
oxide capacitance, e, is the elementary charge, kp is the Boltzmann constant
and T is the temperature. For an ideal MOSFET, the SS approximately equals
In(10)kpT /e, and at room temperature (I' = 300K), this is 60mV /dec. This is
the fundamental limit of SS for an ideal MOSFET, and it implies a minimum of
0.3V of threshold voltage to attain five orders of magnitude for the Ion/IorFr
ratio. For gate voltages greater than the threshold voltage, a strong inversion
layer of electrons is created in the channel (Fig. (1.1)c). As a result, the electrons
can drift towards the drain.

1.2 TFET: A promising low-power device

In order to overcome the fundamental limit of the MOSFET, a novel device
is needed based on either new materials or unconventional switching mechanisms.
The potential devices which can replace or complement the MOSFET are
classified into three categories [10]. The first category of devices deals either
with improving the gate control over the channel electrostatics (nanowires,
FinFETs) or with enhancing the field dependent transport properties of the
channel material (high mobility III-V and SiGe). The second category is based
on novel techniques to introduce and control charge carriers in the channels, such
as negative-capacitance and Nano-Electro-Mechanical Field-Effect Transistor
(NEMFET) devices. The last category of novel devices are non-charge based
devices which use electron-spin states as the variables (Spintronics). Of all
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Figure 1.2: Schematic illustrations of (a) an n-TFET, in which orange, grey
and green colors show n-type, intrinsic and p-type semiconductors, respectively.
(b) Fermi-Dirac statistics at the source region, (c) Band diagram at the indicated
cross-section z — z' of Fig. 1.2(a) and in steps from OFF-to-ON state, (d) the
transfer-characteristics of the n-MOSFET (dash-orange) and n-TFET (blue).
The dual-rounded orange arrows represent the I —V' data points corresponding
to high energy Fermi-tails. The transfer-characteristics of an n-MOSFET
(dash-orange) is shown for comparison with the n-TFET.

these categories, TFET is considered as one of the Steep-Subthreshold Swing
(Steep-SS) devices using novel transport mechanism, which could theoretically
allow to achieve sub-60mV/dec SS. It is seen as the most promising alternative
for the MOSFET for low power applications, as it can easily be integrated in
the existing CMOS technology to fabricate the devices.

In TFETS, the transport of charge carriers is determined by transmission
through a classically forbidden bandgap region, specifically by a quantum
mechanical (QM) phenomenon called Band-to-Band tunneling (BTBT) [11].
Historically, the Esaki-tunnel diode was the first device demonstrating BTBT
as the transport mechanism [12]. The working principle of the TFET and
the possibility to overcome the fundamental SS-limit of the MOSFET are
schematically shown in Fig. (1.2)(a)-(d). The major difference between TFET
and MOSFET is that BTBT in TFET mostly determines the transport of the
charge carriers, whereas the transport in MOSFET is determined by the classical
drift-diffusion of charge carriers along the channel. The structure of a n-type
TFET is graphically shown in Fig. (1.2)(a), in which the source is degenerate
p-type, the channel is lowly doped intrinsic and the drain is highly doped n-type
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semiconductor. The electrons in the source region obey Fermi-Dirac statistics
Fig. (1.2)(b), where the probability of finding an electron in the high energy
states is non-zero. However, for the TFET subthreshold gate voltages, these
high energy states are filtered by the effective bandgap of the intrinsic channel
Fig. (1.2)(c). Subsequently, negligible currents are observed in the transfer
characteristics Fig. (1.2)(d) and the device is still in the OFF-state. When
the gate voltage is higher than a certain onset voltage, the valence and the
conduction band overlap and a steep onset is expected (blue line in Fig. (1.2)(d))
in the transfer characteristics which can attain sub-60mV/dec SS as compared
to MOSFET (orange dashed line in Fig. (1.2)(d)).

1.3 Parasitics limiting the TFET performance

As the transport mechanism is determined by BTBT, the on-currents Ion
in TFETSs are low compared to MOSFET, particularly for silicon TFETs due to
the large effective indirect-bandgap [13]. This resulted in an ongoing extensive
research in pursuit of alternative device structures and materials to boost the
low Ion currents [14, 15]. For instance, a line-TFET configuration is proposed
for group-IV semiconductors, which is different from the conventional TFET
(also known as point TFET) in its structure that the tunneling is oriented
orthogonal to the gate [16, 17]. Another example for group-IV semiconductors
is the introduction of localized doping “pocket” regions to boost Ion or to
reduce the impact of field-induced quantum confinement [18, 19]. Additionally,
recent advances predicted substantial improvement in both steep onset and
Ion current by using heterostructure configurations of direct-bandgap III-V
materials [20].

However, the theoretical predictions tend to provide promising TFET
performance while experimentally obtained results tend to fall short [21]. One
reason for such discrepancy is the overlooking of parasitic effects in theoretical
calculations. These parasitics can considerably impact the SS and Ioy of
TFETs. Some of the parasitics detrimental for TFET performance are phonon-
assisted tunneling (PAT) [22], trap-assisted tunneling (TAT) [23, 24, 25, 26],
heavy doping induced band tail effects [27], Auger recombination [28], the
adverse effects from the traps at the semiconductor-oxide interface and surface
roughness [29]. One such parasitic effect is graphically described in Fig. (1.3)(a)-
(c), where a trap (red dot) is indicated near the tunneling junction. A comparison
is made between the On-state and Off-state TFET electrostatics in Fig. (1.3)(b).
In the Off-state, an electron can gain sufficient energy from the heat bath and
can advance through the indicated trap into the conduction band, as opposed to
non-existent direct tunneling transmission. This transition through a trap state
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Figure 1.3: Schematic diagrams of (a) n-TFET, in which orange, grey and
green colors show n-type, intrinsic and p-type semiconductors, respectively. (b)
Band diagram at the indicated cross-section z — z' of Fig. 1.3(a) illustrating a
TAT process, where the blue and red lines correspondingly represent the ON-
and OFF-state of the TFET. (c) the transfer I —V characteristics showing the
qualitative impact of TAT on SS-degradation.

is known as the trap-assisted tunneling (TAT) mechanism. Consequently, the
combinations of all such transitions can add up to the transfer characteristics
in the form of leakage currents and thereby deteriorating TFET performance
(SS degradation).

1.4 Literature review of trap-assisted tunneling in
semiconductor devices

The initial step in pursuit of adding non-idealities to TFETs is to identify
and understand the dominant mechanism responsible for the observed SS-
degradation. In experimental TFETSs, the trap assisted tunneling is observed
as one of the most probable reasons for SS-degradation [30]. Apart from the
standard thermionic and BTBT currents, the leakage currents associated with
the TAT process are found as temperature dependent in the subthreshold
voltage range of TFET [30]. In fact, the TAT current is first observed as an
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Figure 1.4: Schematic diagrams of (a) n-MOSFET, in which orange and
green colors show n-type and p-type semiconductors, respectively. (b) Band
diagram at the indicated cross-section © — x’ of Fig. 1.4(a) illustrating the TAT
impact on GIDL, where the red arrows represent the additional contribution of
the TAT, (c) the transfer characteristics at high Vpg showing qualitatively the
increase in OFF-state leakage currents due to the impact of TAT on GIDL. (d)
Band diagram at the indicated cross-section 1 — x) of Fig. (1.4)(a) describing
the effect of the TAT process on SILC, where DT refers to ballistic tunneling
process. (e) Band diagram at the indicated cross-section xs —xh of Fig. (1.4)(a)
describing the impact of the TAT process on the drain-substrate tunneling.

excess current during the forward-bias characteristics of a P-N tunnel diode
(Esaki) [31, 32]. The excess currents calculated for these diodes without the
inclusion of intermediate states (the trap states near the space charge region),
are found as negligible compared to the experimentally observed currents, even
though the currents are taken into account due to the interactions of an electron
with photons, phonons, electrons and the Auger recombination [33]. However,
the calculations with the trap states are found in good agreement with the
experiments, thereby leading to the advent of TAT theory [34].
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After a prolonged disinterest in tunnel diode leakage currents [35, 36], the
recent progress in the scaling of CMOS devices has revived and promoted the
interest in the TAT phenomena. In MOSFETS, the TAT increases the ballistic
tunneling based gate induced drain leakage (GIDL) [37] currents in MOSFETsS,
as it provides an additional transmission across the drain-tunneling region.
Therefore, the TAT in MOSFETS is responsible for the increase in OFF-state
currents. Moreover, the TAT process is seen as the most probable reason for the
generation of stress-induced leakage currents (SILC) [38] compared to ballistic
tunneling based SILC for the moderately thick gate dielectric MOSFETsS,
whereas the ballistic tunneling process is observed as dominant over TAT
for SILC in ultra-thin gate dielectric MOSFETs (<3nm oxide thickness) [38].
Fig. (1.4) graphically illustrates the impact of TAT on GIDL and the resultant
increase in Off-state leakage currents at high Vpg. Moreover, Fig. (1.4) illustrates
the impact of TAT on SILC and across substrate-drain tunneling region, whereby
TAT can correspondingly increase the gate and drain leakage currents. On top
of that, the impact of high oxide electric fields (upon aggressive scaling) and
the elevated temperatures (due to compact device integration) on the MOSFET
characteristics, particularly a shift in the threshold voltage and a change in SS,
is partially assumed to be due to the TAT process in the form of capture of
either a conduction or valence band electron into an oxide trap state through
an interface trap [34, 39].

Moreover, the strong temperature dependence of TAT, observed in the
reverse bias of trap limited diodes suggests a phonon-assisted TAT process[40].
In these diodes, reducing the temperature decreases the current by orders of
magnitude, thereby suppressing the thermal part of the TAT process. Owing to
such significance of TAT in semiconductor devices, the next section is devoted
to a theoretical description and the limitations of the existing approaches to
model the TAT process.

1.5 Modeling perspective of TAT

Over the years, numerous approaches have been proposed to describe
the TAT process in a semiconductor device. The differences among these
approaches is based on the methods to describe the underlying fundamental
mechanisms of TAT such as the ballistic tunneling and thermal transitions
of charge carriers into/from a trap state. An accurate description of these
fundamental mechanisms and the associated sub-processes would manifest
a good TAT model. Although the ballistic tunneling mechanism is similar
among these models, it is described either by a semi-classical or a quantum
mechanical method. Additionally, there exists a discrepancy in describing
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Figure 1.5: Graphical illustrations of (a) n-TFET, in which orange, grey and
green colors show n-type, intrinsic and p-type semiconductors, respectively. The
trap is presented as a circle at the source junction. (b) Band diagram with a
trap state at the indicated cross-section z — 2’ of Fig. 1.5(a), with a focused
region representing, (c) two ballistic-trap tunneling transitions, (d) ballistic
tunneling followed by phonon-assisted tunneling, (e) phonon-assisted tunneling
followed by ballistic tunneling, (f) phonon-assisted tunneling and phonon-assisted
tunneling, (g) NMP-based recombination, followed by ballistic tunneling and
(h)SRH-generation, from the valence band to the conduction band via a trap
state.

the thermal part of the TAT process among these models. In particular, the
thermal transition of TAT is mostly described either by a thermally-excited
tunneling [40], phonon-assisted tunneling [26] or non-radiative multiphonon
(NMP) based recombination [41, 42].

The sub-processes associated with the ballistic and phonon-assisted
tunneling via trap states, which exemplify the possible transitions required to
be included in the accurate formulation of a TAT model, are graphically shown
for a TFET in Fig. (1.5)(c)-(h). Assuming that the charge state of trap is
neutral (also applicable for acceptor-type trap), the first sub-process of ballistic
tunneling from the valence band state to a conduction band state via a trap
(Fig. (1.5)(c)), also known as the ballistic-trap tunneling transition, is similar
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to the resonant tunneling mechanism. However, the ballistic-trap tunneling
transition cannot explain the temperature dependence in the subthreshold region
of direct-bandgap TFETSs as there are no thermal excitations involved in this
process. The second sub-process of ballistic tunneling to a trap state (capture)
followed by a phonon-assisted tunneling transition (emission) is presented in
Fig. (1.5)(d), whereas the third sub-process (Fig. (1.5)(e)) is the result of
phonon-assisted tunneling of an electron from the valence band state into a
trap state (capture) followed by ballistic tunneling into a conduction band
state (emission). The fourth sub-process is the phonon-assisted tunneling of
an electron from the valence band to the conduction band via a trap state
(see Fig. (1.5)(f)). The fifth sub-process is different in a particular way: the
electron capture in a trap state is a combination of two sub-processes, specifically,
ballistic tunneling (capture) to a trap state which is in the excited state of
the vibrational subsystem and the subsequent lattice relaxation (also known
as structural relaxation) upon an electron capture [41, 42]. In particular, the
electron capture requires readjustment of the bonding of the lattice ions with
their nearest neighbor ions such that the lattice site is polarized in the vicinity
of the captured electron. During the electron capture, the trap is assumed
not to change position yet. Next, during the subsequent lattice relaxation, the
new equilibrium position of the trap is reached with the simultaneous emission
of multiple phonons (Fig. (1.5)(g)). In this particular recombination process,
which is based on non-radiative multiphonon (NMP) theory and also known as
Lattice Relaxation Multiphonon Emission (LRME) [43], the ballistic tunneling
and the thermal transitions are coupled such that the capture process of TAT
is mediated by multiphonon emission due to the structural relaxation upon
an electron capture into the trap state. One of such transition together with
the ballistic tunneling (emission process of TAT) from the trap is illustrated
in Fig. (1.5)(g). Note that the emission process of lattice relaxation based
TAT (emission of a trapped electron into the conduction band) can also be
mediated by multiphonon absorption, which is not shown in Fig. (1.5), such
that the trap is thermally excited to one of the high energy states of the
vibrational subsystem prior to the emission process [41]. The final sub-process
of Fig. (1.5)(h) is a standard Shockley-Read-Hall (SRH) generation in which an
electron is thermally excited from a valence band state to a trap-state followed
by its thermal excitation (emission) into a conduction band state. The SRH
based leakage currents can easily be dominant in a tunnel diode, if there is a
sufficiently large trap concentration [44].

Based on the possible TAT sub-processes in Fig. (1.5)(c)-(h), the existing
modeling approaches of TAT can be generally classified into two categories,
namely thermally-assisted tunneling models [40, 26, 45] and structural relaxation
based models [41, 42]. The first four TAT sub-processes (Fig. (1.5)(c)-(f))
are included in the thermally-assisted tunneling models, such as Hurkx’s
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TAT [40] and Non-Equilibrium Green’s Function (NEGF) based phonon-assisted
tunneling [26, 45] models (as will be discussed in Section 1.5.1), in which the
ballistic trap transition (Fig. (1.5)(c)) is intrinsically involved, making these
models complete. However, Schenk’s structural relaxation based TAT [41]
and the extended-NMP (eNMP) [42] models (as discussed in Section 1.5.2)
are formulated based on the fifth TAT sub-process (Fig. (1.5)(g)), which does
not account for phonon-assisted tunneling of carriers into/out of a trap state
(Fig. (1.5)(d)-(f)). Although good experimental agreement has been achieved
for specific semiconductor structures, a better understanding of these models
is essential to address their limitations. In the next subsections, we therefore
discuss these models in detail and explain the limitation of these models.

1.5.1 Thermally-assisted tunneling models

In this section, we discuss the first category of TAT models described by
the combination of direct tunneling and thermally-assisted transitions of charge
carriers into (or from) the trap states. In particular, we begin the discussion
with the semi-classical TAT model of Hurkx followed by the quantum mechanical
NEGF based phonon-assisted tunneling approach.

Hurkx’s TAT model

The underlying mechanism in Hurkx’s TAT model is based on the
combination of ballistic tunneling and the thermally-excited transitions (in
energy steps of kgT') of charge carriers from the trap into either conduction
or valence band. The ballistic tunneling part of TAT is included through
the calculation of the carrier densities in the trap region whereas the thermal
transitions are manifested in the form of electric field enhanced emission rates
of trapped (captured) carriers into the conduction or valence bands.

In more detail, in this statistical based phenomenological model, TAT is
calculated as the net recombination rate determined by the detailed balance
between the net capture rate of the holes and that of electrons, which is governed
by the expression [40]:

CpFCnFTUPt — EnFEpF
CnFNt + CpFPt +enr + EpF

RraT = Nt (1.2)
where N refers to the trap density, n; and p; are the captured electron and
hole densities in the trap (across the depletion region) with the field-dependent
capture rates c,r and c,r, respectively. Similarly, e, r and e,r are the electron
and hole emission rates. The total carrier densities inside the trap or in the
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conduction band at the trap location z; in Eq. (1.2) are determined by solving
the 1D-Schrédinger equation, while assuming a homogeneous electric field across
the tunneling junction, with an analytical Airy solution and are given by [46]

ni(we) = n(xt)+07dxi <_dz<;t>)
(1.3)

where n(x;) is the conventional electron density in the conduction band, z; is
the starting (or ending) position of a tunnel path from the conduction band
through a triangular electrostatic potential and ending at the trap location xy,
h is the reduced Planck constant, F is the electric field strength and m; is the
electron effective mass and the lower limit of the integral (“0”) is the left-most
allowed onset of a tunnel path into the trap. Note that the second term in
Eq. (1.3) refers to the ballistic tunneling contribution of TAT. The electric
field enhanced emission rate (representing thermally-excited transitions) is also
determined by solving the 1D-Schrédinger equation for an electron subjected to
a triangular electrostatic potential, which is obtained with either an analytical
solution (in the form of Airy functions [40]) or a solution based on the Wenzel-
Kramer-Brillouin (WKB) approximation [47]. Such field enhanced emission
rate is given by [40]

Ai?((2e, F'm /B3 (xy — 27))
Ai%(0)

Tt=T;

E;
enr 1 £\ Ai*((v2mE /eghF)?/3¢)
Pl Ry O/d§ P (kBT) AiQ(Oq) (14)

where e, is the zero-field emission rate and FE; is energetic difference between
the measured zero-field trap level (F;) and the conduction band minimum
(which is determined from the thermal ionization of the trap). Moreover, the
capture rates are determined by the detailed balance equation, which states
that each capture process is balanced by its reverse emission process, and are
related to emission rates by [44]:

enp(E) - CpF(E) o Et - F
e (B) ~ eprlE) < > (15)

Due to the similar form of expressions for the carrier densities (Eq. (1.3))
and emission rates (Eq. (1.4)), the field enhancement for these quantities are

related by a common factor, which further simplifies the net recombination
rates for TAT (Eq. (1.2)).

Since the trapped carrier densities, the capture and the emission rates are
formulated for a triangular electrostatic barrier, the TAT rates determined with
Hurkx’s model are inaccurate when there is an electron capture process into
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the trap from the valence band or a hole capture process into the trap from the
conduction band, because the charge carriers in this case are subjected to a
trapezoidal electrostatic potential and the Egs. (1.3) and (1.4) must accordingly
be modified to account for this potential. Note that the structural (lattice)
relaxation upon either the capture or emission of charge carriers into the trap
state is not considered in this model.

NEGF based phonon-assisted tunneling approach

The inevitable limitations of semi-classical models in determining the
exact description of TAT lead to the development of quantum-mechanical based
numerical methods [26, 45]. One such method is based on solving the 3D
Schrodinger equation using an 8-band k.p electron basis and Non-Equilibrium
Green’s Functions (NEGF) [26]. A 1Inm? cubic trap potential is arbitrarily added
to the device electrostatics, specifically at an oxide-semiconductor interface. The
acoustic and optical phonon scattering are included in the form of self-energies
and the Schrodinger equation is solved in the framework of the self-consistent
Born approximation (SCBA) [48], thereby resulting in the local-density of energy
states (LDOS) for a given trap configuration. The phonon-assisted tunneling
through these LDOS at low gate voltages can then explain the observed SS-
degradation, in a regime where there is no tunneling window for direct-BTBT.
To complete the study, the spatial and energetic depths of the trap are varied
to determine the impact on the SS-degradation of a theoretical InAs-based
TFET [26].

Although most of the aspects of TAT are considered in this approach
(Fig. (1.5)(c)-(f)), it lacks in accounting for the structural relaxation
(Fig. (1.5)(g)) which is still required to comply with an experimental device
configuration. Note that since the model is based on SCBA, it typically demands
an enormous amount of computational resources.

1.5.2 Structural relaxation based TAT models

Initially, the experimentally observed large capture cross sections of a
shallow impurity level lead to the theory of cascade-phonon emission, whereby
a carrier is captured through ballistic tunneling into an electronically excited
state and loses energy by cascading down the ladder in steps of the energetic
distance between the excited levels to the ground state [49]. However, multi-
transitions among non-uniformly spaced excited levels require the separation
between the excited levels to be less than the phonon energy. This therefore
implies an improbable single phonon transition from the first excited state to



14 INTRODUCTION

the ground state and this transition requires instead a multiphonon process
due to its energetic separation larger than the single phonon energy. These
restrictions however could not explain the large cross sections measured at
room temperatures [49]. Note that the cascade-phonon emission is defined as a
reversible process, whereby the release of captured carriers is characterized by
multi-absorption of single phonon energies.

Meanwhile, the NMP theory is also being developed to explain the
experimentally observed large capture cross sections of a deep trap state in I1I-V
semiconductors under zero-field conditions [50]. The large cross sections of a trap
measured by Deep Level Transient Spectroscopy (DLTS) are found in agreement
with the calculations made with NMP theory [41]. Due to such agreement
with experimental results, TAT models based on multiphonon recombination
processes are formulated, which are fundamentally based on the NMP theory [51].
The major distinction between the cascade-phonon and NMP theory is that
the former is based on ballistic tunneling and multi-transitions (with single
phonon emission or absorption) for capture or release of the carriers through
the different energy levels of a trap, whereas the latter accounts for ballistic
tunneling and an intrinsic single thermal transition (with multiphonon emission
or absorption) because of structural (lattice) relaxation upon the capture (or
release) of carriers into (or from) the trap state. Owing to the importance of
NMP theory, the underlying fundamental microscopic processes (multiphonon
assisted transitions and structural relaxation) are detailed in the Appendix
A. The different approaches to apply NMP theory to model TAT are briefly
discussed in the next subsections.

NMP recombination model (Andreas Schenk)

Since the multiphonon recombination model by Schenk [41] accounts for
an inhomogeneous electric field across the tunneling junction during a TAT
process, it is the most widely used model to describe TAT in semiconductor
devices. The microscopic process defining Schenk’s TAT recombination model
is the combination of an NMP process [51] and the theory of Bloch electrons
under large electric fields [52]. In general, the trap-assisted transition rate
is derived by using the following Fermi’s Golden rule with electric field and
electron-phonon interactions as the transition inducing operators:

wig = 2SS | (80

n,n’ A\,

2
[—eqF.I‘ + ‘/:sl-ph] ‘1/}53) (b;l/)’)\/>‘ 5(571,)\ - (C/’n/})\/)

(1.6)
where V¢_pn is the electron-phonon coupling potential, F is the electric field,
<I>£L1)A is the first-order perturbed lattice vibrational function due to the electron-
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phonon interaction, 1/)(, is the stationary state eigenfunction of the one-electron
Hamiltonian, &, » is the total energy of the system, n, A represent the electron
and phonon quantum numbers corresponding to the electronic and vibrational
subsystems, py is the statistical weight of the initial lattice states and where
the summation of electronic states extends over initial occupied and final empty
states [53]. With the static approach (explained in Appendix A) of adiabatic
theory (Egs. (A.1)-(A.15) of Appendix A), the coupled-transition matrix of
Eq. (1.6) is transformed into the (separate) product of electronic and vibrational
transition matrix elements [53].

As mentioned in Appendix A, the ballistic tunneling (electronic transition)
part of the NMP theory can be described by using the wavefunctions of the
electronic subsystem Eq. (A.14). Therefore, the stationary state electron-
Hamiltonian in Eq. (A.14) is described by including the terms corresponding to
the externally applied inhomogeneous electric field and the quasi-d trap potential
(Vir(r) = V26(r) [1 + rV,]) [53]. The electronic subsystem of Eq. (A.14) is then

transformed into
[Ho + V25(r) [1 +1V,] — eFor] ) (r) = BP9 (r) (1.7)

where Hj is the electron Hamiltonian for the bulk semiconductor, V; is the
zero-field trap potential strength with one bound state in the bandgap and
described in terms of the binding energy. The electronic wavefunctions are
expanded using envelope functions fX* () in the framework of Bloch theory,
while assuming a constant potential along the (y, z)-directions, orthogonal to
the electron transport in the a-direction. With the following definition for the
electronic wavefunctions in the framework of the 2-band (n = (¢, v) in Eq. (1.7))
effective mass approximation (EMA) [52],

CU \/7Zexp ik .r) )uc,(r) kL( ) (1.8)

where u¢,(r) are the Bloch functions corresponding to the conduction and
valence bands. The electronic subsystem of Eq. (1.7), after changing to spectral
coordinates, is simplified to [53]

[E.(k — ko) — E +ie,F.Vi] A (k) =0 (1.9)

[Ey(K) — E + ic,F.Vy] A (k +Z (K| Vie(r) [KY AR () =0 (1.10)

Note that the trap potential is defined in the valence band part of the electron
Hamiltonian relative to its band maximum. Further note that ko in Eq. (1.9)
is equated to zero for direct-bandgap materials. The spectral functions of
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Egs. (1.9) and (1.10) are determined analytically, without the field-induced
effects on the trap-states (neglecting the electric field in Eq. (1.10)) [53]. Using
Egs. (1.8)-(1.10), the initial and the final electronic states’ wavefunctions are
determined. The electronic transition matrix elements (ballistic tunneling part
of TAT) of an approximated form of Eq. (1.6) are then determined using the
initial and final electronic states’ wavefunctions and result in the field enhanced
density of band-states [53].

Now the electronic transition matrix elements are known, the next step is
to determine the vibrational transition matrix elements related to multiphonon
absorption or emission during structural relaxation, which are calculated using
Eq.(A.15) and the electronic wavefunctions (Eq.(1.8)) constructed with the
spectral functions of Egs. (1.9) and (1.10). In order to make the calculation
of vibrational transition probabilities feasible with Eq. (A.15), the Einstein
model [54, 55] is applied for the vibrational subsystem, which neglects the
dispersion of the phonon and which considers only one effective local-mode
phonon energy (Awp).

Additionally, a linear approximation (similar to Eq. (A.18)) of the electron-
phonon coupling is applied in Eq. (A.15) [54, 55], in which the electron-lattice
interactions are assumed to be linear in the displacement ) of the host atoms.
In second quantization, it is described by

(v

Velph (1, Q)

o) = g3 8Lb, (@ +al ) (1.11)

where ¢y represents the electron-phonon coupling strength, BIL, dl are
the single particle creation operators and l;n, a, are the single particle
annihilation operators for the electrons and phonons, respectively. With these
approximations, the vibrational transition matrix elements are solved in the
framework of first order time-dependent perturbation theory while using the
equation of motion for the lattice vibrations (Eq. (A.15)) and yields the following
characteristic line shape function (LSF) of phonons [55, 56], which describes
the frequency spread of a thermal transition process mediated by phonon (also
known as vibrational broadening),

ro o p/2
Ly¢(E) = 2mhexp [—S (2v(hwp) + 1)] Z <%>

p=—00

% T, (zsw (hwo) (0 (heo) + 1)) S(E + phwo)  (1.12)
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and subsequently resulting in the following multiphonon transition probabil-
ity [41],

(p¥S)
S

Mc,v(p) = exXp [_S (2U(hw0) + 1)]

phwo
X exp (2k3T> Z, (25’\/1) (Awo ) (v(fuwg) + 1)) (1.13)
with the following definition for the Huang-Rhys factor S [54, 55]:

Shwo =3 |gt — g7|” (1.14)
f

where gy and g¢; are the final and initial state’s electron-phonon coupling
strengths. In Eq. (1.12), v(E) is the Bose-Einstein probability distribution
function for phonons and Z, is the modified-Bessel function of order p. Note
that there exists a line shape function for the phonon absorption process similar
to Eq. (1.12) which is included in the calculation of multiphonon transition
probability of Eq. (1.13). Moreover, the Huang-Rhys factor S in Eqgs. (1.12)
and (1.13) acts as a measure of the difference in electron and phonon coupling
strengths between the initial and final system states and determines the lattice
relaxation energy. These lattice relaxation energies (Shwp) are often assumed to
be smaller in semiconductors [57] than in the oxides [58]. Such assumption can
be attributed to the fact that traps in oxides exhibit greater lattice relaxation
(due to the amorphous nature of these materials) than in semiconductors, when
an electron is captured or emitted into/from the defect site [42].

With both the electronic and vibrational transition matrices, the final
solution of Eq. (1.6) results in the superposition of the field and temperature-
dependent trap-assisted transition rates, which is described in the terms of
spectral capture and emission rates. These spectral rates are manifested in terms
of carrier lifetimes, which in turn determine the SRH-based net recombination
rates of Eq. (1.2) [41]. The integration of these SRH recombination rates over
real-space results in TAT currents.

Extended-NMP (eNMP) recombination model (Wolfgang Gos)

In recent years, a recombination model based on an extended NMP theory
is able to successfully explain the essential features of Negative Bias Temperature
Instability (NBTI) degradation curves and is able to reproduce the experimental
findings of Time Dependent Defect Spectroscopy (TDDS) related to single
defects. Although this model is formulated based on the exchange of carriers
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between the substrate and oxide defects, which is different from a TAT process,
the underlying microscopic processes are identical to those of TAT. The emission
7. and capture 7. time constants determined from this eNMP approach can be
applied in the following expression to determine TAT currents [59]:

NT(.T)

7%(@ (@) (1.15)

ty
JTAT = eq/dx
0

where Nt denotes the trap concentration and t; is the barrier thickness. The
electron capture and emission time constants of Eq. (1.15) in the eNMP approach
are defined as

70 dE ¢, (E)D,(E) frp(E)
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where E. is the conduction band energy, ¢, is the electron capture rate, e,, is the
electron emission rate, D,, is the density of electronic states in the conduction
band, frp is the Fermi-Dirac statistics for electrons and n(x) is the conventional
electron density in the conduction band. In the eNMP approach, the electron
capture and emission rates of Egs. (1.16) and (1.17) are determined from

cn(E) = 1Ayt (E)LT (E) (1.18)
en(E) = 21 Ay.rin(E) L} (E) (1.19)

where 7, ; is the electronic transition rate from a band state to a trap state,
L:L]’f is the corresponding line shape function (LSF) of multiphonon theory, x; is
the position of the trap with respect to the oxide-substrate interface and A, is
the planar area of the trap orthogonal to the transport of an electron. Similarly,
T+ n is the electronic transition rate from a trap state to a band state.

The interesting aspect of this model is the calculation of electronic
transition rates (related to the ballistic tunneling part of TAT), which is based
on the Fermi’s Golden rule in the framework of Bardeen’s approximation [60, 61].
This approximates the total system Hamiltonian as the linear combination of
independent and partial-system Hamiltonians. For instance, the system of a
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semiconductor substrate and an oxide, with the conduction band interacting
with an oxide defect is treated as a separate conduction band and an oxide
subsystem based on the assumption that both of these subsystems are weakly
coupled. In other words, the transmission probability of a band state electron
is negligible at the defect. In this approach, the electronic transition rates from
a band state to a trap state at a given energy, for one-dimensional systems,
are [62]

2w
e =3 M, 0(B, - EO)

n

2 (0)
o [ aw [y fur 2
m}, 0z

where 1/)7(?)(1') and v (r) are stationary state band-state and d-type trap state
wavefunctions, respectively, m}, is the effective mass of band n and z;7 is
the position of the interface between oxide and substrate. Note that in the
calculation of the transition matrix M, ;, the initial band-state and final-trap
state wavefunctions are the eigenfunctions of the two independent subsystems,
which are the semiconductor substrate with an infinitely long oxide (without
an oxide trap) subsystem and an infinitely long oxide subsystem with a trap.
This is entirely different from the conventional Fermi’s Golden rule (Eq. (1.6)),
where the initial and final states electronic wavefunctions are eigenfunctions of

the unperturbed Hamiltonian (Eq. (A.14)).

Mn,t = 9

- (1/15?))* % (1.20)
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The eigenfunctions 1/)%0)(1‘) and ¥:(r) in Eq. (1.20), characterizing the
behavior of electrons in the semiconductor and trap regions, are determined
using the Wenzel-Kramer-Brillouin (WKB) method as [62]

Tt

_ Vkgexp (iky.ry)

0) (p —/dx’Kwn x! 1.21
¥ (r) R0 (') (1.21)
(L‘if
K, (2; k. 7
po(r) = KotlBipoplikars) / da' K, (") (1.22)
2Aysz,t(m)
ZTif
with,
R2|k |2
Kamt(z) = \/2m;;t {E,(LO)(:L‘) - Ew} Jh2; ky = \/2m5 By J2; By = E— 2‘ L]
5 m;kL

(1.23)



20 INTRODUCTION

where m; is the tunneling mass and EY (z) is the respective band edge
energy. With Eqgs. (1.21)-(1.23), the electronic transitional rates of Eq. (1.20)
are determined, while assuming no phonons are involved in the tunneling
process [42]. In this model, these tunneling transitional rates are encoded as the
temperature-independent capture cross sections (the first factor in the integral
of the denominator of Egs. (1.16)and (1.17) equals o, v¢ ,, with o, being the
capture cross section and vy, n, the thermal velocity) in either the capture or
emission rates of the carrier lifetimes (specifically in 7(F) of Egs. (1.18) and
(1.19) [42]).

Another striking feature of this model is that it accounts for the exact
configuration of an oxide defect, based on the local environment of bonding of
the defect site as well as the charge state of the defect, and configures the defect
site into a combination of stable state and metastable state sub-configurations,
thereby determining the temporal behavior of defects [42]. Due to the inclusion
of such a defect configuration, this approach is known as extended-NMP model.
In this model, the defect state configurations are determined from the adiabatic
Egs. (A.7) and (A.8) under zero-field conditions, however, in the framework
of density functional theory (DFT). This results in a thermodynamic trap
level (the trap energy level calculated after the structural relaxation) based on
whether the charge carrier is in the channel of the MOSFET or in an oxide
defect.

Since the underlying approach to determine the capture and emission
rates is similar to Eq. (1.6) (specifically, Condon-approach of the adiabatic
theory [63]), the convoluted transition rates of Eq. (1.6) are simplified as the
product of the electronic and vibrational (structural relaxation based) transition
rates, where the latter results are in the form of LSF of multiphonon theory
(similar to Eq. (1.12)) [51].

1.5.3 Limitations of the models

Most of the discussed models employ certain approximations in agreement
with either a specific device or an experimental configuration. For instance,
unidirectional tunneling is assumed in Hurkx’s and Schenk’s model to explain
TAT in sufficiently large p — n diodes. As an another example, in the eNMP
model the set up is assumed to comply with TDDS experiments in which the
source and drain of MOSFET'Ss are connected to ground. Hence, it is essential
to assess the limitations of each of these models before they can efficiently be
applied to determine TAT.

The major drawback of Hurkx’s model is the fact that transitions for
trap levels which are below the minima/maxima of the conduction/valence
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band are disregarded. This means that in TFETs, Hurkx’s model would
underestimate the prediction of TAT before the onset of BTBT. Apart from
this, the tunneling into a defect is determined by either analytical Airy functions
or WKB approximations. In the former case, the solutions of the Schrédinger
equation cannot adequately replicate the exponential tails into the dielectric
due to the approximation that the discontinuity at an interface is modeled as
an infinitely high barrier. At the classical turning points, where the electron
enters/leaves the forbidden gap, and hence where the electron energy equals the
band edge energy, the WKB approximation breaks down in determining the
wavefunctions, as the wavefunctions diverge at these edge points [64]. Therefore,
neither of the approaches are efficient in describing the tunneling aspect of TAT
in Hurkx’s model. Additionally, the electron is presumed as fully localized in
the trap state irrespective of the barrier type.

In Schenk’s TAT model, the determination of the electron envelope function
assumed the wavefunction to be a plane wave in two directions orthogonal to
the tunneling barrier, implying that the electrostatic potential is constant for
these directions. This assumption is incorrect for gated devices, where the
electrostatics vary in other directions and thereby prevents the application
of this model to gated devices. Additionally, the orthogonal direction plane
wave description is also inaccurate for describing very small devices, where size
confinement effects are crucial. This model is derived for a homostructure, hence
it is inadequate for heterostructures where the effective mass and the effective
bandgap are position dependent. The initial state of the trap is assumed to
be neutral and this decreases the accuracy of the application of this model
to acceptor, donor and extended defects, where the initial-state of the trap
is no longer neutral. The aforementioned limitation in Hurkx’s model that
the electron is presumed as fully localized in the trap state irrespective of the
barrier type is equally applicable to Schenk’s model. However, Schenk’s model
can account for such high electric field effects in the form of changes in local
trap density of states and level shifts, while retaining the electric field term
in Eq. (1.10). These effects can also be incorporated in Hurkx’s model by
modifying the emission term accordingly, which will be discussed in the next
chapter.

The aforementioned limitations related to the plane wave definition of
electronic wavefunctions are equivalently applicable to Gos model. Additionally,
these wavefunctions are determined by the splitting of the system Hamiltonian
into two weakly coupled partial subsystems of the isolated trap and substrate
(semiconductor without trap) configurations, presuming that the tunneling
is inefficient across the common region of these subsystems (barrier). This
approximation is applicable for barriers of which the thickness is sufficiently
large. However, for thin and ultra thin oxides with very light effective mass,
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these approximation are inaccurate owing to a strong coupling of the subsystems,
which will be seen in the next chapter.

It is evident from the discussion of models and from Fig. (1.5), that each
model can only be applied to certain TAT processes. For instance, Hurkx’s
model can describe the TAT process (¢)-(f) of Fig. (1.5), while it cannot calculate
TAT current based on structural relaxation (Fig. (1.5)(g)) assuming that the
structural relaxation is negligible for the traps in semiconductors. Apart from
this, it is also clear that the thermal aspect of TAT lacks a unified approach.

1.6 Goal of the thesis

It is clear from the previous section that there is no unified approach
to model TAT in semiconductor devices. There is inaccuracy in either
determining tunneling or thermal transitions of TAT due to simplifications
made in the models. Therefore, the major objective of this thesis is to develop
an approach towards the all-inclusive, fully quantum-mechanical modeling of
TAT in semiconductor devices. The following are the key sub-goals of this thesis:

1) Investigate the impact of the electric field on traps and on the
TAT-emission rates:

e Develop a quantum-mechanical based approach to quantify the high-field
effects on the semiconductor traps and on the traps in MOS capacitor
systems.

e Derive an emission rate including the field-induced effects on traps and
investigate how the field effects can impact the device performances.

2) Develop a quantum-mechanical phonon-assisted tunneling formal-
ism to simulate phonon-assisted transport:

e Derive a QM formalism to simulate phonon-assisted tunneling currents
for bi-dimensional semiconductor device potentials (with an infinite third
dimension).

e Derive the electron-phonon coupling strength equations for direct bandgap
materials including the dispersion of phonons.

e Implement the QM formalism to enable the PAT-current calculations in
direct-bandgap semiconductors such that it is inline with the existing
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direct-BTBT simulator and optimize the implementation for efficient
simulation times of the PAT current calculation.

3) Investigate the impact of PAT on the device characteristics:

e Determine whether the phonon-assisted tunneling is behaving similar to
direct-BTBT.

e Determine the impact of the device dimensions on the PAT current
calculations.

o Investigate the dependencies of the PAT current density on the doping
concentration of p-n diodes.

4) Outline the framework towards TAT calculations in semiconductor
devices:

e Present the future framework to calculate multiphonon assisted tunneling
to enable TAT current calculation, where an additional structural
relaxation step can be invoked.

1.7 Organization of the thesis

After the discussion of limitations of the existing TAT models in this
chapter 1, we investigate the importance of field-induced effects on traps in
chapter 2 and explain why it is crucial to model TAT using QM based methods.
Chapter 2 starts with a brief description of the QM based method to extract
trap levels in semiconductor and MOS capacitor systems. We describe the
normalization procedure to attain constant probability amplitudes for trap
wavefunction in the contacts. We present a numerical approach to quantify the
field-induced effects on traps and explain the importance of such effects on TAT
events. We derive an analytical expression for the trap emission rates including
the field-induced effects. We calculate the emission rates for semiconductor and
oxide trap systems.

In Chapter 3, as a first step towards a QM-based TAT formalism we develop
the QM-based PAT current formalism and discuss in detail the determination
of the electron-phonon coupling (EPC) strengths. We derive the PAT current
equation based on the time-dependent perturbation theory using the number
operator approach. We determine the EPC in the framework of envelope
function theory and apply the low-wavevector approximation for local-based
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Frohlich interactions in direct-bandgap materials. The PAT current density
equation is further simplified for bi-dimensional semiconductor devices. We
present the numerical procedure to calculate the PAT current densities based on
the existing direct-BTBT simulator, while making use of parallel determination
of electron envelope functions. We discuss different implementations and outline
their respective short comings.

Chapter 4 illustrates the application of the PAT current formalism to
different direct-bandgap homostructure device configurations. It starts with the
in-depth analysis of the electron-phonon coupling across tunneling junctions
using the 2- and 15-band model of our formalism. We also compare the full
PAT current densities with both models. We explain the impact of device
dimensions on the PAT current characteristics of p-n diodes, thereby describing
a shortcoming of our formalism. We explain the doping dependence of PAT
current densities to determine whether PAT dominates direct-BTBT current
densities in certain diode configurations.

The thesis concludes with the major findings and outlines the framework
towards the implementation of TAT calculations using a QM approach. In
particular, we present how a two-phonon assisted transition can be added to
our formalism and can determine the associated currents. We further present a
possible pathway of including the lattice-based structural relaxation into our
formalism.



Chapter 2

Impact of high electric field
on traps in semiconductors
and oxides

In the previous chapter, we presented a brief discussion on the challenges
in the scaling of MOSFET and introduced TFET as a potential candidate
to replace MOSFET as a low power device. We briefly mentioned that TAT,
in addition to other parasitic effects, restricts the capability of TFETSs as it
degrades the sub-60mV /dec SS. We also reviewed the existing semi-classical TAT
models in literature and discussed their limitations, which in turn compromise
accurate predictions of TAT currents. One limitation is that these models do
not account for the intrinsic trap energy level shift with the externally applied
electric field, despite the rigorous treatment of the other field contributions on
TAT currents.

Since the electric fields in TFETSs and across the gate oxides in MOSFETSs
can typically reach beyond 1MV /cm, we expect it could impact substantially the
intrinsic trap characteristics and subsequently the corresponding TAT currents.
In this chapter, we therefore present the significance of such field effects on
intrinsic trap characteristics and determine the impact on trap emission rates,
which itself serves as an initial step to understand the possible impact on the
TAT process.

The structure of this chapter is as follows. We start with the theory to
extract the trap energy level, which is based on the existing modified transfer
matrix (MTM) method of determining spectral states, namely the bound and
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the quasi-bound energy states. Although the exact theory of MTM is outlined in
Ref.[65], the normalization for the wavefunction is not explicitly mentioned. We
therefore rewrite a part of the derivation of MTM followed by the normalization
procedure in Section 2.1, which is essential for comparing the probability
densities of the wavefunctions at different energies. Section 2.2 details the
numerical implementation to extract trap energy levels and to quantify the
possible electric field effects. Such field effects on the semiconductor and on the
oxide trap configurations are discussed in Section 2.3. Section 2.4 considers the
field-induced impact on the emission rates of semiconductor and oxide traps.
Finally, we conclude this chapter in Section 2.5.

2.1 Trap energy level extraction

The presence of traps establishes a band discontinuity in the electrostatics,
which resembles that of heterostructures. However, such discontinuity is on the
sub-microscopic scale. Therefore, the trap system in semiconductor devices can
conveniently be constructed as a quantum well in the electrostatic potential.
Similar to the determination of spectral states of semiconductor heterostructures,
which are the allowed energy states irrespective of their occupation by charge
carriers, we will determine the characteristic trap energy levels. Note that
the trap energy level is fundamental to the study of TAT. In general, there
are three distinguishable spectral (energy) states based on their wavefunction
behavior in the infinitely long asymptotic contact regions, namely bound, quasi-
bound and free states. The bound energy states are characterized by decaying
wavefunctions whose amplitudes are zero in both of the asymptotic contact
regions. The quasi-bound states’ wavefunctions decay in either of the contacts,
whereas the free states’ wavefunctions are non-decaying plane wave-like functions
in both of the contact regions.

In recent years, numerous methods have been proposed to determine the
spectral states of heterostructures. These methods can generally be classified as
“large matrix” methods, based on a full system Hamiltonian [66, 67] and “small
matrix” methods, involving the elementary transfer-matrices [68]. Among the
small matrix methods, the modified transfer matrix (MTM) method is selected
for our study of the electric field effect on the trap level in a one dimensional
structure [69]. The preference for the MTM method is based on its efficient
numerical implementation and handling of the abrupt electrostatic potential
transition at a heterointerface, which we will use to configure the trap. Note
that the extension of the MTM method to determine the trap level in higher
dimensional (2D or 3D) heterostructures is uncertain|[70]. For such applications,
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the “large matrix” methods can be employed which however require enormous
computational resources.

2.1.1 Moaodified transfer matrix method

In this method, the 1D heterostructure is presumed to consist of [ segments
(not necessarily of equal lengths) of piecewise constant effective mass m? , as
shown in Fig. (2.1). For numerical simplicity, we assume that the wavevector
component k, (ky,,k,) = 0 orthogonal to the transport z-direction at the
extreme contact regions, which are also known as the asymptotic regions.
Note that k| (ky, k.) # 0 would provide a different solution depending on the
materials used. For the asymptotic regions, the symbols o and § are used (see
Fig. (2.1), where the injected right-traveling electron in segment « and the
injected left-traveling electron in segment [ are indicated with arrows).

Given the previous assumption that k; (ky, k.) = 0, the motion of a
charged particle through a 1D-heterostructure is described by the following
effective-mass Schrodinger equation

[ fffff + vm} (o) = By(a) (2.1)

where V() represent the potential energy, which includes the external potential
in addition to lattice and trap potential, and the effective mass m} changes
with the x-coordinate. For a given segment [ of constant effective mass mg g,
the Schrodinger Eq. (2.1) is simplified as:

+E —Vi(z)

l i Yi(x,E)=0 (2.2)

o9 % 7.2
2me7l dz

where Vj(z) represents the potential energy of the ['' segment. As a second

order differential equation, Eq. (2.2) can possess two linearly independent basic
functions composing the so-called fundamental system of solutions, whereby any
physical solution (wavefunction) can be constructed as the linear combination of
these basic functions. With the basic functions ¢y (1 2)(x, £), the wavefunction
over the interval of the [*" segment is written as:

Ui(z, E) = Craipia(z, E) + Crapio(x, E) 5 @ € (-1, 2] (2.3)

where Cj (1,2) denote the unknown coefficients. With the above definition of
wavefunction (Eq. (2.3)), the equation of motion for each segment is solved using
the variation of parameter approach, whereby each basic function is constructed
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Figure 2.1: An example of a one-dimensional potential of a finite length
along the x-axis, which corresponds to the conduction band edge of a MOSCAP
biased in accumulation. The inset shows a zoomed-out version of the oxide trap
implemented as a square well potential. The asymptotic regions are indicated by
a and B, respectively.

as linear combinations of right and left traveling plane-wave type functions and
written as:

oi1q(z, E) = eik?IFl(:)(x, E)+ efik?mﬂ(;)(x, E);n=12 (2.4)

where Fl%(172)

functions and k) represents the wavenumber of a electron state at energy E
(k? =./2m} lE/sz). With this method, the solution of Schréodinger Eq. (2.2)

requires the determination of four unknown functions (Fl(.(i1)2)) compared

denote the right-traveling (4) and the left-traveling (—) unknown

to the initial two unknown basic functions. The following approach in the
variation of parameters, also known as the Lagrange condition (also known as
the Lagrange method of undetermined multipliers), relates the four unknown

functions (Fl(?[l)%) with the assumption that the first derivative of the basic
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functions can be determined from only the derivatives of the exponential factors
in Eq. (2.4) [65, 71]. In the framework of the MTM method, this condition
using Eq. (2.4) results in:

ikOz 0 + —ik%x 0 —

etk %Fl{n)(x,EHe ki %Flfn)(a:,E) =0;n=12 (2.5)

With Egs. (2.2), (2.4) and (2.5), the Lagrange condition is simplified and results
in the following set of coupled differential equations for the unknown functions

(£)

Fl,(1,2)7

3 L+ M1 o, kO () k0 ()

87:cFl’" (z,E) = ik?th 12V, () [e R (@, E) +em TR (x’E)L:Lz

6 - mz»l ikdx ikdx —ik%%z -

g Pl (@ B) = =gz e ViGe) [ R (@ B) 4 MU @B
(2.6)

Eq. (2.6) represent an initial value problem (IVP).

Note that the above choice of basic functions (<ply(1,2) (z, E)) is not unique
unlike the basis function in a Hilbert space. Therefore, the following set of
boundary conditions, which also determine the nature of wavefunction in the
asymptotic regions for a given spectral state, are defined as [65],

e E) =0 (e, B) =1
5 € [z—1, 2] (2.7)
pr2(zj, B) =1 ; % (pr2(z;, E)) =0
thereby satisfying the following criterion [65],
W1, 12) = =1 (2.8)

where W is the Wronskian of two basic functions of Eq. (2.2) and ensures the
linear independence of the two chosen basic functions for all the position points
over the interval (—oo, +00) [65].

The initial conditions of the IVP of Eq. (2.6) are determined based on
the linearly independent condition of basic solutions (Eq. (2.7)), while applying
boundary conditions analogous to the quantum transmitting boundary method
(QTBM), which result in the following set of equations:

—iklx; ikl
(+) _ e [} . (7) N et
F},l (xj7E)_ 22]{? ’ F},l (xjaE)__ 22]6?
(2.9)
—ik%z; ikdx;
+ e %5 _ e Ty
(a5, B) = “—— &+ F 0,8 =

2 2
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With the above defined initial boundary conditions (Eqs. (2.9)) and with
Eq. (2.6), the unknown functions (ﬂ(ﬁ)g)) of Eq. (2.4) in the I*" segment are

determined, followed by the calculation of the basic functions itself (Eq. (2.4)).
Then, the wavefunctions at an interface x; between two adjacent segments
(1,1 + 1) are made continuous with the following continuity condition:

D@, By, = Y112(2, B) oy, (2.10)

and their derivatives are related by the so-called Ben-Daniel-Duke-Bastard
continuity condition, specifically for heterostructures, defined by

L4 @m)| =L (@ m) (2.11)

* *
mg, dzx mgog dzx

r=x T=2x

Matching the wavefunction in any two adjacent segments (1,1 + 1) through these
two conditions of Egs. (2.10) and (2.11), a relation between the coefficient pairs
C.5 of adjacent segments can be determined by transforming the corresponding
set of equations into self-contained segment matrices as:

1,1z, E) w12z, B) Ci1
7*90/ (ZL‘[,E) 7*90/ (xlaE)
me,l b me,l b2 0172
1<Pl+1,1(13l,E) 1901+1,2($1,E) Cl+1,1
= 2.12)
——Pa(@LE) ¢ 0T, E) (
M1 L Mg i1 2 Cri1,2
Rewriting Eq. (2.12) as
Cia Ciy11
Tl =K ’ 2.13
[CI,J bt [Cl+1,2 (2.13)
results in the so-called segment transfer matrix K; ;11 described by,
—1
1801,1($17E) 1801,2(56175)
K —
bt @(ﬂg’l(xl,E)) miz;lwgg(xl?E)
oir1,1(21, B) Qi1,2(21, E)
X (2.14)

/ !
¥ 1,1(17 E) ——¢ 1,2(5”1 E)
m:,l+1 * 7 m:,z+1 * 7
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The elements of the segment transfer matrix are given by Eq. (2.4) and the first
derivative of Eq. (2.4) is given by

Plla. B) = ik [ F ) (@, B) e M E D@ B)| =12 (215)

The transfer-matrix, which relates the combination coefficients of the left-most
and right-most segments of the physical structure is then described by,

Ca Cs1
=M ’ 2.16
{Caa] [0672} (210
where M represents the modified transfer matrix of the total system and is

obtained by the product of the segment matrices as can be understood by a
recursive expansion of Eq. (2.13),

M= Ka71’C1,21C273 A ]CL”@' (2.17)

As mentioned earlier, the spectral states (or quasi-bound states) are
characterized by energy values (spectral points) in the complex plane at which
the wavefunction has only outgoing waves in the extreme asymptotic regions.
Therefore, for the spectral points, the amplitudes of the incoming waves at the
far left-most and at the far right-most segments of the potential (see Fig. (2.1))
are zero, which results in the following set of equations:

Cor FSH (=00, E) + Co s F 5 (—00, B) = 0
(2.18)
Cs1 ) (+00, E) + Cpa ) (+00, ) = 0

From Eq. (2.16), the combination coefficients of the left-most segment are
related to the right-most segment of the physical structure by the following
expression,

Ca,n = Mng,l + Mn,gclgg im=1,2 (219)
Using Eq. (2.19), Eq. (2.18) is transformed into matrix form as
Csa| |0
Tsp(E) {05,2] = M (2.20)

where J;p, represent the Jost matrix, which can determine the physical solution
of the structure from the two independent solutions of the asymptotic regions:

Ju 712] (2.21)

Ton(B) = [321 T
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with the following matrix elements:
T = M1 FH (00, B) + M B (—00, E)
Ti2 = Mo (—00, B) + Mo FLY) (—o0, E)
Ja = ng) (+00, E)

J22 = Fé;) (400, E) (2.22)

From the earlier definition of spectral states and using Eq. (2.20), the spectral
points, which also represent the required trap energy level Fy, are the complex
roots of the following equation:

| Tsp(E)|| =0 (2.23)

Once the energy E} is extracted, the corresponding wavefunction can also be
determined. Therefore, the state at the edge of an asymptotic region is fixed
by choosing the amplitudes of the left-most right-traveling and the right-most
left-traveling components of the wavefunction. In general, these amplitudes are
defined by

Ca,lF(E:rl)(.’Eo,E) +C(X72F(§+2)(J)0,E) = Ia
(2.24)
Oﬁ,lFﬂ(;)(l'L7E)+CB,2Fﬂ(;)($L7E) = Ig
Using Eq. (2.19), this condition can be expressed in matrix form as:
C,@ 1 Ioz
in (£ = 2.25
Tull) {0@2} [Iﬁ} (225

where the Jost-matrix Ji, is identical to Jsp. In Eq. (2.25), the injection of a
state at a specific asymptotic region is described by setting the amplitude of the
other asymptotic region to zero. For instance, the left-injection type is defined
by (Io =1,I3 =0) in Eq. (2.25) and vice versa for the right-injection type.
Note that the bound state energy F; extraction is independent of the choice of
the injection type, which means the trap energy level E} is identical for both left-
and right-injected wavefunctions. Moreover, once the energy E; is known, the
right-injected wavefunction (in this thesis) is determined by first constructing
the Jost-matrix Ji, with the substitution of E = E; in the set of Egs. (2.22),
followed by determining the coefficients (Cg,1,Cs 2) for the right-most segment
B from Eq. (2.25) (with I, = 0,13 = 1). Subsequently, the coefficients for the
next left segments are determined, while using Eq. (2.13), all the way to the

left-most segment ««. Meanwhile, the unknown functions Fl(:)(x, E) of each I*®
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segment are determined (with the substitution of E = Ei) from Eq. (2.6) by
using the boundary conditions of Eq. (2.9), followed by determining the shape
of the basic functions (from Eq. (2.4)). Finally, the complete wavefunction at
energy Fy is constructed using the formerly determined coefficients and basic
functions. So far, we showed that the solution of Eq. (2.25) at the energy
E; determined from Eq. (2.23) with the condition (I, =0, = 1) gives the
wavefunction assuming injection from the right contact. However, Eq. (2.23)
can only be properly solved for a bound state. Hence a normalization procedure
is required, which is presented in the next subsection.

2.1.2 Wavefunction normalization

The next essential step required for the characterization of the trap level
is the wavefunction normalization, which will allow to compare wavefunction
amplitudes at different energies, and which will be needed to determine the
broadening of the trap level F;. We will start with imposing the delta
normalization condition as it conforms with the theory of the MTM method [65].
We make use of the asymptotic conditions of the MTM theory, where we assume
that the potential profile in the contacts is a segment of constant potential
energy V, g. For each of these regions, the momentum is determined, while
considering the constant values of the potential and the effective mass, by

2m’, (B —V)) a € (— o0,z
i D= (2.26)
B m€ [zg,+00)

with x the start of the right-most segment. Here we repeat the procedure
outlined in Section 2.1.1. Using Eq. (2.26), the Schrodinger Eq. (2.2) of each
segment in the outer-most asymptotic regions is simplified as

2
[jxfrkf] Yi(z, B) =05 l=a,f (2.27)

where Eq. (2.27) is a second order differential equation which can be solved by
considering the wavefunction as a linear combination of two independent basic
solutions (similar to Eq. (2.3)).

Yi(z, E) =Crapii(z, E) + Crapio(z, E); Il =a, (2.28)

where, in alignment with the asymptotic conditioning of Eq. (2.3), the basic
solutions in Eq. (2.28) are defined by,

o1z, E) = eiklel(;)(E) + e_ikl’”ﬂ(’;)(E) il=a,8;n=12 (2.29)
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Note the introduction of Fz(j;[) in Eq. (2.29) as position independent in
comparison with the unknown functions of Eq. (2.4), which is in alignment
with the MTM theory. In particular, when the potential in the asymptotic
regions is unvarying, the Fl(j][) in Eq. (2.6) become constant as their partial
derivative is zero, thereby resulting in energy-dependent constant factors. The
linear independence of the basic solutions in Eq. (2.28) is ensured by similar
conditions as in Eq. (2.7),

—ikl.’ljj eikllj
F(+)E:e . F(*)E:_
1 ( ) 2Zkl ’ 1,1 ( ) 21:1{51
To, =«
. I — ’ 2.
7mJ {xLa l:ﬂ ( 30)
e_iklmj _ e’ik‘lmj
R (B =——  FJB)==

To this end, the system of equations for the outer-most asymptotic regions,
which are characterized by a constant potential and effective mass are defined.
In the subsequent subsections, the normalization methods essential to obtain
physical wavefunctions (non-spurious) are outlined.

Delta normalization method

Due to the plane wave nature of the wavefunction in the asymptotic
regions, the method of delta normalization is imposed, which is described by
the following condition:

“+o00
/ da " (@, B )o@, B) = 276 (B — E) (2.31)

where for a given energy the specific asymptotic region wavefunction is described
by the type of injection (see Eq. (2.25)). For instance, for a left-injection type
state, the asymptotic region wavefunction is a linear combination of the right /left
traveling left-most («) and the right-traveling right-most (/) basic functions.
In general, such description of the wavefunction is given by

)

2
(@, B) = Na Y Ou(@)Cry M F D (E) + e~ He R ()]
n=1

+ O (2)Cp e FN(E)  (232)

where N is the normalization constant, which we are trying to determine. In the
last term of Eq. (2.32) (which defines the transmission part of the wavefunction),



TRAP ENERGY LEVEL EXTRACTION 35

the upper (+) sign indicates the left-type injection whereas the lower (—) sign
specifies the right-type injection. There must either be an upper (+) or lower (—)
sign related term (correspondingly with either +k; or —k; in the exponential
function) present in the wavefunction description Eq. (2.32) depending on the
type of injection, which is described by the following notations:

l=a <= 1I'=p0; leftinjection

=8 <= [I'=a«a; rightinjection (2.33)

In Eq. (2.32), ©,,p are the unit step-functions defined in accordance with the
piecewise-description of the wavefunction in Eq. (2.32) and are given by,

1, xe(—oo,xo} ] 1, :Ue[xL,—i-oo)
Oale) = {0, x> P Opla) = {O, <z (2:34)

Substitution of Eq. (2.32) into the left hand side of Eq. (2.31) yields,

+oo +oo
/ dz (2, E'Yb(z, E) = |Na? / dr |3 (012 CiCo
o o n,n’

M

< {FG B F (e )7 4 B (B FLD (B)et (ki)

+Fl(,r_;')*(E/)Fl(;) (E)ei(kﬂrk;)w + F}%:}/)*(E/)Fl(’;) (E)ei(k;*kz)w}

* +)* + ) ;= ', T
+(O0(2))* Ci  Cur F) (B FL) () (e ) ] (2.35)

In Eq. (2.35), the cross terms related to ©; (x) O (z) vanish while making
use of the definitions of the step function in Eq. (2.34). With the following

approximation for the z-integral, where we assumed that the contribution of
L

/ dz is negligible in determining the normalization factor, and subsequently

Zo
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using the property of the delta function,

+o0 o +oo

/dx (@l(x))Qei(kl_kz)wm /dx —|—/ dz ((9;(33))2ei(kl_kf)aE (2.36)
= / dz et =k & 75 (k, — k) (2.37)
+oo o +o00
/dx (91/(:c))26i(kw*kf/)zz /der/ da (@ll(x))2e:|:i(kl,fkl’,)z
- R (2.38)
= / de eF v =k0)T & 5k, — kL) (2.39)

Eq. (2.35) reduces to

+oo
/ dz *(x, E'(x, E) =

7 |NaP an/qn{ P (EVES) (B)o(ky — k)

+ FS BN (B)S(—ky — k) + F) (B ECD (B)S(ky + k)

+F (B E,

S B)O — k) } + CF Ly Gy B (BN ESS (E)S Ry — ki)

(2.40)

It should be noted that the wavefunction definition (Eq. (2.32)) is unreasonable
over the device length (from z( to x1) as the potential energy is no longer
constant due to the externally applied electric field (see Fig. (2.1)). We therefore
disregard the wavefunction normalization over the device length (from xg to
xr) in Egs. (2.36) and (2.38). Remembering from Eqs. (2.29) and (2.32) that
the independent wavenumbers k;, > 0 and k; > 0. Therefore, the terms with
—k, — k] and k; + k] vanish due to:

§(—k; — k) =06k, +k) =0 (2.41)
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The above result brings Eq. (2.40) to

—+oo

/ dx *(z, E')(z, E) =

— 0o

rlNal® | Yoo, {ﬂ{‘,j)*(E’)ﬂ{ﬁ(E) + Fl{;)*(E’)ﬂS;)(E)} (k| — k)

* +)= +
+ Gy Oy FV ) (ENESE (B)S (K — kl,)] (2.42)

The independent wavenumbers &, ;, and kl ;» are energy dependent and therefore
the delta functions in Eq. (2.42) can be rewritten as

5(1€Z,l/ - kl,l’) == 6(}9[’[/ (E/) - kl’l/ (E)) (2.43)
By using the following property of the delta function,

5(E' - E)
Ok (E")
OE'

2
=5(F' - E) h*kl’l (2.44)
Mg 1,11

S(kiy (B — ki (E)) =

E'=FE

The probability density of a wavefunction is determined by

+oo
/ dz *(x, E'V(x, E) =

b2k,
*
e,l

>N m

w6(E' — E) [Nal [an/qn{ﬂ“w VB (B)+ FL) (B (E) )

2
+Cp . Ch F<i>*(E>1~3<ﬁ;)(E)g1 kl] (2.45)

e,l’
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Comparing the right hand side of Eq. (2.45) with that of the normalization
condition Eq. (2.31), the normalization factor is thus obtained by

1

INa| =

* +)* + —)* -
CtyCon { F (EVE (B) + K" (B)F,) (B) |

n L

B2k

l'm *
’ mc,l’

1
QZ/ * (£)* (&)
mn Oy Cv By (E)E ) (E)
(2.46)
Note that the above normalization method of wavefunction works well for
bound states. For quasi-bound states, this normalization can not resolve the
problem of unphysical solutions appearing due to the imaginary component
of the calculated energies. We therefore propose an alternative approach to
circumvent this problem, which is described in the subsequent section.

Constant density normalization method

In the previous section, we determined the normalization of the trap
wavefunction. However, for quasi-bound or free states the energies associated
with the trap are points in a complex plane, where the complex components
are related to the life times and determine the energy-width of the line shape
function of a resonant state. However, this complex component can result
in an unphysical exponential modulation of the plane wave amplitude of the
wavefunction in the asymptotic regions. We therefore, propose a constant
density normalization to mitigate such unphysical solutions.

In this normalization approach, we first artificially replace the imaginary
component of the determined trap energies with zero, which will circumvent
the exponential modulation due to the imaginary component. Consequently, we
assume that the E' — k relation in the asymptotic region is linear in the range
of trap levels of interest, to obtain a reasonable comparison of the probability
densities at different energies, which is needed for quantifying the broadening of
a trap state discussed in the next section. With the previous assumption that
k| (ky,k.) = 0, and the typical proportionality |E — Ey,| ~ k* (with E, a band
extremum), this hypothesis suggests that the energy window of interest is far
away from the material’s band edge in the lower-potential asymptotic region.
Under these assumptions, the state density at different energies is constant in
the lower-potential contact region. Therefore, the wavefunction densities are
normalized to this constant state density and we term such normalization as
constant density normalization method. Later, it has been verified that when
using this approach, the broadness of the peaks varies smoothly and continuously,
in a physically consistent way, which justifies the procedure used. Note that
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Figure 2.2: The electrostatics of a MOSCAP biased in accumulation shown
with an inset of a zoomed-in version of the oxide trap configuration. The
wavefunctions are shifted along the y-axis for the illustrative purpose of showing
the behavior of the oxide trap wavefunction in the trap region and in the
asymptotic regions. The unphysical exponential growth of the wavefunction
(red) obtained with the delta normalization is indicated by a magenta circle,
where as the wavefunction obtained with the constant density normalization is
indicated with green.

this constant density normalization does not provide an absolute normalization,
but rather a relative comparison between wavefunctions at energies sufficiently
far from the band edge.

Application of the normalization methods

The differences in both of these normalization methods is depicted
in Fig. (2.2), which compares the wavefunctions normalized with the
aforementioned methods. For a delta-type normalized wavefunction, the
unphysical exponential rise in the amplitude at the extreme contacts (asymptotic
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Figure 2.3: The flowchart depicting the numerical procedure of finding the
trap level and FWHM spectral range.

regions), indicated by the magenta circle, is due the imaginary component
in the trap energy E;. However, the constant density normalization is able
to circumvent such unphysical solutions, which can be seen with a constant
wavefunction (green colored) amplitude at the contacts, particularly in the lower
potential region of the far right contact.



NUMERICAL PROCEDURE 41

2.2 Numerical procedure

In the previous section, we described the theory of determining the
trap energy level and the normalized trap wavefunctions. To estimate these
physical solutions, we propose a numerical implementation procedure described
by the flowchart in Fig. (2.3). We start by a discretization of the 1D
heterostructure using a finite difference (FD) scheme, in which the potential
energy is replaced by a combination of the trap potential V;(z) and the
electric field F' (V(z) = Vi(z) — egF(2)z). In our study, we limit ourselves
to the different cases of a semiconductor trap, which is configured with a
one dimensional single quantum well having the same effective mass as the
surrounding semiconductor, while a MOS capacitor (MOSCAP) system is
used for analyzing oxide traps. The traps are assumed to be invariant planar
structures in the other two (y, z)-dimensions. The initial set of conditions for
the unknown functions FlAi(lﬂ) are found in Eqgs. (2.9). These initial conditions
are used to determine the basic functions, while making use of the IVP of
Egs. (2.6), by applying the Runge-Kutta method of solving coupled differential
equations. Subsequently, the basic functions are used to construct the modified
transfer (M) and the spectral Jost (Js,) matrices.

The energy range of interest, which covers the entire range of the
electrostatic potential of a trap configuration, is an input to the solver. The
characteristic roots of the asymptotic Jost matrix system (Js,) can efficiently
be determined from Eq. (2.23) using the iterative Newton-Raphson method and
represent the trap energy level E; (see Figs. (2.2) and (2.4)). The correctness
of the proposed numerical scheme is in agreement with the spectral states and
their corresponding wavefunctions (without applying any normalizations) of the
heterostructures described in literature [66, 69].

The broadening of a spectral state at high electric field is anticipated.
The solver is therefore extended with an optimization routine to determine the
broadening of the trap energy state at high fields. The solver requests for this
routine only if the maximum probability density of the wavefunction within the
trap region has reduced with less than 50% at 1 peV from the extracted energy
E;.

In the optimization routine, a comparison is made between the
wavefunction probability density peak inside the trap regions. The energy
interval corresponding to full-width half-maximum (FWHM) is determined.
During this optimization routine, the constant density normalization method is
employed to compare the probability densities for a quasi-bound system. For a
bound system, the delta normalization is used.
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Figure 2.4: The electrostatic potential (solid black), the characteristic level
(B¢ = -0.002 V) and the corresponding wavefunction of a square well 2 nm-
wide trap configuration in a 30 nm long Ing 53 Gag a7 As region at 100 kV/cm

electric field strength. EF is the energetic difference taken between Ec and Ey
at the trap center.

2.3 Electric field effects: Level shift and broaden-
ing

In this section, we apply the aforementioned method of determining the
trap level (see Sections 2.1 and 2.2) in different cases of semiconductor and

oxide traps. Further, we examine the electric field-induced effects of a trap
level.

2.3.1 Semiconductor traps

The effect of a TFET-like source-channel junction field on the trap is
examined with different quantum well configurations in a uniform electric field.
The characteristic bound state and the corresponding wavefunction of the
square well (SW) trap structure at low uniform electric field (F = 100 kV/cm)
is illustrated in Fig. (2.4). A 30 nm long section of Ing 53Gag 47As is considered.
The arbitrarily chosen well depth and width are 0.5 eV and 2 nm, at zero-field
conditions, respectively. The first bound state of the system is at 169 meV from
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Figure 2.5: (a) The electrostatic potential and the characteristic sub-levels
specifying the lower and the upper bounds of full-width half-maximum spectral
range (EM% ~ -1.008 eV, EF ~ -1.08} ¢V and EV =~ -0.962 ¢V) , (b) The

wavefunctions corresponding to the trap levels of (a), for a 2 nm-wide SW trap
in a 30 nm long section of Ings3 Gag 47 As.

the top of the conduction band (E;=169 meV) and could describe a shallow
acceptor-like trap.

The sharp low-field energy level depicted in Fig. (2.4) spreads into a
spectral range [El, EU] at 750 kV /cm field strength as illustrated in Fig. (2.5)(a).
The densities in correspondence with the levels EMa* EL and EU are shown in
Fig. (2.5)(b). It is apparent from the comparison of Figs. (2.4) and (2.5) that
this spread in spectral states can be associated with the tunneling of the trap
wavefunction into the adjacent lower potential region (right side in Fig. (2.5)).

The electric field is further varied from 0 to 3 MV /cm for the SW trap
configuration in Fig. (2.4). The resultant plots show the trap level shifts against
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Figure 2.6: Trap level shift and broadening determined as a function of
electric field strength for the 2 nm-wide SW of Fig. (2.4). The closed and the
open symbols represents the localization and the non-localization of the trap-level
Ey in the SW trap region.

the respective fields in Fig. (2.6), where the level shift is calculated as the
difference between the zero-field trap level E; and the non-zero field trap level
EF. From Fig. (2.4), the trap level Ef is the energetic difference between
Ec and E;, determined at the trap center. The shift of the upper bound of
the FWHM spectrum, most probable level (Max) and the lower bound of the
FWHM spectrum (L) and (U) are also shown in Fig. (2.6).

The level broadening for the above trap configuration increases with
electric field (see Fig. (2.6)), which is attributed to a reduction in potential
barrier and therefore an increase in tunneling-of trap wavefunction into the
continuum states of the lower potential region. Moreover, the curve symbols
change from closed to open when the probability density of the level becomes
marginally peaked (less than or equal to) in the trap SW compared to the
probability density peaks outside of the trap SW, which occurs when no energy
barrier is left at one side of the trap and hence, the wavefunction becomes
non-local. Note that the maximum density energy level need not be at the
center of its FWHM spectrum, as it is apparent from Fig. (2.6).

The comparison of the level shift lines for a reduced width SW and a
Coulomb well (CW, which represents the configuration of the trap system in
semiconductor devices by a Coulomb potential) with the previously defined 2nm
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Figure 2.7: Electric field-induced level shift and broadening for the 2 nm-
wide SW, 1 nm-wide SW and the CW trap configurations. The open symbols
represents the non-local trap states. The inset depicts the described trap
configurations at zero-field condition and the wavefunction probability densities
for the indicated trap levels Ey.

wide SW (Fig. (2.4)) is illustrated in Fig. (2.7). Note that the energetic depth
EF increases (see Fig. (2.7)), when both the depth and the width of the trap well
increases. The energetic distance from the quantized energy level E; (in the inset
of Fig. (2.7)) to the bottom of the well increases with decreasing trap width and
increasing trap depth. However, the different trap configurations in Fig. (2.7)
are defined such that their zero-field trap energy levels E; are identical (see the
inset of Fig. (2.7)). It is evident that the level shift and the level broadening
depend on the barrier type. The 1 nm- wide trap has an increased effective
barrier width and therefore, a smaller level shift is noticed than the 2 nm-wide
trap. The Coulomb trap encounters a hyperbolic barrier which is smoother than
the triangular barrier of SWs in an electric field. This results in a reduction of
the effective barrier and hence, it shows a larger level broadening than that of a
SW. The impact of the well-known barrier lowering (Poole-Frenkel effect) [47]
can also be noticed as the early out-shift (open symbols) of the CW trap level
compared to the SW level, which is apparent from Fig. (2.7). Therefore, the
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Figure 2.8: A PolySi/SiOs /p~ Si MOSCAP with an ozide trap in accumulation
with an inset of a zoomed-in view of the conduction band energy. The oxide trap
s configured as a 0.5 nm wide and 3.55 eV deep SW and is located at 0.25 nm
from the SiOs /p~ Si interface. The trap exhibits broadening as shown with the
varying probability densities in the trap region.

specific choice of the 1nm? wide SW trap potential [72] in device electrostatics
(see NEGF based TAT model in Section 1.5.1) may have a quantitative impact
on the predicted TAT current.

2.3.2 Oxide traps

The numerical procedure of the trap spectrum extraction (Fig. (2.3)) is
now employed to find the intrinsic characteristics of oxide traps in a MOSCAP
system in the presence of an electric field. In particular, we examine the traps
in PolySi/SiOy/p~Si and Al/HfO5/p~Ing 53Gag 47As MOS heterostructures. In
these structures, the substrate is doped with 107 at/cm® p-type concentration,
while the substrate depth and the oxide thickness are 175 nm and 4 nm,
respectively (see Figs. (2.8) and (2.9)). The trap in the oxide is configured with
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Figure 2.9: A PolySi/SiOy/p~ Si MOSCAP with an oxide trap in inversion
with an inset of a zoomed-in view of the conduction band energy. The oxide
trap is configured as a 0.5 nm wide and 3.55 eV deep SW and is located at
0.25 nm from the SiOs /p~ Si interface. The trap state is a fully localized bound
state. The higher amplitudes of the wavefunction, right before entering into the
conduction band, could probably be related to the interference process occurring
between the incident and the reflected elements of the wavefunction.

a constant 0.5 nm wide SW. These MOS structures are biased from accumulation
(Fig. (2.8)) to inversion (Fig. (2.9)).

In the PolySi/SiOs/p~Si MOSCAP system, the 0.5 nm wide SW type
trap configuration is located at 1 nm from the SiOs/p~Si interface in the SiOs
(see Fig. (2.8)). The depth of the well is varied from 2.05 €V to 3.55 eV with
reference to the SiOy conduction band edge. This combination of the MOS and
the oxide trap structure is subjected to external applied biases. The results of
field-induced trap level shifts and broadenings are plotted against the oxide field
strength in Fig. (2.10). It is apparent from this figure that the level shifts and
level broadenings are low in comparison to those of the semiconductor traps
of Fig. (2.7). This is due to the higher effective mass and barrier heights in
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Figure 2.10: Lewvel shift (solid) and broadening (dashed) as a function of
oxide electric field strengths for the 0.5 nm-wide SW ozide-trap configuration in
the PolySi/SiOs/Si MOSCAP system. The traps are configured with varying
well-depth and are positioned at 1 nm from the oxide-substrate interface.

the oxide (E; >2 eV, m§;o, =~ 0.5mg) [73] compared to the semiconductor trap
configurations (£;=0.17 eV, mj,qaas = 0.043my).

The levels shift in opposite direction to inversion, when the MOSCAP is
biased in accumulation. The combined effects of the lowering of the substrate
conduction band minimum (CBM) and lowering of the effective barrier height
determine the negative level shift with increasing accumulation, which is shown
in Fig. (2.8). In contrast, the rise of the substrate CBM and the barrier height
(see Fig. (2.9)), results in the positive level shift of the trap level with increasing
depletion. The data in Fig. (2.10) also show that the level broadening exhibits
an inverse dependence with the depth of the trap level, which is obvious since
deeper traps allow for less leakage.

The impact of the location of the trap with respect to the oxide-substrate
interface is presented in Fig. (2.11). The trap is configured with a constant
0.5 nm wide and 3.05 eV deep SW inside SiOs. The position of the trap is
varied in the range of 1.75 nm-0.25 nm from the SiO»/p~Si interface. It is
apparent from Fig. (2.11) that the level shifts and broadenings depend on the
tunneling of its wavefunction through the tunneling barrier: these field-induced
quantum effects are more pronounced when the trap is positioned closer to the
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Figure 2.11: Lewvel shift (solid) and broadening (dashed) as a function of
oxide electric field strengths for the 0.5 nm-wide 3.05 eV deep SW oxide-trap
configuration in the PolySi/SiOs/Si MOSCAP system. The trap-level is at
around 1 eV above the substrate conduction band edge at flat-band wvoltage
condition. The traps are positioned at varying distance from the oxide-substrate
interface. The traps near to the oxide-substrate interface show significant level
broadening. The black dashed box indicates the transition from quasi-bound to
bound systems.

SiO5/p~Si interface.

Note that these traps are configured such that the trap level is fixed to
be around 1 eV above the substrate CBM at zero-field condition and could
correspond to trap energy levels related to the neutral-type three fold-Silicon
defect pair found in SiOs [74]. As the bias brings the MOSCAP more in
depletion, the trap level moves closer to and eventually below the substrate
CBM, as can be seen from Fig. (2.9). From the latter bias condition on, the
trap level is fully localized (from a quasi-bound to a bound state as indicated
in Fig. (2.11)) and the level broadening disappears. The level values in the
quasi-bound to bound transition region indicated with a black dashed box
are not reliable, as the approximation of fixed state density (constant density
normalization at the lower potential contact region) no longer holds close to the
conduction band edge. Hence, the comparison between the trap energy levels is
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Figure 2.12: Lewvel shift (solid) and broadening (dashed) as a function of
oxide electric field strengths for the 0.5 nm-wide SW oxide-trap configuration
in PolySi/SiOs/Si and Al/HfOs/InGaAs MOSCAP systems. The traps are
configured with 3.05 eV and 3.5 eV well-depths and are positioned at a firved
distance of 1 nm from the ozide-substrate interface, respectively. The trap-levels
in both MOSCAP systems are at 1 eV above the substrate conduction band edge
in flat-band voltage condition. The trap in Al/HfOs/InGaAs exhibits substantial
broadening compared to PolySi/SiOs/Si MOSCAP systems. The quasi-bound to
bound transition region is indicated with a black dashed box

no longer straightforward. The kinks observed in the depletion regime of the
0.25 nm spectral line, are due to the coupling between the quantized-inversion
states and the localized trap state in the substrate.

The oxide trap level characteristics also depend on the oxide material
parameters such as the effective mass. One such example is illustrated in
Fig. (2.12). With the 1 nm position away from the oxide-semiconductor interface
of a 0.5 nm wide SW trap, the trap well-depths for both MOSCAP systems
in Fig. (2.12) are varied such that the energetic distance of the trap levels
from the corresponding substrate conduction band edge are identical at zero-
field condition. Note that the trap level in the Al/HfO5/InGaAs MOSCAP
is arbitrarily fixed at 1 eV (above the substrate conduction band edge under
flat-band voltage conditions) to allow for a relative comparison of the field-
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induced effects with respect to a similar trap level (related to neutral-type three
fold-Silicon defect pair [74]) in the PolySi/SiO2/Si MOSCAP system.

The substantial level shifts and broadenings of the Al/HfOs /Ing 53Gag 47 As
MOSCAP system can be attributed to the lighter electron effective mass
(Mitro, = 0.11mg, M gaas = 0.043mg) than in PolySi/SiO2/p~Si (mg;o, =~
0.5mg, m§; =~ 0.09mg) [73]. The gradual disappearance of the level broadening
in the depletion region and the corresponding inter-state coupling (between
the bound trap and the bound substrate states) for Al/HfOs/Ing 53Gag 47As
MOSCAP system can also be noticed in Fig. (2.12). Moreover, Figs. (2.11) and
(2.12) suggest that the field-induced trap level broadening (a few 100meV) is
smaller in magnitude than the defect-bands (a few 1000meV) formed due to the
intrinsic variability in the local environment of a defect site in amorphous (or
poly-crystalline) oxides [74].

However, it is also evident from the Figs. (2.8), (2.11) and (2.12) that the
system of substrate and oxide trap potentials are strongly coupled, which is
visible in the form of an increased tunneling of the trap wavefunction into the
substrate and the substantial broadening of the trap states. This implies that the
Bardeen approximation [60, 61] of decoupling the total system into independent
partial systems of substrate and trap potentials is no longer accurate not only
for the trap potentials near the oxide interface in PolySi/SiO/p~Si MOSCAP
system but also for the Al/HfO2/Ing 53Gag 47As MOSCAP system. As a result,
the tunneling transition rate in the eNMP recombination model, which is based
on the Bardeen approximation (see eNMP based TAT model in Section 1.5.2),
requires an appropriate correction.

2.4 Impact of field-effects on the emission rate

The field-induced level shift and broadening could impact the prediction of
trap related capture and emission rates in semiconductors and oxides, as well as
the calculation of TAT currents. One example is shown in Fig. (2.13)(a)-(d) for
both thermally-assisted (Fig. (2.13)(c)) and structural-relaxation (Fig. (2.13)(d))
based TAT models, which also graphically depicts the TFET electrostatics during
the off-state. For the indicated mid-gap trap, the high doping concentration
in the TFET source exhibits a strong band bending and thereby can result in
an apparent trap spectrum (Fig. (2.13)(a)-(b)) as opposed to the presumed
sharp trap level in literature [75, 46] (E;). As illustrated in Fig. (2.13)(c), the
lower bound of the spectrum can be responsible for larger TAT currents in
TFETs, this is, as the carriers can advance through this spectrum with higher
probability since capture requires less thermal energy for a TAT event (n < m),
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Figure 2.13: Graphical illustrations of (a) n-TFET, in which orange, grey
and green colors show n-type, intrinsic and p-type semiconductors, respectively.
The trap is presented as a circle at the source junction. (b) Band diagram with
a trap state at the indicated cross-section z — 2" of Fig. 2.13(a), with the focused
regions representing the impact of electric field on the TAT in the off-state of
a simple p-i-n TFET for (c) the thermally-assisted TAT models and (d) the
structural relazation based TAT models, respectively.

where (m,n) are the number of phonon required for a TAT process in the
thermally-assisted TAT models (described in Section 1.5.1).

For the structural-relaxation based models, the field-induced broadening
will result in a spectrum of the configuration coordinate (CC) representation
of a trap (illustrated in Fig. (A.1) and in Fig. (2.13)(d) with level broadening)
rather than a discrete trap CC representation (see Fig. (1.5)(g)), whereas
the trap level shift will result in a correction of the energetic distance of the
trap’s non-equilibrium CC relative to its equilibrium CC representation. The
combination of these two field-effects can result in the correction of capture and
emission barrier heights in relaxation based TAT models and eventually can
lead to increases in capture and emission rates. However, these assumptions
would require an efficient tunneling process of the TAT event. We expect that
these assumptions, which are based on the field-induced effects of traps, could
probably result in higher TAT currents than those calculated with the existing
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semi-classical TAT models.

In this section, we present initial steps towards a TAT calculation by
determining the semi-classical average emission rate from a trap in the presence
of an electric field. In TFETSs, the TAT current associated with a specific trap
state is proportional to its emission rate. We follow the work in literature [47]
describing the field-dependent emission rates, as it is used in determining TAT
currents in the field enhanced thermal ionization model (the Hurkx’s TAT model
described in Section 1.5.1). In this Section, the phonon-assisted emission rate
formula for the SW and the CW are modified to account for the field-induced
quantum effects on the trap level. In particular, the broadening of the trap
level is implemented as a summation of emission rates weighted with probability
density and normalized with the total sum of the probability densities of all
sub-levels in the spectrum, whereby the spectrum is linearly discretized.

For the SW type semiconductor trap configuration, this results in the
following average emission rate (e,r) in the presence of field-induced quantum
effects (see also Fig. (2.14)(a) for symbols use)

U 3B, }
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—E; 2 E,— Ei,
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and where €2° (= 0,0 (vin) NSog) is the zero-field emission rate coefficient, 0,0
is the zero-field capture cross section, (v4y,) is the average thermal velocity of the
carrier, NSOS is the effective density of states in the conduction band, x,, is the
probability density peak value for the trap sub-level E, (z, being the position
of the peak), E, is the trap sub-level at the trap center measured from E¢, 6E,
(= E; — E,) is the trap sub-level shift compared to the zero-field value, Ey, is
the net thermal energy which the carrier uses to emit from the trap, kg is the
Boltzmann constant and T is the temperature. In Eq. (2.47), the exponential
pre-factor (exp {0E,}) reflects the dependence of the emission rates on the level
shift and the summation over u denotes the impact of broadening.
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Similarly, the average emission rate for the CW type trap can be extended
as
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(2.48)

In Eq. (2.48), the barrier lowering <6E1-PF = eq\/eqF/ﬂe,.eo) [47], responsible
for the Poole-Frenkel mechanism is unvaried with respect to the described effects.
In the expression of JEI'F| ¢, and ey represent the relative permittivity of the
host material at high frequency and the vacuum permittivity, respectively.

The average emission rates of Eqgs. (2.47) and (2.48) are applied to the Cr
acceptor impurity [47] with 0,0 = 107 *cm? in GaAs (see Fig. (2.14)(a)). This
trap is configured as SW and CW (—ZeZ /4me,.c0 |2|) with Z = 1, eGals = 12.9¢.
The ionization energy of this impurity in GaAs is 0.8 eV and is considered
to be the ground state of an isolated trap (E; = 0.8 eV) [47]. Therefore, the
SW is described with an approximately one lattice constant (0.6 nm) wide and
2.4 eV deep configuration, while the CW is configured as a 0.6 nm wide at the
bottom and 2.8 eV deep hydrogenic well. Fig. (2.14) replicates the results of
phonon-assisted emission rates [47] at room temperature (300K), superimposed
with the average emission rates of Eqgs. (2.47) and (2.48). Considering only
the impact of the level shift first (replacing the summation of p with Max in
Eq. (2.47)), the average emission rates are marginally impacted compared to the
emission rates of the fixed Cr level for the SW (dotted violet and green emission
line in Fig. (2.14)). The combined effect of level shift and spectral broadening
can further enhance the average emission rates for both trap configurations.
This increase in average emission rates is most pronounced in the high-field
region and is negligible below 1 MV /cm.

The enhanced average emission rates above 1 MV /cm field strengths in
Fig. (2.14) suggest that the approximation of constant field-enhanced factor
between the emission rates and the carrier density of states, used in the Hurkx’s
TAT model discussed in Section 1.5.1, can no longer be accurate in determining
TAT currents, because the field enhanced carrier density of state equation has a
similar formula as the field dependent emission rate[47], when it does not account



IMPACT OF FIELD-EFFECTS ON THE EMISSION RATE 55

N T CW E 10" Spectrum-CW
— SW = Spectrum-SW
/\h~ Fixed Level-CW
E \wfj 010 Fixed Level-SW
ol VT e Max Shift-SW
A :f ]
z 5 10°F -
() R7) 5 -
= 2 [ ]
[Sa] E - r
[Sa} - -
-4+ 41 © 10°%F T
o0
@ = £
—
2 F 3
| L | L | SJ 10_2 » : i \ I . E
2 15 18 102 107! 10° 10"
] Field Strength [MV/cm]

X [nm
(a) (b)
Figure 2.14: (a) The Cr acceptor type trap configured as a SW and CW,
(b)Replication of the emission rates outlined in Ref.[{7] on a different scale,
along with the derived intrinsic impact of the field on the emission rates. The

field effects are reflected as the increase in the average emission rates as can be
seen from the level shift-only (dot) and the spectrum based solid lines.

for the field-induced broadening and level shift. However, in Schenk’s TAT
model discussed in Section 1.5.2, there is a provision to include field-induced
level shift and broadening by retaining the electric field term in the description
of the trap state Eq. (1.10), which could result in a local density of trap states
in contrast to the assumed single bound state.

The emission rate equations Eqgs. (2.47) and (2.48) are limited to the
triangular and hyperbolic barriers, respectively. In addition to this, the effective
density of states into which the trap states can leak is assumed to be an abundant
continuum of free states. However, the oxide-traps in a MOS capacitor system
experience finite-width trapezoidal-like barrier structures. This example is
illustrated in Fig. (2.15). For a SW-type oxide trap configuration of Fig. (2.15),
the trapezoidal barrier can be treated as the combination of a triangular-type
barrier and a fixed-width barrier. This results in the following emission rate
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Figure 2.15: Graphical illustration of the field enhanced emission mechanism
in a finite-width barrier type structure. The trapezoidal barrier is treated as a
combination of a fized-width type and a triangular-type barrier with a common
thermal ionization energy E,..

expression for a fixed trap level [47]:
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(2.49)

where L; is the tunneling length for a fixed-width barrier, F, is the energy at
which the triangular barrier changes into a fixed-width barrier (see Fig. (2.15))
measured from the oxide conduction band edge and at the center of the trap.
The first integral of Eq. (2.49) corresponds to the emission through a triangular-
type barrier. The emission through a fixed-width barrier is given by the second
integral term of Eq. (2.49). This fixed-width barrier emission is based on the
standard WKB-approximation for the tunneling probability through a finite
barrier. In this integral term, the tunneling through a barrier is assumed to
occur with an average imaginary wavevector (K%' in Fig. (2.15)) corresponding
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to the value of the imaginary wavevector at the center of the barrier. The
field-induced level shift and the broadening is now added into Eq. (2.49) and
results in the following average emission rate:

X X
(enr) _ p=L ! kT

ey’ ZXH
n
E,/kpT ( &
) 4./2m*(kgT
_ ¢3/2 e—B
X 1+ / d§exp{§ £ ( S0 hF )}
0
E,/ksT
FL\Y? (2Li/2m*kgT
+ / A€ expl e — (€4 Sam i il Sl (2.50)
2%kpT h
E,./ksT

Note that Eq. (2.50) is used for finding the oxide trap emission rates which
exhibit level broadening at zero-field condition, whereas Eqgs. (2.47) and (2.48)
assume a sharp trap level for the semiconductor traps at zero-field condition.

The field dependent average emission rates based on Eq. (2.50) for the oxide
traps of PolySi/SiOy/p~Si and Al/HfO2/Ing 53Gag 47As MOSCAP structures
with 0,0 = 107%cm? at 300K are shown in Fig. (2.16). The lower and the
upper branch of each of the emission rate lines in Fig. (2.16) correspond to
respectively the depletion and the accumulation electrostatic domains of the
considered MOSCAP structures and reflects the impact of the effective barrier
width towards the substrate. The different cases of the trap configuration are
identical to the ones of Figs. (2.10), (2.11) and (2.12). Comparison with the
fixed-trap level emission rate (determined with Eq. (2.49)) shows negligible
difference (which is not visible on the order of magnitude of Y-axis limits),
implying that the level shift and broadening have a negligible impact in the
considered parameter space.

From Fig. (2.16), the typical decrease of average emission rate with the
increase in trap energetic depth can be noticed. For the case of varying distance
of the trap level from the SiOy/ p~Si interface, the increase in emission rates
with the decrease in barrier width is quite apparent in this figure. The effect
of the decrease in tunneling length tends to decrease the split between the
accumulation and depletion branches of emission lines. Additionally, it is found
that an around 5% increase in average emission rate for the HfO5 trap compared
to that of SiOs, which can be related to the correspondingly lower effective
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Figure 2.16:  FElectric field dependent average emission rates at 300K
as a function of oxide electric field strengths for different instances of the
0.5 nm-wide SW oxide-trap configuration in the PolySi/SiOs/Si and the
Al/HfOs/Ing 53 Gag.arAs MOSCAP systems. The increase in the average
emission rates for MOSCAP systems is negligible in comparison with that
of semiconductors.

mass in Eq. (2.50). Also for the HfO; MOSCAP configuration, the differences
in the trap level shift and broadening (see Fig. (2.12)) have a negligible impact
on the emission rates.

Even though the emission rate model (Egs. (2.49) and (2.50)) has the
potential to include any trap-type configuration, it lacks the ability to account
for the relaxation effects [75, 46, 73] associated with the trapping dynamics.
However, this study provides a reference framework for the expected level shifts
and broadenings, which could be incorporated into the effective capture and
emission barrier heights in models including the relaxation effects [75, 46, 73].
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2.5 Conclusions

In this chapter, we explored the implications of high electric fields on
the characteristic trap energy level. We defined the normalization method to
circumvent the problem of unphysical wavefunction amplitudes at the trap
location due to the complex part of the spectral energy states. For the planar
semiconductor and oxide traps in a one-dimensional structure, we outlined the
numerical procedure to capture the field-induced level broadening, which is
typically hundreds of meV for the former and tens of meV for the latter at
electric fields of 2 MV/cm. The amount of broadening is sensitive to the chosen
trap configuration and may have a quantitative impact on the calculation of
the TAT current in the existing NEGF-based TAT models.

The field effects are implemented in the existing semi-classical emission
rate formalism. We found that the field-induced quantum effects can increase
the emission rates of a semiconductor trap level at high electric field, while the
impact for the oxide traps is much smaller due to the higher effective mass and
higher barrier heights than those in the former. The field-induced quantum
effects for the trap level and the associated emission rates enhancement in a
semiconductor device depend on the combined influence of the field strength,
trap charge state (neutral, donor or acceptor trap), trap position, tunneling
barrier type and the host material parameters. It is expected that the broadening
predicted in our chapter will impact the TAT current calculations of the existing
semi-classical TAT models and therefore, a more rigorous QM based calculation
of TAT is required.

The key findings of this chapter have been published in Journal of Applied
Physics [1].






Chapter 3

Phonon-assisted tunneling
current formalism

In the previous Chapter 2, we presented a comprehensive study of the
impact of electric field-induced quantum effects on the traps and on their
emission rates. We determined that the traps in semiconductors and in oxides
exhibit a trap level shift, which depends on the barrier type. We further
presented that the traps exhibit a trap-level broadening due to the tunneling
of the wavefunctions into the continuum states of the lower potential region.
Consequently, these effects increase the emissions rate of a semiconductor trap,
specifically at operating electric fields of TFETSs, and suggest for the modification
of existing TAT models to accurately calculate the TAT currents. Owing to such
importance of quantum effects on traps, a quantum-mechanical based model of
TAT is required. Since phonon-assisted tunneling (PAT) is an essential element
in the TAT process in a semiconductor devices, it can be studied separately,
while assuming the absence of traps in the devices studied. As an initial step
towards an accurate description of TAT in semiconductor devices, we therefore
present in this chapter, a formalism to calculate the phonon-assisted tunneling
(PAT) current, specifically for bi-dimensional semiconductor devices having two
finite dimensions and an infinite third dimension.

In literature, there are different frameworks of determining quantum
transport in semiconductor devices, such as the Landauer-Biittiker method,
Fermi’s Golden rule, the density matrix approach and others. In the Landauer-
Biittiker method, the transport is determined with the effective transmission
probability of a carrier injected from an initial to a transmitted final state,
whereas Fermi’s Golden rule determines the transport with the effective
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transition rates (from an initial to a final state). Although both of these
frameworks are similar, they are incomplete as these frameworks need not
necessarily include all the transition (interaction/scattering) processes. However,
these frameworks can be made complete by invoking the remaining transition
processes. For instance, these frameworks would require the additional terms
to account for the opposite PAT currents from final to initial state, and in
turn these frameworks would require the prior knowledge of all transition
inducing processes. In the density matrix approach, the transport (an observable
quantity) is determined from the statistical averages of the corresponding
quantum-mechanical operator, whereby the operator intrinsically includes all
transition inducing processes and makes the framework complete. Among
all the aforementioned frameworks, we prefer the density matrix approach in
formulating the PAT current density equation, due to its advantageous complete
framework and possible future extensions. In this chapter, we therefore present
the formulation of PAT current density based on the density matrix approach.

The structure of this chapter is as follows: we begin with the introductory
theory of many-particle physics to determine the statistical average of an
observable quantity in Section 3.1, which is essential in the formulation of the
PAT current equation in the subsequent sections of this chapter. In Section 3.2,
we derive the PAT current in the framework of second quantization, while
applying the quantum transmitting boundary method (QTBM) approximation.
Section 3.3 details the calculation of the electron-phonon coupling strength for
direct-bandgap materials in the framework of the envelope function description
of wavefunctions, in which we apply the low phonon wavevector approximation
for direct-bandgap materials. We determine the PAT current density equation
for bi-dimensional semiconductor structures in Section 3.4. Section 3.5 briefly
discusses the numerical implementation of the formalism followed by conclusions
in Section 3.6.

3.1 A many-particle description of electrons and
phonons

Since we will formulate the PAT current equation while using the QTBM
approximation, in particular the injection of electrons will be considered from
the semi-infinite contacts into the active region, it is necessary to determine
the statistical average of the single-electron or single-phonon state occupation
number operator in these contacts. For this purpose, we present the system of
non-interacting electrons and free phonons in this section.

Some of the formalism described in this chapter make use of the equilibrium
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statistical mechanics. We refer readers who are not familiar with the theoretical
concepts of equilibrium statistical mechanics. such as Fermi-Dirac and Bose-
Einstein statistics in the framework of grand canonical ensemble, to Appendix
B for a brief introduction.

3.1.1 System of non-interacting electrons

To determine the statistical average of a single-electron state occupation
number in the contacts, we first characterize these contacts as a system of NV
electrons. In general, the equation of motion of a N-electron system is described
by the following N-electron Schrédinger equation [76],

Her(r1,r2, ..., *N) Wy, 0, 08 (F1,T2, ..., TN)
= E \11791’1927.“’,9]\] (1‘171'2, ey I‘N) (31)

where H, denotes the N-electron Hamiltonian operator, ¥ represents the N-
electron eigenfunction and r;,?; are the position and the quantum (energy)
state of j*" electron, respectively. The probability distribution as a function
of the above representation of the N-electron wavefunction describes that an
electron, which is in the quantum state ¢, is probably located at position ry
and so on. In Dirac’s bra-ket notation, the N-electron wavefunction is defined
by [76],

Uy, 95,95 (T1,T2, ..., TN) = (r1,Te,...,vx[01,02,...,0N) (3.2)

Here, the N-electron wavefunction obeys the principle of indistinguishability of
identical fermions, in which the wavefunction is antisymmetric under particle
exchange (by interchanging either the two indices of position or of quantum
state). It also obeys the Pauli exclusion principle, in which no two electrons can
occupy the same state. In QTBM, where the contacts are usually described by a
constant potential and the electrons in these contacts are characterized by plane
wave like wavefunctions, we assume that the electrons under these conditions
can be treated as non-interacting particles. For such a non-interacting electron
system, the N-electron Hamiltonian splits into single-electron operators as [76]:

N
He(r1,r2,...,TN) :ZHel(rj) (3.3)

j=1

whereby H,) denotes the single-electron Hamiltonian operator. Correspondingly,
the N-electron wavefunction is simplified as the following product of single-
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electron eigenfunctions of Hy.

N N
\1119171927___7191\] (1‘1,1'2, .. .,I‘N) = H¢ﬁj (I‘j) ; FE = ZEﬂj (34)
j=1 Jj=1

where 1)y, (r;) is the single-electron eigenfunction of He. From Eq.(3.4), the
total energy is determined as the sum of the eigen energies of H. Note that the
above representation of the N-electron wavefunction (Egs. (3.2)-(3.4)), which
is known as the state representation or first quantization formalism, is rather
cumbersome to work with in practice. An alternative and succinct way of
representing the N-electron wavefunction, known as the occupation number
representation or second quantization formalism, incorporates the essential
information of many-electron states and is practically convenient to solve the
N-electron system in question. We make a clear distinction between these two
representations by introducing a “hat” over the operators in the occupation
number representation. Therefore, the N-electron system can be equivalently
represented by the following occupation number representation, in which the
occupation number of the single-electron states rather than the quantum states
themselves are used to describe the system [76]:

|191,192,...719N>E|n1,n27...> (35)

Note that the ordering of single-state occupation numbers in Eq. (3.5) is
always arranged in accordance with the ascending order of the quantum states.
Moreover, to conserve the total number of electrons, Eq. (3.5) must fulfill the
following condition,

> nyg=N (3.6)
v=1

where N is the number of electrons and ny is the occupation number of a
particular single-electron state ¥, which can either be 0 or 1 depending on
whether the state is unoccupied or occupied (from Pauli’s principle). Note
that in contrast to Egs. (3.3) and (3.4), the index in Eq. (3.6) counts over all
single-electron states, and no longer over all electrons. In occupation number
representation, the number of electrons N in a given system can be described
by [76]
o0
]vel [n1,m2,...) = N |ny,na,...) WithN:Znﬁ (3.7)
9=1
Since the occupation number ny of a particular single-electron state ¢ in Eq. (3.7)

is also an observable quantity, it can be defined by the occupation number
operator by the following equation [76],

Ny |n1,na,...) =nyg|ni,na,...) withng =0,1 (3.8)
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Subsequently, the equation of motion of the non-interaction system of electrons
(Eq. (3.1)) can be described in the following occupation number representation,

Het|n1,na,...) = Elni,na,.. ) withE =Y Eyny (3.9)
¥=1

Note that the occupation number vector |nji,ng,...) is a simultaneous
eigenvector of Egs. (3.7)-(3.9) and must satisfy the following orthonormality
condition, as the two state vectors are identical if and only if all the occupation
numbers ny are equal.

(n,ny, .. |ny,ng,...) = Ont i Oty - - (3.10)

Until now, we described the single-electron state occupation number operator.
To find the statistical average of a single-electron state occupation number,
which is presented in Appendix B, we first describe the method of determining
the statistical average of any observable quantity in the next subsection.

Statistical average of an observable

In this subsection we first present the approach of finding the statistical
average of any observable quantity in state representation followed by the
detailed description in the occupation number representation. In quantum
statistics and considering a system of non-interacting electrons, the statistical
average of any observable quantity, described by the operator O in state
representation, is determined from the following average of its quantum
mechanical expectation values weighted with the probabilities [76] o {0;1.{ 19;}:

<O>: Z Z Q{ﬁj},{ﬁ'j} <,l9/17 /27'“7 ?V‘Olﬁlv1927'--a’l9N>
D O, 0,0

(3.11)
where the set {1};} accounts for all N-electron states. In Eq. (3.11), the density
matrix elements o {0, }.{0:} represent the probabilities with which the quantum

it

mechanical expectation values ((97,75, ...,y O]91,7,,...,9y)) contribute
to the statistical average and are determined from “p” (also known as statistical
operator, ¢ will be determined at the end of this subsection) [76],

‘Q{ﬁj}v{ﬂ}} = <191,192,...,Q9N| Q|19’1, /2771%V> (3.12)

Substituting Eq. (3.12) into Eq. (3.11) and using the following completeness
property of eigen functions of Eq. (3.4) (also known as resolution of identity),

I= 3 |05 0 (91,05, O] (3.13)
O, 0%, 0
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the statistical average of an observable is simplified as the diagonal sum of the
QM expectation values of the observable quantity correspondingly multiplied
with the statistical probabilities, which is as follows:

<O>: Z <1917192)"'719N|QO|ﬁ1a1927"'719N>ETr(!QO> (314)
D1,92,..., 0N

In Eq. (3.14), the diagonal sum of expectation values is identified with a Trace
operator.

In occupation number representation, the statistical average of an
observable can similarly be derived and simplified using Egs. (3.5), (3.11)-
(3.14). This results in:

1

Oy= Y <n1,n2,...|§6|n1,n2,...>ETr(@@) (3.15)

n1,ng, =0

1 11

where > represents the abstract notation for ( >SS ) In
ni,na, =0 n1=0n2=0

general, the Gibbs entropy of a system is obtained from the density matrix

operator g by,

S = —kpTr (glog o) (3.16)

where kg is the Boltzmann constant. In a grand canonical ensemble, the total
number of electrons is not fixed, and instead it can vary by the exchange
of particles with an external reservoir characterized by a constant chemical
potential p. In this framework, the density matrix (in occupation number
representation) is obtained by maximizing the entropy of Eq. (3.16) [76] with
the following constraints:

(Net) = Tr (6N

(E) = Tr (ﬁﬁel) (3.17)

such that the average energy and the average particle number have a fixed value
under constant temperature 7" and chemical potential u, respectively. With
these constraints, the density matrix operator can be written as:

exp {—P (ﬁel - /J'Nel)}
Zel

el = (3.18)

whereby I' = 1/kgT, T is the temperature and Z is the grand canonical
partition function which ensures the conservation of the statistical probabilities
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(Tr (p) = 1) described by

Zg=Tr (exp {—F (7261 — ,u]\Afe1> }) (3.19)

Therefore, the statistical average of an observable, in occupation number
representation, can be obtained by using Eqgs. (3.15), (3.18) and (3.19), which
is fully described in Appendix B.

3.1.2 System of free phonons

In the framework of the grand canonical ensemble, the statistical average
of a single-phonon (energy) state occupation number is determined in a similar
way as it is for electrons. For the free phonons system, the equation of motion
is described in the occupation number representation as [76]

Hon [m1, ma,...) = Eyn |my,ma, ... (3.20)

where Epy, is the eigen energy of the free phonons system whereas the
Hamiltonian (of the free phonons system) splits into the summation over
the single-phonon Hamiltonian operators, which is described in the state
representation as follows:

M
Hpn(Q15 Qas- -+, Q) = ZHPh(Qj) (3.21)
j=1

whereby Q; denotes the normal coordinate representing an independent
vibrational mode of the lattice with wavenumber j, which is known as a normal
mode. The eigen energy (Epn) of the free phonons system is simplified as
the summation of the single-phonon eigen energies, which is described in the
following equation. The occupation number of a single-phonon state A counts
over all the natural numbers, which is due to the fact that the free phonons
wavefunction satisfy the principle of indistinguishability of identical bosons, in
which the wavefunction remains symmetric (unchanged) upon the exchange of
any two phonon states [76]. In other words, the principle describes that more
than one phonon can occupy the same single-phonon state.

(o) o0
Eon=»_ Exmx; M=) my;my=0,1,2,... (3.22)
A=1 A=1

Similar to electrons, we are interested in determining the statistical average of
a single-phonon state occupation number. It can be determined with Eq. (3.15),
while using Eqs. (3.20) and (3.22), which is presented in Appendix B.
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3.2 Derivation of the PAT current equation

In this section, we first present the system of electrons and phonons in
the framework of second quantization followed by the application of the QTBM
approximation. To allow for simulations of PAT current in III-V devices, we
follow the framework of Zener tunneling in indirect-bandgap semiconductors,
proposed by Vandenberghe etal. [77], to formulate the PAT current equation.
However, there are some essential differences between our formalism and the
formalism of Vandenberghe [77]. Vandenberghe works with uncoupled valence
and conduction bands, this is: the effective mass approximation has been used.
Since we work with a coupled-band system, it is not possible to use the same
split-up in valence and conduction band electrons, as Vandenberghe did. Instead,
we split the system of non-interacting electrons into subsystems of the left and
the right contact electrons, while imposing QTBM in the contacts. Moreover,
we include the phonon dispersion in formulating the PAT current equation
(later in Section 3.3), in contrast to the presumed negligible phonon dispersion
in Ref. [77].

For a system of non-interacting and boosted electrons, which is a system of
non-interacting electrons under the influence of externally applied voltage, the
many-electron Hamiltonian in the framework of second quantization is defined
by [78]

He = / dr &' (v)Hy 9(x) (3.23)

whereby 7/-Ze1 denotes the second quantization description of the many-electron
Hamiltonian H.; and He represents a single electron Hamiltonian, which includes
external electrostatic potential profiles. Note that we are not introducing
a different description of the many-electron Hamiltonian, as the second
quantization description of Eq. (3.23) is equivalent to the many-electron
Hamiltonian of Egs. (3.3) and (3.4). An operator that creates an electron
at a particular point in space r; for the system of non-interacting electrons
(Eq. (3.3)) is defined in second quantization as [78]

Oi(ry) =" e up (x) (3.24)

I
where the operator @ZT (rj) is also known as electron field operator and represents

a many-electron wavefunction. Similarly, an operator that annihilates an
electron at a particular point in space r; is defined as follows [78]:

U(r;) =D 1y (x5)e, (3.25)
9
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where é};j, ¢y, in Egs. (3.24) and (3.25) correspond to the creation and

annihilation operators for an electron in the " state, respectively, and are
defined by the inverse transformation of Egs. (3.24) and (3.25) as:

%z/@%me>

%zfm%me (3.26)

where wﬂj(rj) refers to the 19;]“ state single-electron wavefunction. Note that
the electron creation and annihilation operators must fulfill the following anti-
commutation relations, which manifest themselves the antisymmetric nature of
the many-electron wavefunction which results from fulfilling Pauli’s exclusion
condition and the principle of identical fermions indistinguishability [78].

{éﬁi’é:r?j} = 619i79j ) {éﬂi7éﬁj} =0; {é;rg77 éjg]} =0 (327)

where the indices 9;,19; can denote any single-electron state.  Using
Egs. (3.7), (3.8) and (3.26), the second quantization description of the electron
number operator defined in Eq. (3.7) is given by [78]

Na=Y"ch ey = i, (3.28)
J; 9;

where 79, represents the second quantization definition for the single-electron
state occupation number.

The second quantization Hamiltonian for the system of free phonons is
described by [78]
Hon = Y hwg, @l i, (3.29)
qur
where qv and wq, are the phonon wavevector and frequency of a particular
v-branch, respectively. The index v in Eq. (3.29) specifies the polarization
vector (longitudinal : €q, || ) or (transversal : €q, L q) as well as the phonon
branch (acoustic or optical). The phonon creation and annihilation operators
in Eq. (3.29) satisfy the canonical commutation relations, which are defined
as [78]:

|:d0hl/1 ’ a"22”2} = 50110125”1”2 ) {aﬁth ’ &QQV2:| =0 ; |:d2111/1 ’ a"22”2} =0 (330)

Similar to Eq. (3.28), the second quantization description of the phonon number

operator is [78]
M=Y al,dq, = g (3.31)
qv qv
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Figure 3.1: A schematic representation of a QTBM approximation, redrawn

from Ref. [79].

where Mg, denotes the second quantization definition for the single-phonon
state occupation number. We so far presented the description of a system of
non-interacting boosted electrons and free phonons in the context of second
quantization. In the next subsection, we formulate the PAT current equation
by applying the QTBM approximation.

A QTBM approximation

In QTBM [80], an electron (energy) state consists of a mode which is
injected from either of the two semi-infinite contacts into the active region
(refer to Fig. (3.1)) and which results in the reflection and the transmission
of the injected electron. Therefore, the state also comprises all the reflected
and the transmitted modes corresponding to the injected mode. However, we
identify a single-electron state with the wavevector k of the injected mode and
then split up the complete set of the electron states of the non-interacting
electron system in an a-set and a (-set, which correspond to the electron
states identified with the eigenstates of the left and right contacts, respectively.
These eigenstates therefore correspondingly determine the right-traveling (k)
and the left-traveling (kg) injected electron plane waves together with all the
corresponding reflected and transmitted modes. Substituting Eq. (3.24) in
Eq. (3.23) and including the possible combinations of creation and annihilation
operators for both contacts, while keeping in mind that all the electron states
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identified with eigenstates in the same contact are orthonormal ({(«|a’) = dna’)
[81] and in different contacts are orthogonal ({«|3) = 0), results in the following
Hamiltonian description of the system of the non-interacting electrons:

Ha= Bjele,+ > Eyehey =Ha+Hs (3.32)
o B

where E, and Eg in Eq. (3.32) correspond to the solutions of a single-electron
Schrodinger equation in the left and the right contact, respectively. The
electrons in each of the two contacts are exchanged with an external reservoir,
which is in equilibrium, thereby fixing the electro-chemical potential of these
contacts [80, 79].

The second quantization Hamiltonian for the system of both non-
interacting electrons and free phonons is described by a linear combination of
the system of non-interacting electrons and free phonons [78§],

Ho = Ha + ﬁph (3.33)

Since we are interested in the statistical average of the PAT currents resulting
from a time-dependent perturbation, as will be discussed later, we also describe
the density matrix of the system of electrons-phonons in the framework of
the grand canonical ensemble. As mentioned in Section 3.1.1 (Eq. (3.14)),
the density matrix allows to readily determine the statistical average of an
observable. For the combined system of non-interacting electrons and free
phonons, while ppn Mpy is approximately zero for the system of free phonons,
the density matrix in the framework of the grand canonical ensemble can be
determined from the generalization of Eq. (3.18) and results as:

e {—F (ﬁel — Nt + ﬁph>} (3.34)
¢ Tr(exp{—r (ﬁel _“ﬁelJrﬁPh)}) |

With the QTBM approximation, where we split the system of non-interacting
electrons into subsystems of the left and the right contact electrons (Eq. (3.32)),
and with the application of the particle number conservation, the total electron
number operator (described by Nej) can also be separated into the combination
of the left (]/\\791,,1) and the right contact <ﬁe1,/3) electron number operators
while characterized by the respective density matrices with electro-chemical
potentials 1, and pg. With these approximations, the density matrix of the
combined system of non-interacting electrons and free phonons is given by [77],

exp {_F (ﬁa - Maﬁel,a + 7:2[3 - Nﬁﬁel,ﬁ + ﬁph)}
zZ

~

0o =

(3.35)
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where 11, and pg represent the electro-chemical potential of the left contact and

the right contact, respectively, and the electron number operators ﬁcl,(a, ) are
defined in accordance with Eq. (3.28) by replacing (¢; = «, 8). In Eq. (3.35),
while applying the assumption of non-interacting electrons and phonons, the
partition function is defined by [77]

Z="Tr (exp {—F (ﬁa - /laﬁcl,a + ﬁﬁ - Nﬂj\\fcl,ﬁ + ﬁph) })
= Tr (exp {—F (ﬁa —~ uaﬁe1,a)} ® exp {—F (ﬁﬁ - uﬁﬁel,ﬂ>}

® exp {—F (ﬁph) }) (3.36)

Subsequently, the density matrix of the combined system of non-interacting
electrons and phonons reduces to the direct product of the density matrices
of electrons and phonons, while using the identity Tr (4; ® Ay ® A3) =
Tr (A1) Tr (A2) Tr (As), as follows:

. exp {—1" (ﬁa - Maﬁel,a>}
e [0 )

exp {—F (ﬁg — u/g]\Afew)}

o {_F (ﬁph) } (3.37)

® — — ® =
T (exp {=T (%o = poNas) ) | [T (e {1 () })
In abstract form, it is written as
00 = 0cl @ Oph = 0 ® 05 @ Oph (3.38)

In the framework of perturbation theory, the electron-phonon interactions
are introduced by adding the electron-phonon interaction Hamiltonian to the
combined system of Eq. (3.33), which is defined in second quantization by [77, 78]

Hint = Z |:go<,8qu égé(y <a’qy + d-r—qy):| + [gz,ﬁqy (&Lu + CA”—qu) éLéﬂ:| (339)
av

where g, 5, denotes the electron-phonon coupling (EPC) strength related to the

interband transitions mediated by electron-phonon interactions (see Section 3.3).

The steady-state phonon-assisted current can be calculated by taking the
statistical average of the rate of change of the number of electrons in either of the
contacts. As mentioned earlier, the number of electrons is given by the number
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operator (¥; = a, in Eq. (3.28)). In the framework of the density matrix
approach, the statistical average of the PAT current is therefore determined
by [77],
d ~
Iy = —e, lim th {’I&" (Na(t)g(t)) }] (3.40)

t—o0

with “0(t)” representing the time-dependent density matrix and where we use
tilde over IV and o as the notation to specify the time dependence of the number
and density matrix operators.

In Eq. (3.40), the electron-number operator N (t) is independent of time
as it commutes with the Hamiltonian #, and hence it reduces to Ny (¥;=ain
Eq. (3.28)). The density matrix is constructed by a recursive expansion of the
following von-Neumann equation [82], combined with iterative time integrations:

d i [ ~

S8 = — [Hu(0),2(0)] (3.41)
The perturbative approximation consists of taking the first-order expansion of
“o(t)” from Eq. (3.41) and is of the following form [83, 77|

ot
B0~ a0 = [t [t o] (3.42)
where ﬁim(t) represents the time-dependent electron-phonon Hamiltonian in
the interaction picture. Formally, an operator in the interaction picture, which
is a formalism often convenient for investigating the response of the system to a
perturbation (in our case, the electron-phonon interactions) and in which both
states and the operators gain time dependence, is defined by [77, 78]

iHot  —iHot
Ot)=e h Oe h (3.43)

where H is the time-independent Hamiltonian for the combined system of
electrons and phonons of Eq. (3.33). From this general definition, the time-
dependent electron-phonon Hamiltonian in the interaction picture is described
by [77, 78],
THot —iHot

ﬁint(t) —e h Hyge h (3.44)
To determine the current (Eq. (3.40)), first the density matrix (Eq. (3.42)) has
to be known, and for this, the interaction Hamiltonian (Eq. (3.44)) has to be
known. We start with the latter. Using Eq, (3.39), Eq. (3.44) is rewritten as

iHot —iHot
ﬁint(t) = Zgaﬁqu € h {é;éa (dqy + dT_ql,>:| (& h + h.c. (345)
apf
qv
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Making use of the identity property of the exponential function of operators
</H\: exp(a)exp(fa)), Eq. (3.45) is rewritten in the following form:

iﬁot —iﬁot 27:2015 —iﬁot
mt Z Gapqr € h é};e h e h éae h
ql/
iHot —iHot

e h (&qy—l—&iqu) e N +he (3.46)

From the definition of an operator in the interaction picture (Eq. (3.43)),
Eq. (3.46) reduces to the following form, where the creation and annihilation
operators obtain time dependence.

Hint Zgaﬂqy ()2 (1) (agu (1) + 3, (0)] + e (3.47)

Formally, the equation of motion for the creation operator (in fact, any
operator) is described in the interaction picture by the first line of Eq. (3.49).
Making use of the interaction description of Eq. (3.43), subsequently by
Egs. (3.33), (3.32), (3.29), the time-dependent creation operator in Eq. (3.47) is
rewritten as follows [78]:

in el (1) = [a 1), Ao 1)

iHot —iHot
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Using the canonical commutator relations of Eq. (3.27) and Eq. (3.30), followed
by applying Eq. (3.43), Eq. (3.48) is simplified as follows [78]:

. iHot —iHot
ad oy TR e P
zhacﬁ(t) =e h ;Eﬁ, [cﬁ,cﬁ,cﬁ/} e h
Z'7:Z0t —Z'?:Z()t
= e h Z_Eﬂ’égéﬁﬁ’e h
ﬂ/

i/}:\lot —iﬁot

=—FEge h éLe h

= —Eucl(t) (3.49)
The solution of the above differential equation is simply given by [78]

; - iEgt iEgt
- 1 ~ ~ ~ o
ac;(t) = %Cg(t) =ch(t)=e h &0)=e h & (3.50)

Therefore, the electron creation operator in the interaction picture (Eq. (3.50))
retains its character as a single-electron operator, with the time dependence as
only the additional phase factor. Similar to Egs. (3.49) and (3.50), the rest of
the time-dependent single-particle operators of Eq. (3.47) can be derived, and
are [78]

iBgt ihw.qut iMweut

Gty =e h égalgt)=e N algsigt)=e h ag (351

Substituting Egs. (3.50) and (3.51) in Eq. (3.47) for the time-dependent single
particle operators results in the following expression for the time-dependent
electron-phonon interaction Hamiltonian in the interaction picture [77, 78]:

o i i (B — Eo — hwgy)t
Hint (t) = Z [gagq,, CpCq (aq,, exp ( - q

aff
qv

+&iqu exp (Z (Es — E(;;—&— iay) t))} +hc (3.52)

After the derivation of the above time-dependent electron-phonon interaction
Hamiltonian, we return to the PAT current equation formulation. We first
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replace the time derivative of the density matrix operator in the PAT current
equation Eq. (3.40) with the von-Neumann Eq. (3.41). We then insert Eq. (3.42)
for the time-dependent density matrix operator, followed by applying the linear
mapping of the Trace. Subsequently, we remove the first term from the resulting
equation as it corresponds to zero-PAT current, and we finally apply cyclic
permutations under the Trace operation after rearranging the remaining term.
This results in [77]:

t

I = 22 hm dt; Tr <|:|:«Z/\7a7ﬁint(t):| 77:2int(t1):| 50) (3.53)
0

Eq. (3.53) is simplified in a similar way as in ref. [77]. For example, the double
commutator in Eq. (3.53) results in numerous terms associated with various
interband transitions, which can be brought together efficiently after identifying
the non-zero terms with the help of Wick’s theorem [84]. The trace of one such
combination is Tr(cB Ca,lq, v afhw et ¢5,00) and it is evaluated by making use
of Eq. (3.38), while keeping in mind that the density matrix g, describes the
system of noninteracting electrons and phonons, and subsequently applying sets

of Eqs. [(B.5), (3.28), (B.12)] and [(B.5), (3.31), (B.20)] [77],

“(6210111@%1’1%221/2 chﬂzg()) Tr(cglcﬂzgﬂ)r'n'( Cay nga)“( qlul L2V2Qph)
(3.54)

= 551[32fﬁl (Eﬁl) alan ( faz( 2))
X 5‘11”1‘12”2 (U(ﬁwa) + 1) (355)

The individual Trace operations in Eq. (3.54) are the statistical averages of the
single particle occupation number described in Sections 3.1.1 and 3.1.2, which are
characterized by Fermi-Dirac statistics for electrons and Bose-Einstein statistics
for phonons, respectively. Under steady state condition, the time-dependent
exponential factors in the PAT current equation are approximated with an
energy-conserving delta function, resulting in the following expression [77, 85].

af qv
fa(Ba) (1= fs(Eg))  v(lwgy) — 6(Ep— Ea— hwgy)
« |~ fﬁ(EB) (1= fa(Ea)) (U(ﬁqu) +1) 5(Eﬁ — Eo ﬁqu) (3.56)
+ JfalBa) (1= fs(Ep)) (v(hwgy)+1) 6(Ep — Ea+ hwgy) '
= fs(Es) (1— fa(Ea)) v(Awgy) 6(Ep — Eo + hwgy)
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The first and last term in Eq. (3.56) correspond to the current contribution due
to the excitation of an electron from an « state in the left contact to a 3 state in
the right contact, mediated by phonon absorption. The second and third term
refer to the phonon-emission current contribution running in opposite direction
between the same left and right state contacts. Therefore, Eq. (3.56) represents
the PAT current equation in the framework of the QTBM approximation. An
essential parameter of Eq. (3.56) is the electron-phonon coupling (EPC) strength
Japqu, Which will be calculated for the direct-bandgap materials in the next
section by using the envelope function theory for an electron wavefunction.

3.3 Electron-phonon coupling strength calculation

Formally, the electron-phonon coupling (EPC) strength g,q, for a given

a and f electron state, which are correspondingly identified with the (electron)

wavevector k. and kg of the injected modes, is given in Dirac’s bra-ket notation
by [86]:

Gasar = (k5] AV ko) = (ko +q] AV ko) (3.57)

where the phonon state is identified with its wavevector q and AV represents
the first-order electron-lattice interaction potential defined by the first-
order change in the crystal lattice potential (V.) due to the displacement

(AR{L”- =R/ ’0- ~ R’ ’”-) of a j-th atom in the i-th unit-cell from its equilibrium
position RJ 0 ; along the v-direction, which is denoted as [87, 86]:

8H1 oV, ;
AV = > Yo “_AR’" 3.58
; R‘] y u [ WZV 8R‘Zj§ U, ( )

In wavefunction approach, the generalized form of the electron-phonon coupling
strength equivalent to Eq. (3.57), while including the acoustic and the optical
phonon branch, for the homostructure is defined by [86]

Gasaw = Mo / dr % (r)e’ T, (r) (3.59)

where Mg, can either represent the deformation potentials (corresponding to
contributions from the longitudinal (eq, || ) as well as the transverse (eq, L q)
branch of both acoustic and optical phonons) or Frohlich model of interaction
potential (with dominant contributions from the longitudinal (eq, || q) branch
of the optical phonons). The exact calculation of Eq. (3.59) would require
the detailed knowledge of the electron wavefunctions, which in turn would
substantially increase the computational time. We therefore use the envelope
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function theory for the electron wavefunctions and subsequently apply the
low-phonon wavevector approximation for the direct-bandgap homostructure
device in Section 3.3.1. In Section 3.3.2, we present the derivation to calculate
EPC strength for the direct-bandgap heterostructure device, while using the
approximations similar to the homostructure calculation.

3.3.1 EPC strength for direct-bandgap homostructures

As mentioned earlier, the EPC strength in Eq. (3.56) for a given a and 3
electron state is defined by Eq. (3.59), where My, refers to the bulk electron-
phonon coupling strength coefficient. Since the materials under study are
ITI-V semiconductors, the Frohlich-interaction is the dominant electron-phonon
interaction. Therefore, M, in Eq. (3.59) is described by the following bulk
polar coupling strength:

ome? ﬁwqy 1 )
= - _ = 3.60
Ma |Q|\/ Ec>o €0 ( )

where q is the phonon wavevector, e, is the elementary charge, # is the reduced
Planck constant, wq, is the polar optical phonon frequency with respect to either
the longitudinal or transverse branch, € is the semiconductor device volume, €,
and g¢ are the high frequency and static dielectric constants, respectively [88].
To make the EPC strength calculation computationally feasible, we first apply
the envelope function theory of electron wavefunctions followed by the low-
phonon wavevector approximation in accordance with the larger EPC strengths
at low wavevectors of the polar coupling (Eq. (3.60)).

Envelope function theory of electron wavefunction

In this approach, the o and § state’s wavefunctions of Eq. (3.59) are
expanded with the following envelope function approximation,

Z 7” Fﬁm Z Fam Un ) (361)

whereby F,.,,(r) are the slowly varying envelope functions, whose Fourier
components lie within the first Brillouin zone (1BZ), and Up,,(r) constitute
a complete set of orthonormal basis functions [89], where m represents the
band index. Substituting Eq. (3.61) in Eq. (3.59) results in the following EPC
strength expression.

Jopar = Mgy Z / dr U} () F}, (1)€Y Fop (r)Upa () (3.62)
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Replacing the position vector r by a linear combination of the unit cell vector
R, and the lattice vector R, transforms the volume integral in the EPC strength
(Eq. (3.62)) into

r:Ru+R:>/dr:Z/dRu (3.63)
RQc

whereby (2. is the volume of the unit cell. Note that the above transformation
is only valid for crystalline materials. The EPC strength of Eq. (3.62) can
therefore be written as

JaBqr = Mqu Z Z

mn R

X / dR, U} (R, + R)F}, (R, + R)e* BRI E, (R, + R)U, (R, + R)

Qe
(3.64)

By making use of the lattice periodicity of the basis functions and assuming that
the envelope functions are constants over the unit cell, the basis and envelope
functions in Eq. (3.64) can be simplified in the following way

Fi(Ry+R) ~ Fi(R) ;5 Fap(Ry+R) Fan(®) (309

Q

The above simplification leads to the separation of envelope functions from
basis functions in Eq. (3.64) and the EPC equation can be rewritten as

JaBar = qu Z Z an (R)eiq.RFam (R) / dRu U;: (Ru)eiq'Ru Um (Ru)
mn R Q.
(3.66)
Note that the phonon wavevector in Eq. (3.66) is not necessarily restricted to
the first Brillouin zone.

A low- phonon wavevector approximation

Since the polar EPC strengths of Eq. (3.59) are significantly larger for the
smaller phonon wavevectors (Eq. (3.60)), we apply a low-phonon wavevector
approximation. This approximation further allows to fully exploit the efficient
use of the envelope function approximation of electron wavefunction [89], as
the initial and final electron states’ wavevectors will be nearly identical and the
Fourier components of their envelope functions will always lie within the 1BZ.
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Mathematically, this approximation implies e+ ~~ 1 in Eq. (3.66) which then
simplifies the EPC strength to:

Gosar = Mgy 357 F5 (R)ESRE,,, (R) / AR, U (Ru)Un(Ra)  (3.67)
Q.

mn R
c

Making use of the following orthonormality of basis functions,
/ ARy, U7 (R ) U (R) = Qe (3.68)
QC

the EPC strength is determined by the phonon-mediated overlap of same-band
envelope functions

Jopar = Mgy Y Y F5,(R)RE,,(R) (3.69)
n R

1
By the inverse transformation of the lattice vector (Z — O / dr> , We regain
R C

the spatial dependence of the slowly varying envelope functions, and the EPC
strength becomes:

Jopqr = Mqu Z/ dr Fﬁ*n(r)eiq'rFan(r) (3.70)
n
Q

Each phonon-wavevector consists of its individual components (q — ¢, ¢y, ¢z)-
Considering a semiconductor device, with dimensions L, (along the transport
a-direction), L, (along the translational invariant y-direction), L, (along the
confined z-direction), the envelope functions are of the following form

Fi(r) = Fip (2, 2)e F0Y  Fop(r) = €59V F, (2, 2) (3.71)

Inserting Eq. (3.71) in Eq. (3.70) and solving for the integral along the y-
direction, simplifies the EPC strength to

(ei(k;‘—k5+qy)L,y _ 1)
dx/sz*n(x,z)ei(q”"’qzz)Fan(x,z)
(Tawwa)) x L
(3.72)

Gapqr = Mqu
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Active region

Equilibrium Equilibrium

Figure 3.2: Schematic depiction of the injection of a single mode v, (open
circle) into a diode at an injection energy E,,, whereas the injection of modes vg
at the same energy are shown for illustrative purpose. Redrawn from Ref. [90].

From Eq. (3.72), the absolute square of the EPC strength is

sin? (k5 — kf +4,)/2)L
(kg 5 +a,)/2)

2
‘gaﬁqV| = |MqV|

Z/dx/dzqﬁﬁaqxz

S [ dat [ de ¢lsg(al, )| (3.73)
JAVAS

where ¢7,,, (7, 2) and ¢7,5,(2', 2") denote the overlap functions defined by
qbgaq(x, z) = Fj,(x, z)ei(q”"’qzz)Fan (z,2) (3.74)

Blpq(a! ) = Fop (a2 )e (s 202 ) py (o ) (3.75)
The PAT current of Eq. (3.56) involves the summation over all possible

phonon-wavevectors| > = > > ]. The phonon-wavevector component along
av  aq v

the (z,y)-directions can have a continuous range of values within the first

Brillouin zone, therefore the summations over (g, gy) are converted into integrals
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L,L
( Y = 43;21’ 3 / dq, / dqy>. The confinement along the z-direction

Qosdy Vv
splits electron sub-bands and retains the discrete nature of ¢,, as can be seen
from Fig. (3.2). The summation over ¢, disappears as the conservation of
momentum along the z-direction during the transition from the state « (k%) to
the state (k’f ) allows for only one value of ¢,. With these transformations,
Eq. (3.73) can be written as

L,L?
Z |gaﬂqu|2 = 4ﬂ—2y Z/de /de w(k; - k5 + Qy)Gaﬁu(Qmankf —k2)
qv v

(3.76)

where w(k; — kg + gy) is the weight function defined by
sin (((k{j‘ - k‘f +qy)/2)Ly)
(kg = &5 +a,)/2)

w(ky —ky +q,) = (sine(((ky — ky +ay)/2)Ly))

(3.77)
whereas, the absolute square of EPC strength is given by

Gty = 1) = Moo | T [ e [ 2 gli2)
"L, L.

XZ/M/M%M%ﬂ (3.78)
™ Ly L.

In the limit L, — oo, the first factor in the weight function “w” (Eq. (3.77))behaves

A
like a delta function 7d (‘y;qy

sine function only matters if &f’ — kg + gy = 0, which results in a value of one.
This simplifies the absolute square of the EPC strength in Eq. (3.76) to

s L
Z |9apav]” =
qv

) . As a consequence, the second cardinal-

N
25" [ g [ day 6005 — K] + 0)Gann e gy, b2~ K

(3.79)
The inner integral over dg, in Eq. (3.79) is simplified by using the sifting identity
of the delta function, thereby resulting in the following summation of absolute
square of the EPC strength

L,L?
2 T a a
> Ngasar” = 52> / dge Gopy (o, by — Ky, kD —KS) - (3.80)
qv v
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where Gagu(qm,kg — kg‘,kf — k%) has an absolute square of the following
Frohlich interaction coefficient:

1 2me2 hwqy 1 1
Mg, = A (. 3.81
. \/ L (ew ) (351)

\/qg + (k5 — k;})Q + (kﬁ - kg)2

Note that the summation of v in Eq. (3.80) counts over all the possible
longitudinal and transverse branches of the polar optical phonon. Note that the
PAT current calculation will be continued in Section 3.4, after the extension
made to EPC strengths in the next Section 3.3.2.

3.3.2 EPC strength for direct-bandgap heterostructures

In this section, we present the calculation of an electron-phonon coupling
(EPC) strength in heterostructures, because TAT is found to be more
pronounced in these structures due to an excess of traps at the hetero-interface.
The framework of determining the EPC strength for the direct-bandgap
homostructure, presented in the previous Section 3.3.1, can eventually be
extended to direct-bandgap heterostructures. In comparison with the direct-
bandgap homostructure, the major change in determining the EPC strength
for the heterostructure will be due to the material dependent electron basis
functions. It is therefore required to derive an expression for the heterostructure
EPC strength from the beginning. In this section, we present the detailed
derivation of the EPC strength for the lattice-matched heterostructure followed
by a brief discussion of extending it to lattice-mismatched heterostructures.

To begin with, the EPC for the lattice-matched heterostructure can be
defined by,

Inpay = Mav / dr 5 (r)e' Tyl (r) (3.82)

where we arbitrarily assume that the materials in the left («)- and the right
(8)-contacts are made up of [ and k direct-bandgap semiconductors, respectively.
The « and B state’s wavefunctions are expanded, similar to the homostructure
derivation, with the following envelope function approximation as

Yt (r) =Y UE (x)Far(e) s b (r) =Y FL,,(0)UL(r) (3.83)

where ! (r) and Fé“m (r) are the envelope functions slowly varying over the

unit cell of the I and k materials, respectively. Ul (r) and U¥ (r) correspondingly
represent the [ and k& material’s electron basis functions. Note that the basis
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functions of one material Ul (r) are not the eigenfunctions of the other material
(k) of the heterostructure. We therefore apply the unitary transformation of
Ul (r) on to the chosen reference basis set UF (r), developed by Maarten Van
de Put et.al. [91], so that it allows for employing only one set of basis functions
over the whole heterostructure. The unitary transformation is defined as:

Z SEUF (x (3.84)

where
by [91]

S,’j;’l represent the transformation matrix elements which are defined

Shtl = / AU (1)UL () (3.85)

The transformation of Eq. (3.85) between the basis solutions of bulk
Hamiltonians of different materials can be obtained by the common eigenvalue
decomposition of inter-band momentum matrices P* and P* corresponding to
the [ and k material, without knowing the exact basis functions [91]. In matrix
form, the transformation of Eq. (3.85) is constructed as:

Gh—l QlTQk (3.86)

where Q' is the matrix containing common eigenvectors of P!, QlT its element-
wise complex conjugate and Q¥ the matrix containing common eigenvectors
of P*¥. Tt is apparent from the EPC definition of Eq. (3.82) that it can be
convenient to expand the wavefunction for one of the materials in terms of
the basis of the other material by using the basis transformation of Eq. (3.84).
Therefore, we construct the envelope function expansion of the wavefunction for
the left contact in the basis of the right contact’s bulk-Hamiltonian solutions,
while using Eqs. (3.83) and (3.84), in the following way:

L) =) FL,()Ul,(r)
_ Z Z Sk—>lUk
= Z Z (r)SESLUF(r) (3.87)

Substituting Eqgs. (3.87) and (3.83) in Eq. (3.82) and resolving the position
vector of the left and the right contact over the same set of lattice and unit-
cell vectors assuming the materials in both contacts are lattice-matched, then
applying the slowly varying approximation of envelope functions, the periodicity
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of basis functions and subsequently the low-phonon wavevector approximation
(similar to the homostructure EPC derivation from Egs. (3.62)-(3.67)), the EPC
strength of lattice-matched heterostructures reduces to:

o = Maw 32 37 3 F (R FL (RIS [ aR UL (R (R
nm j Q.
(3.88)
Using the following orthonormality condition of basis functions

and subsequently applying the inverse transformation of lattice-vector into
position vector, similar to the simplification from Eq. (3.69) to Eq. (3.70), the
EPC strength in lattice-matched heterostructures simplifies to:

Iy = May > / dr i (r)e' " FL, (r)Sh ! (3.90)

Note the difference between the EPC strength for homostructures (Eq. (3.70))
and that for heterostructures (Eq. (3.90)) as the latter involves the overlap
integrals of the different bands’ envelope functions of the left and the right
contacts correspondingly multiplied with the transformation matrix elements
defined by Eq. (3.86). Similarly, the complex conjugate of the lattice-matched
heterostructure EPC strength can be derived as:

Ghom = Z / dr [SEDIT FLY (r)e 9T FE (r) (3.91)

For the bi-dimensional semiconductor system of Fig. (3.2) with the translational
invariance along the y-direction, the summation over all possible phonon
wavevectors of the absolute square of the EPC strength can also be simplified
by resolving the summation over all possible phonon wavevectors into their
directional components and using Eqgs. (3.71), (3.78) and (3.79), while keeping
in mind that the momentum is conserved along the z-direction. It reduces to
the following form:

I Z / dgw CEFH gk — KO K —KS) (3.92)
ql/
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where

GE o (qas b — KO RS — k) = | M, |

afv yor vz

Z/dx/dz F]M (z,z)elerra=2) pl (g )Gkl

nmL
/da: /dz Eng Fé’:,;(x’,z')e_i(q”/ﬂzz/)an(x’,z’) (3.93)

where the indices (a, 8) of Gglf;l(qm kg — ky, kS — k) in Eq. (3.93) refer to
the quantum numbers (k7 k‘;‘ﬁ) Similar to Eq. (3.80), the summation of
v in Eq. (3.92) counts over the longitudinal and transverse branches of the
polar optical phonon. Note that M, in Eq. (3.93) is assumed to be identical
to Eq. (3.81), whereby we assumed the same frequency of the phonons in both
materials(through the commutation rules of Eq. (3.30)) as well as the same
static and high frequency dielectric constants in both materials. However, a
more accurate calculation of EPC strengths must include the mismatch of
the aforementioned parameters (phonon frequencies and dielectric constants)
between the materials, while adding the interface phonon modes to the system
of phonons. In such a calculation, the commutation rules of Eq. (3.30) are no
longer valid and the system of phonons (Eq. (3.29)) must be treated be in a
rigorous way as we did for the system of electrons (Egs. (3.32) and (3.83)).

For the lattice-mismatched heterostructures, the EPC strength can be
determined from Eq. (3.82) by using the basis transformation of Eq. (3.87),
then resolving the position vector into two different sets of lattice and unit cell
vectors and subsequently applying the coordinate transformation prescribed
by Maarten Van de Put et.al. [92] for retaining the uniform periodicity in
both contacts. The resultant EPC strength and the subsequent PAT current
Eq. (3.56) for the lattice-mismatched heterostructure are at least solvable
as all required transformations are known. We leave the derivation for the
EPC strength in the lattice-mismatched heterostructure for future research.
Note that the EPC strength calculation in lattice-mismatched heterostructures
would further require higher computational efforts than in the lattice-matched
heterostructures, due to an additional coordinate transformation. Moreover, an
accurate calculation of EPC strength in lattice-mismatched heterostructures
must allow for the inclusion of the additional potential energy term in the
system of electrons (Eq. (3.32)), due to the local strain induced by the lattice-
mismatched hetero-interface.
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3.4 PAT current density for a bi-dimensional-
semiconductor structure

Until now, we presented the calculation of EPC strengths for two different
cases. Combining the absolute square of EPC strengths of Sections 3.3.1-3.3.2
into the following form, while using Eqgs. (3.80) and (3.92),

L,L?
Z |ga6qu|2 = ;ﬂ—y Z / anc Aaﬁu(%ﬁ kg - kgv kf - k?) (394)
av v
where
Gop(qu, k) — kS K2 — k2) ; Casel
Moo (o, K — K5 KD — k) = (3.95)
G’;E,/l(qx, kyﬁ — ky, k8 — k) ; Casell

where Cases I and IT refer to the calculation of EPC strengths for the direct-
bandgap homostructures and (lattice-matched) heterostructures, respectively.
Substituting Eq. (3.94) in Eq. (3.56) and interchanging the order of the
summations over («f) and v, the PAT current equation is of the following
form,

e L, L2
Iy = qLﬁLy ;;/dqz Ao (G KE — KO K — K2
fa(Ea) (- fa(Ep)) v(hwgy)  0(Ep — Eo — fiwgy)
« |~ fﬁ(EB) (1 - fo(Ea)) (U(ﬁqu) +1) 5(Eﬁ — Eq ﬁqu) (3.96)
+ fa(Ba) (11— fp(Ep)) (v(wg)+1) 6(Es— Eo+ hwgy) '
- fﬁ(Eﬁ) (1= fa(Ea)) v(fwgy) 5(EB — B + hwqy)

Due to translational invariance along the y-direction and the plane wave-like
envelope functions along the transport z-direction, the summations of the
electron-wavevector along these directions are transformed into integrals. The
summation of the electron-wavevector along the z-direction is retained due to
confinement along this direction (see Fig. (3.2)). These transformations are
represented by the followed equation

1 « [e%
d = W/dky /dkg/dkx /dkf > (3.97)
af k
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By applying the transformation of Eq. (3.97) and by dividing both sides of
Eq. (3.96) by L,, the PAT current density equation is described as

eqL Ly / (x/ ,8/ «
= dk dk dk;
Ph 167m4A Z

kakﬂ

{fa(Bo) (1 = f3(Ep)) v(hway) = f3(Ep) (1 = fa(Ea)) (v(iwgy) + 1)}

b [ A2 0085~ Bt o) 3 [ das Moy (a0~ KR~ 12)
ko kS
| {falBa) (1= 5(E0)) (0(sar) + 1) — fo(Bp) (1~ falEa)) v(fiwan)} |
(3.98)

where the indices o and 8 in A, 5, (¢, kfj —ky, kS — k%) count over the quantum
numbers (kg"ﬁ, ke BkxP ) With the following k# — E, g conversion factors,

dke . dk?
dE, % dEj

= By (3.99)

the PAT current density equation is further simplified to:

R s o]
phflw%z dks [ dk? | dE, A,

/dEB 8(Eg — Eo — liwg,)Bg Y /qu no (Qar k) — ko kD — k)
kok?

{foz(Ea) (1 - fﬁ<E6)) U(hwqu) - fﬁ(Eﬁ) (1 - fa(Ea)) (U(ﬁwqu) + 1)}

/dEﬁ 6(Ep — Ea + hwqy)Bpg Z /dqz Nog (qur k) — k5 KD — k)
kok?

{fa(Ea) (1 = f3(Ep)) (v(Awgy) +1) = f3(Es) (1 — fa(Ea)) v(iwgs)} |

(3.100)

The inner integrals over Eg in Eq. (3.100) are solved by using the following
sifting property of the delta function

/ B 6(Ey — (Ea + hwey))D(Es) = D(Ea + hiwg) (3.101)
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This reduces the complexity of the PAT current density equation to a single
energy integral over F,. For a given energy E, and kg"ﬁ, the summation over
k2P counts all sub-band modes 7, s corresponding to the confinement along the
z-direction. This results in the final form of the PAT current density equation,

_ eqlaly / a/ 8
Jon = 167r4hZ Aky [ dky

JaBa S [da. A, By, ol ] — k5,12~ k)

Ya¥B

{fa(Ba) (1= f5(ED)) vlliwa) = fo(EF) (1 = falEa)) (lfiwg,) +1)}

/dE Z/dqu B N (an kY — K kD — kD)

Ya VB

| {aBa) (1= £5(E)) i) + 1) = f5(B7) (1 = fa(Ea)) vl(fwa,)} |
(3.102)
where

Ef = Bo + lwqy ; By = Eq — hwgy (3.103)

thereby, fixing the conversion factors in the ¢,-integral accordingly as,

dkg dk? dk?
A, =20 gt = 0 ;B = —0 104
Yoo dE, T TF dE3 T dEj (3.104)
E,+hwq E,—hwqe

Note that the summation over v in the PAT current density Eq. (3.102) must
be carried out in accordance with the selection of A7, 5, (¢z, k) — ko kS — k) in
Eq. (3.95), thereby determining the PAT current densities for the corresponding
semiconductor materials. For instance, the summation of v in Cases I and
IT counts over the longitudinal and transverse branches of the polar optical
phonon.

3.5 Numerical implementation

At the moment of writing, we implement the formalism for the cases
of direct-bandgap homostructure and heterostructure (Cases I and II in
Eq. (3.95)), as an extension to an existing full-zone quantum-mechanical
simulator Pharos [81] which was used earlier for predicting direct-BTBT
currents in TFETs. The choice for implementing our formalism in Pharos
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is based on its ability to simulate large device structures, while efficiently
filtering the spurious solutions through spectral decomposition and therefore
reducing the computational demand [81]. The additional feature of Pharos
is to calculate direct-BTBT currents in unstrained/strained-heterostructure
TFET configurations, offering an eventual extension of our formalism to these
structures [90].

The formalism is implemented as a post-processing step in Pharos, where
we first calculate the direct-BTBT and save the envelope functions (EFs) for
all injected electron energies (E,, Eg). We retain these EFs to determine the
electron-phonon coupling strengths and subsequently calculate the PAT current
densities from Eq. (3.102). We prefer the post processing type implementation
due to its numerically efficiency. In contrast, the simultaneous calculation of
direct-BTBT and PAT would require communication between different CPUs
and subsequently increase the computational time.

3.6 Conclusions

In this chapter, as an initial step towards an accurate description of TAT
in semiconductor devices, we present a formalism to calculate the phonon-
assisted tunneling current, aimed for bi-dimensional semiconductor structures.
We formulate the PAT current equation by recycling an existing approach
of calculating Zener tunneling in indirect-bandgap devices, while applying a
quantum transmitting boundary method approximation.

We calculate the electron-phonon coupling strengths for the direct-
bandgap materials in the framework of envelope function theory of electron
wavefunctions. We apply the physics-based lattice approach and the low phonon
wavevector approximation to eliminate the basis functions in the electron-
phonon overlap integrals of both direct-bandgap homostructures and lattice-
matched heterostructure devices. We derive the PAT current density equation
for the bi-dimensional semiconductor device structures and implement the
formalism (for the cases of direct-bandgap homostructures and lattice-matched
heterostructures) as a post-processing step in an existing direct-BTBT simulator
(Pharos). In the next chapter, we will apply the developed formalism, while using
Case I of EPC strength calculation, to different direct-bandgap homostructure
device configurations in order to obtain an in-depth understanding of the PAT
contributions.



Chapter 4

Application of PAT current
formalism

In the previous Chapter 3, we developed a formalism for determining
PAT current densities in bi-dimensional semiconductor devices. We determined
the electron-phonon coupling (EPC) strength for the direct-bandgap materials,
while applying the envelope function theory of electron wavefunctions. In
particular, we applied the low-phonon wavevector approximation in determining
EPC for the direct-bandgap polar homostructures and heterostructures. For
direct-bandgap homostructures, this approximation resulted in the electron-
phonon overlap integral of same-band envelope functions. To allow for the
use of our formalism, we have implemented the formalism as a post-processing
extension in Pharos to determine the PAT current densities in homostructure
devices. In this chapter, we will now discuss the results, while using the 2-band
and 15-band material description of the formalism for an Ing 53Gag47As p-n
diode, and examine the nature of the EPC in different diode configurations.

The chapter is organized as follows: We start with the details of the
numerical implementation and of the chosen simulation parameters, based on
which we further simplify the PAT current density Eq. (3.102), to calculate the
PAT current densities in Ing 53Gag 47As p-n diodes, in Section 4.1. Section 4.2
compares the PAT current densities between the 2-band and 15-band material
description for an Ing 53Gag.47As p-n diode. In Section 4.3, we investigate the
characteristic EPC across the tunneling junction, specifically for the 2-band
model, as there is insignificant difference found between the calculated 2-band
and 15-band PAT current densities. In Section 4.4, we discuss the dependence
of the PAT current densities on the device’s dimensions along the transport

91
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Figure 4.1: Simulated homostructure Ing 53 Gag.47As p-n diode configuration.
Dopant profiles are abrupt and uniform. Translational invariance is assumed in
the y-direction. The black-dashed line refers to a cross-section along the center
of the diode.

direction, given that we observe a contribution of the PAT process in the near-
tunneling region, and on the minimum allowed phonon wavevector. Section 4.5
details the dependence of the PAT current density on the doping concentration
in a p-n diode. Finally, we conclude the chapter in Section 4.6.

4.1 Homostructure Iny53Gaj47As p-n diode

In this section, we present the numerical parameters required for an
efficient implementation, which is usually determined by a trade-off between the
desired accuracy and the computational time. The formalism of the PAT current
density for homostructures (using Case I of Eq. (3.95) in Eq. (3.102)) presented
in Chapter 3, is applied to an up to 100nm long and 20nm wide Ing 53Gag 47 As
p-n diode as shown in Fig. (4.1). The doping profiles are assumed as abrupt
and uniform. The simulated device’s spatial mesh sizes are 0.1nm and 0.5nm
along the x— and z—directions, respectively. The device is assumed to exhibit
translational symmetry along the infinitely large y-direction. The simulation
is performed on 40 adaptive energy points, 10 k,-points to cover all relevant
«, B-states and 6 k,-points depending on the width of the device.

We consider only the dominant Frohlich interaction, which is based on
the longitudinal polar optical branch of the phonons, which physically induces
bond stretching of the lattice [93], in a local Frohlich-based EPC strength
with a constant energy (fwg, = fuwg) of 34meV. With this simplification, the



HOMOSTRUCTURE INg.53GAg.47AS P-N DIODE 93

summation of v in Eq. (3.102) vanishes and the PAT current density of Eq. (3.102)
further reduces, while using Case I of Eq. (3.95) in Eq. (3.102), to the following
form:

eqLlzLy o 3
o= erh /dk /dk

/dE /dqu BY, Glg(qu, k) — ki K — K2)

YaYB

{FalBa) (1= F5(BD)) vliwo) = fa(BE) (1= fa(Ea)) (v(fws) +1) |

/dE Z/dqu B3, Glglae kY — kK — k)

Ya VB

| {falBa) (1= £5(E5) ) (w(hwn) +1) = F5(E5) (1 = fa(Ba)) v(fin) }

where
E[;r = Ea + h,cd() 3 EE = Ea - hwo (42)

and the absolute square of EPC strength is given by,

« « 2 n
n(@w kD — kSRS — k) = | M| Z/dx/dz'(bﬁaq(x,z)
" Ly L.

Z da’ [ d2' ¢hpq(2’, 2")
e
(4.3)

Additionally, we adaptively determine the g¢,-integral with 40 mesh points,
starting from 7 /L, till the edge of the first Brillouin zone. This defines the
criterion to determine the minimum amplitude |q,,;,| of the phonon wavevector,
which is an important parameter since the lower the magnitude of the phonon
wavevector, the larger is the Frohlich-based EPC strength (see Eq. (3.60)).
This criterion further ensures that the phonon plane wave is matched to the
device length along the transport z-direction. Note that Eqgs. (4.1)-(4.3) are
inapplicable for determining PAT current in homostructure devices, where the
dominant electron-phonon interactions are due to the transverse optical as well
as longitudinal and transversal acoustic phonons, as the energy of these phonons
is not constant with wavevector q.
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Figure 4.2: The direct-BTBT and PAT current densities of the homostructure
Ing 53 Gag 47 As p-n diode of Fig. (4.1) as a function of applied voltage. The
diode is 60-nm long and 20-nm wide and is uniformly doped with a concentration
of 5x10'8 [at/cm®]. FB and RB stand for the forward-bias and reverse-bias,
respectively.

4.2 Comparison between the 2- and 15-band PAT
current density

In this section, the PAT current density calculated from Eq. (4.1) is
compared with direct-BTBT [81] for a 20nm wide and 60nm long Ing 535Gag 47As
p-n diode in Fig. (4.2). The comparison is made for both the 2-band and the
15-band material description of the formalism. As expected, the PAT current
density is larger than the direct-BTBT in both models, especially for the forward
bias. This is due to the insufficiently available effective energy tunneling window
for the direct-BTBT, during which PAT offers an auxiliary transmission path by
the gain of phonon energy. Moreover, it is obvious from Fig. (4.2) that the PAT
current densities of the 15-band and 2-band model are mostly identical, however
with a slight dissimilarity at high reverse bias. Such better agreement between
the 15-band and 2-band PAT current densities is obtained using 40 ¢,-points
in calculating Eq. (4.1). Moreover, the observed PAT and BTBT currents are
comparable, which has been reported for several direct-bandgap materials [94].
Due to the faster calculation and a limited difference between the 15-band and
the 2-band PAT currents for the given device structure (Fig. (4.1)), specifically
at low reverse and in forward bias (the extrapolation of this voltage range to
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Figure 4.3: Band diagram along the indicated cross-section of the

Ing 53 Gag a7 As p-n diode illustrated in Fig. (4.1). The solid-black lines
correspond to valence band maximum and conduction band minimum energies.
The grey-dashed vertical lines limit the region where tunneling across the junction
takes place at the given energies. The pink lines correspond to the quasi-Fermi
energy levels Eg, and Exy,.

TFETSs can characterize the impact of PAT on the subthreshold swing), we
choose the application of the 2-band model for the remainder of this chapter.

4.3 Inefficient electron-phonon coupling across the
tunneling junction

To better understand the PAT current densities of the given device
structure, we perform an in-depth analysis of the EPC in this section, particularly
by examining the 2-band overlap function density based on Eq. (3.78). For this
purpose, the band diagram of a 60nm-long Ing.53Gag 47As p-n diode is shown
in Fig. (4.3) at the indicated cross-section of Fig. (4.1), where the probability
density of the electron wavefunction is maximum. The 2-band envelope function
densities (n=2 in Eq. (4.3)), averaged over the unit cell, are presented along the
transport z-direction in Fig. (4.4). These densities are taken at the indicated
energies (E,, Eg) of Fig. (4.3) and at the center of the z-direction. The overlap
function density at the center of the z-direction (see Eq. (3.74)) is shown as
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Figure 4.4: The 2-band envelope function densities averaged over the unit cell
at specific energies Eo and Eg, indicated in Fig. (4.3). The orange (blue)-solid
line corresponds to an electron injected at E,, from the left contact (at Eg from
the right contact), respectively. The brown-solid line represents the coupling
density, where we chose the phonon plane wave with the directional components
(gz: 4y, qz) = (m/Lg,0,0). The limits of the tunneling junction region at (Ey, Ep)
are indicated with the grey-dashed vertical lines and the drop of the EPC in this
region is highlighted with o grey-dashed circle. The contribution of the PAT
process in the near-tunneling regions is indicated with grey-dashed boxes.

a solid-brown line in Fig. (4.4). A drop in overlap function density in the
bandgap-region, which is pointed-out by a grey-circle in Fig. (4.4), suggests
that the EPC is inefficient across the tunneling junction.

The EPC inefficiency, indicated by a grey-circle in Fig. (4.4), can be
explained by examining the envelope functions of both o and 3 states. The real
and the imaginary components of the envelope functions corresponding to each
band of a two-band model, at the indicated energies (E,, Eg) of Fig. (4.3) and
at the center of the z-direction, are plotted along the x-direction in Fig. (4.5).
It is evident that the conduction band component (band 2) exhibits a 90°-phase
shift relative to the valence band component (band 1) of the envelope function,
resulting from the different parity of the conduction and valence bands’ basis
functions (U, (r)). This 90°-phase shift is valid as long as there is limited
transmission of electron wavefunction through the forbidden bandgap [95]. This
90°-shift in both a and S states transforms the summation of the individual
band’s coupling @3, (%, Zeenter) into their subtraction and therefore, explains
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Figure 4.5: The real and imaginary components of each band of the EFs for
an electron injected from both contacts. The orange (blue)-solid (dotted) lines
correspond to the valence (conduction)-band real (imaginary) contributions of
the EF of an electron injected from the left contact. The red (dark yellow)-solid
(dot) lines refer to the valence (conduction)-band real (imaginary) contributions
of the EF of an electron injected from the right contact.

the drop of overlap function density in Fig. (4.4). Note that the drop in overlap
function is also observed in a 15-band model, due to the 90° phase-shift between
the conduction (S) and the valence (X) bands.

4.4 PAT dependence on the device length

In this section, we discuss another interesting aspect of Fig. (4.4), which
is the finite transmission of an electron’s envelope function at the given energies
(Ew, Eg) into the region beyond the tunneling junction (indicated by grey
rectangles). We describe these regions as “near-tunneling regions”. Consequently,
the PAT process in these near-tunneling regions causes a dependence of the PAT
current densities on the device’s length along the transport direction L,. Such
dependence can be observed from the solid- and dashed-blue lines of Fig. (4.6),
which compares the direct-BTBT and PAT current densities for a 100nm and
60nm long Ing 53Gag.47As p-n diode, where the 20nm width is constant in both
configurations.
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Figure 4.6: Dependence of direct-BTBT and PAT current densities on the
device length L, along the transport direction and on the minimum phonon
wavevector. The simulated device is an Ing 53 Gag.a7r As p-n diode with varying

L, and a constant 20nm width, uniformly doped with a concentration of
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As expected, it is apparent from Fig. (4.6) that the direct-BTBT current
densities (orange) do not depend on the device length L. However, the PAT
current densities exhibit substantial dependence on the device length L, with
higher reverse-bias (see solid- and dashed-blue lines in Fig. (4.6)), which is
due to the increased length of the near-tunneling regions. Moreover, the PAT
current density also exhibits a dependence on the minimum allowed phonon
wavevector, which is evident by comparing the solid-blue and the green-dashed
lines in Fig. (4.6). The PAT current density is found to be higher when a
larger phonon wavelength and hence smaller phonon wavevector is allowed,
which is resulting from the inverse dependence of EPC strengths on the phonon
wavevector (see Egs. (3.59) and (3.60)). A rigorous calculation would accurately
limit the region contributing to the PAT current density based on the electron
mean-free path. Such restriction is however dependent on the energy of the
electron [96] and would increase the mathematical complexity and in-turn the
computational efforts. Because of these concerns, we leave it for future research.
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Figure 4.7: Band diagrams for the different doping concentrations along the
indicated cross-section of the p-n diode of Fig. (4.1). The solid-(dot-, dashed-)
lines correspond to the band-edge energies for 5x10'° (5x10'8, 5x10'7) [at/cm®]
doping concentrations, respectively. The orange (blue)-solid line refers to the
energies Ey (Eg).

4.5 Doping dependence of PAT current density

Until now, we have studied the characteristics of the EPC strength, the
PAT current densities (both 2-band and 15-band models) and their dependence
on the device length for a moderately doped (5x10'8 [at/cm®]) p-n diode. The
source region in TFETs is typically doped in the range of 1x10*°-5x10'° [at/cm3],
which is done to provide a the strong band bending and hence to achieve high
on-currents. We therefore examine the dependence of the PAT current densities
on the doping concentration in this section, particularly ranging from high to
low doping concentrations, with a purpose to determine if PAT can be one of
the potential reasons for the SS-degradation in TFETs.

The band diagrams of a 20nm wide and 60nm long Ing 535Gag.47As p-n
diode, taken at the center along the z-direction, are depicted for different doping
concentrations in Fig. (4.7). The increase in tunneling length with decrease in
doping concentration is obvious from Fig. (4.7). The electron envelope function
densities, taken at the energies (E,, Eg) of Fig. (4.7), show the decrease in
tunneling-transmission in the more lowly doped diodes in Fig. (4.8), which is
due to the increase in tunneling length L; indicated by arrows. Subsequently,
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Figure 4.8: The orange-(blue-) solid (dot,dashed) lines indicate the envelope
function density averaged over the unit cell in a 2-band model and for doping
concentrations of 5x10Y° (5x10'8, 5x107) [at/cm®] corresponding to the band
diagram of Fig. (4.7). The tunneling regions are marked with the horizontal
arrows “Ly”

the overlap function densities shown in Fig. (4.9) posses lower amplitudes for
the more lowly doped diodes. As a result, the PAT current density dependence
on the doping concentrations is illustrated in Fig. (4.10).

It is observed from Fig. (4.10) that the PAT current density partially
exceeds the direct-BTBT current density in reverse bias for high doping
concentration (5x10° [at /cnr13])7 while it exceeds for a longer range of reverse-
bias in moderately doped p-n diodes (5x10'® [at/cm®]). For a given voltage
(see Fig. (4.7)), the effective direct-BTBT tunneling-energy window, which is
determined by doping dependent characteristic Fermi energy levels, is much
larger in the 5x10'° [at/cm®] diode than in the more lowly doped diodes. This
implies that the PAT current in the 5510 [at/cm®] diode can only be dominant
over direct-BTBT at more negative bias where this effective tunneling energy
window is sufficiently small compared to the phonon energy. The shift in
crossover (grey-circle in Fig. (4.10)) of PAT with respect to direct-BTBT for
the 5x10'8 [at/cm”] diode versus 5x10'9 [at/cm®] diode can be ascribed to the
occurrence of a smaller effective direct-BTBT tunneling window counteracted
by the lower contribution of the PAT process in the near-tunneling region. In
case of the lowest doped diode (5x10'7 [at/cm®]), the reduction of the near-
tunneling region leads to the smaller PAT relative to direct-BTBT current
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Figure 4.9: The brown- solid (dot,dashed) lines refer to the coupling density of
a 2-band model and for 5x10'° (5x10'8, 5x10'7) [at/cm?] doping concentrations
corresponding to the band diagram of Fig. (4.7). The coupling density is
determined by considering the phonon plane wave with the directional components
(Gws 4y, qz) = (m/ Ly, 0,0). The tunneling regions are marked with the horizontal
arrows “Li”.

densities. Hence, the combination of the effective tunneling-energy window and
the length of the near-tunneling regions determines the doping dependence of
the PAT current density. Due to the large PAT currents, which are comparable
to direct-BTBT in Fig. (4.10), we expect that the PAT could be a potential
source of SS-degradation in TFETs. However, the quantitative assessment of
the impact of PAT on SS degradation in TFETs would require a multi-phonon
assisted tunneling current formalism, so that one can gain more insight in the
contributions of the underlying PAT processes.

Note that the valence band and the conduction band edges for different
doping concentrations in Fig. (4.7) are determined as the band edge energies of
the defect free and dopant free diode structures. However, with increasing doping
concentrations, the real devices are more prone to random dopant fluctuations
and the accurate band edge energy calculations would require an atomistic
based approach to self-consistently determine the device electrostatics [97].
Such a calculation would also require enormous computational resources to
determine current densities, even for smaller device dimensions [97]. If realistic
electrostatics are known based on such atomistic calculations, our approach
could drastically decrease the computational effort in calculating BTBT and
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Figure 4.10: Comparison of the direct-BTBT and PAT current densities for
different doping concentrations. The orange-(blue-) solid (dot, dashed) lines
represent the direct-BTBT (PAT) current densities for 5x10*° (5x10'®, 5x10'7)
[at/cmS] doping concentrations. The cross-over between the direct-BTBT and
PAT current density curves is indicated by a grey circle.

PAT current densities if a defect-inclusive electrostatic profile is used.

4.6 Conclusions

In this chapter, we further simplify our PAT current density formalism
of the previous Chapter 3, by considering only the longitudinal branch of
the polar optical phonon, and apply it to a Ing 53Gag.47As homostructure p-n
diode. We study the PAT current density in up to 100nm long and 20nm wide
Ing 53Gag.47As p-n diode with a 2 and 15-band implementation of the formalism.
We determine that the PAT current density exceeds over direct-BTBT for the
forward bias, at which the effective direct-BTBT energy interval is sufficiently
small compared to the phonon energy and PAT offers an additional transmission
path based on the gain of phonon energy. We observe that the PAT currents
are comparable to BTBT. We further find that there is no substantial difference
for the calculated PAT current densities in forward (and at low reverse bias)
between the 2 and 15-band model of our formalism.

We discover that the electron-phonon coupling strength is inefficient
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across the tunneling junction because of the phase-shift between the envelope
functions injected from different bands. We find that the PAT current densities
depend on the device’s length along the transport direction because of the
PAT contributions in the near-tunneling regions. We further observe that PAT
current densities depend on the minimum allowed phonon wavevector, which
is due to the inverse dependence of EPC strengths on the phonon wavevector.
We find that the combined effects of effective tunneling-energy interval and
near-tunneling region length determine the observed doping dependence of the
PAT current density. We expect that our PAT current density formalism can
eventually be applied to study the PAT current densities in direct-bandgap
heterostructures, as the framework of the implementation (carried out for
studying Ing 53Gag.47As p-n diodes) can be reused with a few minor changes.
We further expect that our PAT current density formalism can be extended
to include multi-phonon assisted tunneling and eventually to assess TAT in
devices, which is briefly outlined in the outlook of the next chapter.

The key findings of this chapter have been presented at the APS March
meeting 2018 [1] and a detailed report is submitted to the Journal of Applied
Physics [2].






Chapter 5

Conclusions and outlook

In this chapter, the conclusions of this thesis are summarized in Section 5.1.
Section 5.2 details the extension of the PAT formalism to include multi-phonon
assisted tunneling transitions and briefly discusses the prospect of this work,
which is eventually the approach to determine TAT in semiconductors.

5.1 Conclusions

The summary and conclusions of this thesis are organized in accordance
with the topical goals outlined in Chapter 1. As described in Chapter 1 when
discussing the limitations of the existing TAT models, it is clear that there
is no unified approach to model TAT in semiconductor devices. We aimed to
circumvent the limitations by making use of a quantum mechanical approach
to determine TAT.

Therefore, we began with the study of the impact of electric field-induced
quantum effects on semiconductor and oxide traps in Chapter 2, with as purpose
to determine if quantum effects are crucial in determining TAT. In particular,
we explored the implications of high electric fields on the characteristic trap
energy level. We defined a normalization method to circumvent the problem of
unphysical wavefunctions resulting from the complex part of the spectral energy
states. For the planar semiconductor and oxide traps in a one-dimensional
structure, we outlined the numerical procedure to capture the field-induced
level broadening and found typically hundreds of meV for the former and tens
of meV for the latter at TFET-relevant electric fields of 2 MV /cm. The amount
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of broadening is sensitive to the chosen trap configuration and may have a
quantitative impact on the calculation of the TAT current. In this chapter, the
field-induced quantum effects are implemented in the existing semi-classical
emission rate formalism. We found that these effects can increase the emission
rates of a semiconductor trap level at high electric field, while the impact for
the oxide traps is much smaller due to the higher effective mass and barrier
heights than those in the former and depend on the combined influence of the
field strength, trap charge state (neutral, acceptor or donor trap), trap position,
tunneling barrier type and the host material parameters.

In Chapter 3, we presented a formalism to calculate the phonon-assisted
tunneling current, aimed at bi-dimensional semiconductor devices. We
formulated the PAT current equation by recycling an existing approach of
calculating Zener tunneling in indirect-bandgap devices, while applying a
quantum transmitting boundary method approximation. We determined the
electron-phonon coupling in the framework of envelope function theory of
electron wavefunctions. We applied the physics based lattice approach and
the low phonon wavevector approximation to eliminate the basis functions in
the electron-phonon overlap integrals of both direct-bandgap homostructure
and heterostructure devices. We derived the PAT current density equation for
bi-dimensional semiconductor structures and implemented the formalism as a
post-processing step in an existing direct-BTBT simulator (Pharos).

In Chapter 4, we simplified our PAT current density formalism of the
previous chapter and applied it to an Ing 53Gag.47As p-n diode. We studied the
PAT current density in up to 100nm long and 20nm wide Ing 53Gag.47As p-n
diode with a 2 and 15-band implementation of the formalism. We observed
that the PAT currents are comparable to BTBT and found that there is no
substantial difference for the calculated PAT current densities between the 2
and 15-band model of our formalism. We discovered that the electron-phonon
coupling is inefficient across the tunneling junction because of the phase-shift
between the envelope functions injected from the different bands. We found that
the PAT current densities depend on the minimum allowed phonon wavevector
and on the device’s length along the transport direction because of the PAT
contributions in the near-tunneling regions. We further determined that the
combined effects of the effective tunneling-energy interval and the near-tunneling
region length result in the observed doping dependence of the PAT current
density.
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5.2 Qutlook

Based on the chapters presented in this thesis, we provide a few suggestions
for future research that improve the presented models (Section 5.2.2) and can
result in new applications (Section 5.2.1).

5.2.1 Impact on experimental work

The field-induced effects observed in Chapter 2 for a single-oxide defect can
provide a better understanding of the microscopic defect properties, when these
observations are correlated with the statistical characterizations of Random
Telegraph Noise (RTN) signals related to a single-oxide defect in the ultra
scaled devices [98]. We suggest that these field effects can be incorporated
(by using the average emission/capture rates which were discussed at the end
of Section 2.3.2) in the applied physics-based models for the calibration of
trap time constants [98]. This could lead to a distribution of time constants
and subsequently, result in the field-dependent decrease of the average time
constants related to a single-oxide defect. These effects are mainly expected
for border trap states, or trap states close to the oxide-semiconductor interface
(0.5nm in Fig. (2.11) and 1nm in Fig. (2.12)).

The PAT currents calculated for different diode configurations in Chapter 4,
with the application of our formalism, provide more physical insight into parasitic
current contributions observed in experimental devices [99]. For instance, the
comparison of the oscillatory conductance obtained from the PAT curves of
the calculated and the experimental diodes, could validate the hypothesis that
the EPC strengths solely determined with longitudinal optical phonons are
indeed dominant in ITI-V direct bandgap materials [100]. Additionally, these
oscillatory conductances obtained from the PAT curves of nearly defect-free
tunnel diodes, which are determined at low external forward bias voltages, could
provide a rough estimate (after calibration and extrapolation) of the impact of
the PAT contribution on TFET performance (such as SS degradation). Note
that the observable PAT currents, which are intrinsic to the material, contribute
to the total currents of TFETSs, whereby it can increase the total currents in
subthreshold region of the transfer characteristics, and thereby impact the
TFET performance. These PAT contributions, which are dependent on the
electron mean free path (see Fig. (4.6)), are also expected to moderately increase
the Ion currents in TFETs by 20%. To obtain better estimations, we suggest
to compare the calculated PAT current with I — V' measurements of defect-free
tunnel diodes in forward bias for the calibration of TFET-related parameters,
for which the diode dimensions are to be scaled with respect to the transport
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direction, with lengths varying up to 100nm in agreement with the mean free
path of electrons at room temperature in III-V direct bandgap materials [93].

5.2.2 Future research towards enhanced models

In Chapter 2, we used the MTM approach to determine the trap energy
level from the 1D- Schédinger equation using an effective mass approach and
adapted the same approach to qualitatively determine the impact of field-induced
effects on TAT based emission rates. However, this approach is too simplistic
to quantify these effects in real devices with 2D or 3D traps, as we assumed
the traps to be one-dimensional with invariant planar structures in the two
(y, z)-dimensions. We suggest that a more accurate calculation of trap levels
and the related field-induced effects in higher dimensional systems (with 2D or
3D traps) can be attained using approaches such as NEGF formalism [26, 97],
Wigner function method [79] and others.

In Chapter 3, we simplified the calculation of EPC strength in
semiconductors based on the properties of a crystalline lattice (Eq. (3.63)). The
same approximation is strictly speaking not applicable to amorphous materials
like oxides. However, this approximation can still be used to qualitatively
determine the PAT currents in oxides, by exemplifying oxides with wide bandgap
materials. A more accurate prediction of EPC strength in oxides would require
DFT-based approach [101].

Two-phonon assisted tunneling current formalism

Based on the successful implementation of PAT in homostructure and
heterostructure direct-bandgap semiconductors, we provide suggestions for
future research which eventually will lead to the calculation of TAT not only in
TFETs but also in general semiconductor devices. We first present the theory
of determining multi-PAT in semiconductors, and conclude the thesis with a
brief discussion of the approach towards TAT calculations.

In this thesis, we developed the formalism for single-phonon assisted
tunneling current in Chapter 3 and applied it to a homostructure Ing 53Gag 47As
p-n diode in Chapter 4. However, the trap-assisted tunneling process would
typically require a one-step multi-phonon assisted tunneling transition of either a
conduction or valence band electron into the trap site as illustrated in Fig. (1.5).
For developing such a multi-phonon assisted tunneling model, we found it to be
inappropriate to use higher order time dependent perturbation theory, whereby
the higher order perturbative approximation is obtained by taking the high-
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order expansion of the density matrix “g(¢)” from Eq. (3.41). Substitution of
such a density matrix expansion in the PAT current Eq. (3.40) and solving the
resultant commutators, results in the time evolution of a single electron-phonon
interaction and eventually leads to a time-dependent multi-step single-PAT
current. For steady-state TAT currents, we are not interested in such current
calculation as we are looking for a time-independent one-step multi-PAT current.

In this section, we therefore briefly present the procedure to determine
the two-phonon assisted tunneling currents, which eventually can be applied
to determine steady-state TAT currents. We suggest that the calculation of
both single-phonon and two-phonon assisted tunneling currents can be obtained
by substituting the time-dependent version, in the interaction picture, of the
following time-independent electron-phonon interaction Hamiltonian in the PAT
current Eq. (3.53),

Hing = H +HE) (5.1)

where ’;fll(it) corresponds to the already known first-order electron-phonon
interaction Hamiltonian of Eq. (3.39), whereas ﬁf§2 is the interaction
Hamiltonian related to the two-phonon coupling with an electron [86, 102,
101, 103]. The second-order electron-phonon interaction Hamiltonian 7-7,1(33,
which was recently reported in a DFT-based calculation of renormalized bulk

band structures [101], is defined by [86, 102, 101, 103]

(2 RN . . .
Hi(nt) = Z JaBava,v, CECa (aqV + aiqu) (aq,w + aiq,w)

[
avq,v,

+ gZ,Bquq,u, (d:rq,u, + afq,u/> (dj:w + CAlfqy) éLéB (52)

where gogqrq,., represents the coupling strength between an electron and
two phonons. The corresponding time-dependent (in the interaction picture)
electron-phonon interaction Hamiltonian is

~ ~(1 ~(2

Hine (1) = Hind (1) + H (0) (5.3)
where ﬁl(it) (t) is equivalent to Eq. (3.52) and the time-dependent second-order
electron-phonon interaction Hamiltonian H-(z)(t) is, using Egs. (5.2) and (3.43)-

int
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(3.51), is defined as:

H Ala a4 iEﬁ_Ea_th_hw,y,ﬁ
Hi(st)(t): Z gaﬁqvq,wC;Ca [aquaq,mexp< : hq = )

af
qvq,v,

i (Bg — Eq — hwgy + Aw_q )t
+€LC11/&T—qlweXp< ( 5 hq 4 ) >

G (i(Eﬁ—Ea+hwqy—hwq,y,)t>
exp 3

+al 0 7 +h.c. (5.4)

—qv

Atq,u,exp (l (Bp = Bo +hw_qy +hw_gq,,,) t)

where “h.c” stands for the hermitian conjugate. Substituting Eq. (5.3) in
Eq. (3.53), the PAT current Eq. (3.53) becomes:

t

Ion = 24 Jim [ dty T ([ [Na G 0] G (1)) 0)
0

+ 75 Jim [ty ([Fa 720 w0 20)
0

t

+ 2 im [an e ([[Fo AR 0] A2 0)] 20)

h2 t>o0
0
o [ ([[FoA20] A2w)a) 69
0

It is obvious from Eq. (5.5) that the second and third terms contribute zero
PAT current as these terms lead to zero expectation values, when using Wick’s
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theorem [84]. Therefore, Eq. (5.5) is further simplified as:

t
I = 53 Jim [ dty T ([ [No A0 0] A (1) 20)
0

* iei%tliglo/dtl Tr( 0477{1(312( )} HE )} Eo) (5.6)
0

Note that the first term in Eq. (5.6) corresponds to the PAT current formalism
presented in Chapter 3, whereas the two-phonon assisted tunneling currents
can be derived by solving the double-commutator of the last term in Eq. (5.6).
So far, we proposed to determine the two-phonon assisted tunneling current
formalism based on the density matrix framework outlined in Chapter 3, where
we used the time-dependent interaction picture for the operators and the
second-order electron-interaction Hamiltonian (Hl(m of Eq. (5.1)) to determine
two-PAT currents while maintaining a first-order expansion of the density matrix

(Eq. (3.41)).

Note that the crucial element in determining the two-phonon assisted
tunneling currents is the calculation of the second-order EPC strength gnsquq,v,-
It has been calculated with a DFT-based implementation, which determined
the EPC strength for few nanometer wide bulk structures and in the absence of
external applied voltages [101]. At the moment of writing this thesis, these DFT-
based calculations (of gasquq,r,) have not been reported yet for realistic device
sizes and structures (heterostructures). We therefore present the method to
calculate second order EPC strength in the presence of external applied voltages
by generalizing the approximations used for the DFT-based calculations. In our
method, the effects of the external applied voltages are intrinsically included
in the wavefunction description of electrons, which will be used in determining
second-order EPC strengths. In the aforementioned bra-ket notation (see
Eq. (3.57) of Section 3.3), the second-order EPC strength is defined by the
following second-order electron-lattice interaction potential [86],

<ka +Q+q/‘A2V|ka> (5'7)

DN | =

1
JaBarq,y, = ) (ksl A%V ko) =

whereby the second-order electron-lattice interaction potential is described as
the following second-order change in crystal lattice V. potential due to the

atomic displacements (ARJ Y ARum/:l”’) [86]

w,t?

AV=2 D omr uaRmu,ARz;:';ARZT:';' (5.8)

%7,V I,m,v,
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The exact calculation of the second order EPC strength (Eq. (5.7)) for bulk-
materials is challenging from a computational point of view as it would
require the application of second-order density functional perturbation theory
(DFPT) [101]. To circumvent this, Allen and Heine [102] proposed the recasting
of Eq. (5.8), which is the second-order electron-lattice interaction potential
defined in first-order perturbation theory, into the linear combination of
two first-order electron-lattice interaction potentials defined in second-order
perturbation theory (refer Eqs. 1-4 of [103]), while applying the observed
translational invariance of atomic displacements within the harmonic and
adiabatic approximations (these approximations are explained in Appendix
A). These approximations are coupled with an additional condition that if
every atom is further displaced by ARJ", the energy of the total crystal
is unchanged which prevents anharmonicity. This method is referred to as
“adiabatic Allen-Heine formula” of monoatomic crystals [102], which is later
extended to polyatomic unit cells by Allen and Cardona [103]. With these
approximations, the second-order EPC is simplified as

1
Japavay, =7 5 Z

(ka +a+a AV [kra) (ki AV ka)

3

Kro=ko+a, Ep = E
1 ko +q+q| AV |kis) (kig| AVYY K,
R AV o) G| AV )
2 Es— By
kig=ksg—q,
with
- oV, , oV,
AV — 2 ARIY - APV — c_AR™Y 5.10
Vu,l ”ZD aRi,l; w,t ) Vu,,l l; aR:Z:’l// uy,l ( )

where |kj,) represents an intermediate state injected from the left contact and
identified with k;, = ko + q, at energy E;. Similarly, |k;3) represents an
intermediate state identified with k;3 = ks — q,, while injected from the right
contact at energy Ej. Note that the denominator in Eq. (5.9) represents a
phonon energy (Eg —FEr = hwq/l,,).
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Using the definition of the first-order EPC strengths from Eq. (3.59), the
second-order EPC strength can further be defined in the following form:

DN =

Y JepartGelaay g Pt edan
E,H - EI Eﬂ — E[

(5.11)

YaBava,y, =

kroa=ka+q, kig=ksg—q,

1 Z Mg, Mgy,

FEs—F
kra=ka+q, A I

x [ ar v i) [a v, @ v )

1 Z Mgy My,
Es — By

kig=ksg—q,

x / dr ¢ (r)e" Ty 5(x) / dr’ 5 (r)) e’V (')
(5.12)

where 11, (r) represent the intermediate-state’s electron wavefunction, injected
from the left contact at energy FEj, characterized by either an emission or
absorption of a single phonon fuwwg,,, from the initial « state. Similarly, ¥;3(r)
represent the intermediate-state’s electron wavefunction, injected from the right
contact at energy Fj, characterized by either an emission or absorption of a
single phonon fwg ., from the final 3 state. Note that the above simplification
for the second-order EPC is also applicable for the heterostructure, where the
first-order EPC in Eq. (5.11) can be replaced with the definition of Eq. (3.82).
With the above simplifications for gngquq,.,, We expect that the calculation of
two-phonon assisted tunneling currents will be a straightforward extension of
the implementation presented in Chapters 3 and 4.

After determining the multi-phonon assisted tunneling currents, which
can generally be extrapolated from the aforementioned combination of single
and two-PAT currents, the TAT currents in semiconductors can eventually be
determined as

Jrar = JopP — Jrter (5.13)

where Jrar is the desired TAT current density, Jggap is the multi-PAT current

density calculated with the chosen trap potential profile and J nﬁﬂap is the
multi-PAT current density determined with a trap-free potential profile. Note
that the TAT current Eq. (5.13) does not account for the structural relaxation
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discussed in Appendix A. However, we suggest that the structural relaxation
process can be included in the formalism described in Section 3.2 of Chapter 3,
specifically, by including the trap subsystem Hamiltonian in the unperturbed
system Eq. (3.33). In the framework of second quantization, the trap subsystem
Hamiltonian can be defined by the so-called impurity models such as the Kondo
model [104] and Anderson impurity model [105, 78]. We expect that such
addition of models could result in the current equation similar to Eq. (3.56)
inclusive of trap energy level and occupational probability.

In addition to the above suggestions, we expect that the extension of the
PAT current density formalism to tri-dimensional semiconductor systems such
as nanowire-TFETs, by following again the framework described in Chapter 3,
could enable us to determine the TAT currents for realistic trap configurations.



Appendix A: Fundamentals of
NMP theory

In the NMP theory, the effective Hamiltonian describing the total system
of electrons and lattice vibrations [106] is:

H(r, Q) = He(r) + Verpn(r, Q) + Hpn(Q) (A.1)

where Hi(r) is the Hamiltonian for the electronic subsystem, Hp,(Q) is the
Hamiltonian of the free lattice and Veipn(r, Q) is the electron-phonon coupling
potential, r are electronic coordinates and Q are normal coordinates representing
the displacement of an atom from its equilibrium position. To solve the
Schrodinger equation (HW = £V) with the Hamilton-operator (Eq. (A.1)), the
delocalized electrons of the system are assumed to follow the motion of defects
and of host material atoms instantaneously, which is the well-known Born-
Oppenheimer approximation [106]. This approximates the total wavefunction
of the system of Eq. (A.1) as the following product of the electron and the
lattice vibration wavefunctions with 'n’ in ®, »(Q) implying that the lattice
vibrational state will generally depend on the state of the electronic subsystem.

\Ijn)\(r; Q) = wn (I‘, Q)q)n,)\(Q) (AZ)

where n, A denote the electron and phonon quantum numbers corresponding

to the electronic and vibrational subsystems, and where ¢, (r, Q), ®,, 1 (Q) are

the solutions of the electronic and vibrational subsystems, respectively. With

Eq. (A.2), the Schrodinger equation of the total system becomes
(bn,)\(Q)Hcl(r)wn(r» Q) + V;:l—ph (I‘, Q) W}n(ra Q)(I)n,)\(Q)}

+ th(Q) Wn(h Q)‘I)n,)\(Q)] = 5n,)\ [%L(I‘, Q)q)n,)\(Q)} (A3)
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Subtracting ¥, (r, Q) Hpn(Q) P, 1 (Q) while also dividing by the approximated
form of the total wavefunction (Eq. (A.2)), Eq. (A.3) of the total system becomes

1
mHel(rW’n(ry Q) + Verpn(r, Q)
b (B (0. Q00 r (@)} = Enre 2 (Q)8,0(Q)
e @@ {0 ) =6 @@
A4

where, the non-adiabatic operator L is defined by
Lt (rQ)®,A(Q)) = Hpn(Q)n (r, Q)P0 A(Q) — ta(r, Q) Hpn(Q)2,1(Q)
= [Hpn(Q), ¥n(r, Q)] 2,,0(Q) (A.5)

In the framework of the adiabatic approximation, where the electronic subsystem
is assumed to follow the motion of the host material atoms adiabatically, the
term with the non-adiabatic operator “L” is zero [106]. With the following
definition of the electronic energy in terms of normal coordinates,

1

(I)n,A(Q)

the total system of Eq. (A.4) is separated into the following set of
coupled electronic and vibrational subsystems, which allows for the separate
determination of electronic and vibrational wavefunctions:

[Hei(r) + Verpn(r, Q)] ¥n(r, Q) = En(Q)n(r, Q) (A7)
[th(Q) + En(Q)] (I)nJ\(Q) = gn,A(I)n,A(Q) (A'S)

En(Q) = 5n,)\ - th(Q)(I)n,)\(Q) (A6)

Here, the electron energies F,,(Q), which act as a coupling between the electronic
and vibrational subsystems, are additional contributions to the potential of the
nuclear oscillations in the lattice equation (Eq. (A.8)).

In the general case, the adiabatic system of Egs. (A.7) and (A.8) can
not be solved exactly. To overcome this complexity the well-known Franck-
Condon approximation of the adiabatic wavefunctions (¢, (r, Q), ®, 1 (Q)) is
considered [63] [51], whereby it is assumed that the lattice cannot readjust
instantaneously when an electron capture or emission occurs. This results in
the electronic wavefunction of Eq. (A.7) to be expanded into an electronic
wavefunction independent of the normal coordinates Q, and perturbation terms
using perturbation theory. In the framework of the Condon-approximation, the
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approximated total wavefunction of Eq. (A.2) is

VA (r, Q) = wa°><r>+25§0§’h(ﬁiw () |eh@ (A9
n#m &n. T

~ O (r)e!)(Q) (A.10)

where w&o) (r) refer to the stationary state eigenfunctions of the electronic
Hamiltonian He)(r) which are assumed to simultaneously diagonalize the total
system Hamiltonian H(r,Q), and where @fllz\(Q) refers to the first-order
perturbed lattice vibrational function due to the electron-lattice interaction. In
order to make the calculations of transition probabilities (probabilities of either
a carrier capture or emission event) feasible, the higher order non-diagonal
contributions of the electronic wavefunctions in Eq. (A.9) are usually neglected
in the conventional NMP theory, which states that the capture or release of a
carrier occurs through a combination of ballistic tunneling and multiphonon
emission or absorption during structural relaxation of the lattice site. However,
these non-diagonal terms can correspond to the phonon-assisted NMP process,
which would be a second order effect of the conventional NMP theory (hence
ignored) [107], because they represent electron-phonon coupling during the
electronic transitions (tunneling transitions of the NMP theory). Note that these
assumptions are similar to the static approach of adiabatic theory [107]. The
total system of Eq. (A.1), while using the definition of Eq. (A.10) and keeping

) () o

in mind the identity of stationary electronic states (A

be written as

) o

[Hoi(r) + Verpn(r, Q) + Hpn(Q)]

M) el @

w‘0>> (6] a9

The orthonormality condition of the electronic state eigenfunctions
(< 7(10)> = (5n’n/) brings Eq. (A.11) to

0+ (o0 [ Vi (2. @) [0f7) + (@] 23(Q) = £0a80(Q) (A12)

Comparing Egs. (A.12) and (A.8), the lattice-dependent electronic energy is
a linear combination of stationary state electronic energy and the expectation
value of the electron-phonon coupling strength, which is

En(Q) ~ BY + (40| Vg (r,Q) [0 ) (A.13)

> ) (Q) (A.11)




118 CONCLUSIONS AND OUTLOOK

Combining this approximation with Eq. (A.10), the total system of electronic
and lattice vibrations (Eqgs. (A.7) and (A.8)) is transformed into the following
simplified set of coupled equations:

Ha(r))(r) = BP9 (r)  (A.14)

(@) + (0

VYel—ph (I‘, Q)

1P7(10)> n EnO)j| o\ (Q) = £,,2\(Q) (A.15)

Note that the simplifications made from Eq. (A.1) until Eq. (A.15) are equally
carried out in formulating the Schenk TAT [41] and the extended-NMP based
TAT model [42], however with different approaches to determine the tunneling
and thermal transition rates (briefly described in Section 1.5.2 of Chapter 1).
In order to make the calculation of thermal transition probabilities feasible with
Eq. A.15, the harmonic approximation for the phonon Hamiltonian Hy,(Q) is
applied, which states that the lattice displacement during vibrations around
their equilibrium position is small, and results in a quadratic dependence on
the normal coordinates:

Hn(Q)2()(Q) = 4Q%0)(Q) (A.16)

Remember that the NMP theory is characterized by ballistic tunneling
followed by multiphonon emission (or absorption) due to structural relaxation
upon the capture (or release) of a carrier. The interpretation of these
underlying mechanisms can be explained by analyzing Egs. (A.6), (A.13),
(A.14) and (A.15). First, the ballistic tunneling can be determined from the
tunneling transition rates, obtained while applying Fermi’s Golden rule, by
using the wavefunctions of the electronic subsystem Eq. (A.14).

Second, the structural relaxation is to be understood as follows. The total
energy of the system of delocalized electrons and the lattice site (defect) prior to
capture of an electron, while using the aforementioned harmonic and adiabatic
approximations, can be written from Eqs. (A.6) and (A.13) as

1

— g(0) 2

gn,)\ = En(Q) +

Verpn(r, Q) [0 ~0, in
Eq. (A.13), between the delocalized electron and the lattice site and we further
assumed that the system energy is minimal when the lattice is in its undistorted
equilibrium (@ =0). The capture of an electron at the lattice site readjusts
the bonding of the lattice ions with their nearest neighbor ions. The lattice
site is then polarized in the vicinity of the captured electron and subsequently
the equilibrium position of the lattice ions changes. This effect is usually

In this case, we assumed insignificant coupling, <¢£LO)
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Figure A.1: Graphical illustration of configuration coordinate (CC) diagram
of (a) a system of a delocalized electron and the lattice (defect) site prior to
capture of an electron and (b) a system when an electron is captured at the
lattice (defect) site.

described by <1/17(10)‘ Velpn(r, Q)

of (1| Vet (r, Q)
modulates the electron energy, is defined as

,(10)> in Eq. (A.13). The linear approximation

) , which states that the lattice deformation linearly

8E(0)
oQ

where B is the deformation potential. Upon electron capture, the total system
energy, while using Egs. (A.6), (A.13) and (A.18), becomes

Enx=EY + 4Q% - BQ

SE®) = —BQ =

(A.18)

0 + A(Q — Qo) — AQ? (A.19)

where we defined Q)9 = B/2A. Comparing Egs. (A.17) and (A.19), it is clear
that the total system energy, upon the capture of an electron at the lattice site,
is decreased with the minimum energy AQ% and the normal coordinate shifts
from @ to Q — Qo. This phenomenon is known as structural relaxation, which
is graphically illustrated by the configuration coordinate diagram in Fig. (A.1).
The difference in the total system energy between Eqgs. (A.17) and (A.19), which
is due to structural relaxation, is released in the form of multiphonon. Hence,
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the theory is known as non-radiative multiphonon (NMP) recombination. There
are two widely used TAT models in literature which are based on the application
of the NMP theory. These models are briefly explained in Section 1.5.2, while
discussing their limitations in Section 1.5.3 of Chapter 1.



Appendix B: Fundamentals of
equilibrium statistical
mechanics

In this appendix, the statistical average of the occupation number operator
of a single particle state in a grand canonical ensemble, a many-particle
system characterized by the exchange of particles with an external reservoir, is
determined.

B.1 Fermi-Dirac statistics

As mentioned in the beginning of Section 3.1, we are interested in
determining the statistical average of a single-electron state occupation number
operator ({(Niy)) from the system of many electrons. It can be determined with
Eq. (3.15), while using the single-electron state occupation number operator
(Eq. (3.8)) and the many-electron density operator (Eq. (3.18)) and results

in [76]
w(enlr(uom)n)

(ny) = Tr (0 1) = z

Using the definition of Trace operator from Eq. (3.14), the grand canonical
partition function of electrons in Eq. (B.1), however in occupation number
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representation, can be calculated from the following expression:

Tr (exp { T (Ha — uNa ) })

1

= Z (n1,ng,...lexp {fI‘ <7:Zel - uﬁel)} Iny,ng,...) (B.2)

ni,ng, =0

Zel

The exponential function of the operator can be interpreted in the following

Taylor series expansion around —I" (ﬁel - uﬁel) =0:

exp {*F (ﬁel - ,u]\Afel)} = i {_F (Hel _ MNel)} (B.3)

j=0 J

Using the fact that an occupation vector |nj,ng,...) is simultaneously an
eigenvector of He and Ne with eigen values from Eqs. (3.9) and (3.7) as E
and N, respectively, one obtains exp {—T' (F — uN)} by applying the above
Taylor series on this eigenvector and reconstructing the eigen values back into
an exponential function. With the descriptions of a non-interacting N-electrons
system and using Eq. (3.10), the grand canonical partition function can further
be simplified as:

Zo = Z exp{-T (E — uN)} (ny,na,...|n1,na,...)
ni,n2, =0
1 o)
S exp{ S } (5.4)
ni,ng, -=0 9=1

Using the property lexp <Z aj> =]]exp (aj)l of the exponential function
J J
and subsequently applying the identity exp(ij) = (exp(i))’, the grand canonical

partition function can be rewritten as [76]:

Za= Y [lexo{-T(Es—nns}

ni,ne, =0 9=1

= Y Jlexo{-T@E-wH™ (B.5)

ni,nz, =0 9=1
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Rewriting Eq. (B.5) and applying the possible single-electron state occupation
numbers (ng = 0, 1) simplifies the partition function as

Za= | (exp{-T(Es - ﬂ)})’“] [Z (exp {~T (B2 — ) })"*

n1=0 no=0

II > e {-T(Es—w}™ = [[ 1 +exp{-T(By— )} (B.6)
v=1

I=1ny=0

Since the partition function is determined, the statistical average of a single-
state occupation number can be calculated. From Eq. (B.1), it is rewritten in
the occupation number representation as:

1

() = Zi Z (nl,n2,...| (exp{—F (ﬁel—uﬁ)}) ny |nl,n2,...)
el ni,na, =0
(B.7)
With the Taylor series expansion for the exponential function of operators and
the fact that a vector |nl,n2,...) is also an eigenvector of ny, the statistical
average is simplified by applying Eq. (B.3) and subsequently, by using Eqs. (3.7)-
(3.10), which results in the following expression for the statistical average [76]:

1

(ny) = 2161 Z (exp{-T (FE — uN)}) (nl,n2,...|ny |nl,n2,...) (B.8)

ni,na, --=0

Z (exp {F Z (Ey — p) ny }) nﬁ] (B.9)
0 9=1

1,12, =

1
Zel
The square bracket term of Eq. (B.9) can be rewritten, while using the partial

derivative with respect to an energy Fy of a particular single-electron state
9 [76], in the following form:

19 ! =
bl £ )] e

N1, Mg, =

1

ny) = —
<19> Zel

Using Eq. (B.4), the statistical average Eq. (B.10) is rewritten as
1 1 0 1 0
)= o |22 zyl = -2 -2 (2 B.11
o) = 2, [ T 0E, el} [ rag, W e‘))} (B-11)

Substituting Eq. (B.6) in Eq. (B.11) for the partition function, the statistical
average of a single-electron state occupation number is further simplified as:

exp{-T(Ey — )}

) = T exp (T (By — )}

= fro(Ey — ) (B.12)
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where frp is the well-known Fermi-Dirac probability distribution function of
electrons, which is described in its final form by

1
[+ oxp (T (Eg — )

frp(By — p) = (B.13)

Therefore, the statistical average of a single-electron state occupation number in
a grand canonical ensemble results in the Fermi-Dirac statistics of the electron.

B.2 Bose-Einstein statistics

In a grand canonical ensemble, the statistical average of a single-phonon
state occupation number operator ({7))) can be determined, in the occupation
number representation [76], as follows:

oo

(i) = Zi S maima,. . exp {4 (th - uphM)}mA Iy, ma, ...
my,ma, =0

(B.14)
Using the general definition of the grand canonical partition function, which is
similar to the case of electrons in the previous subsection, the partition function
of free phonons in Eq. (B.14) can be described in terms of the occupation
number representation, which is further simplified by applying the Taylor
series expansion for the exponential function of operators on the eigenvectors
|mi,ma,...) and using Eqgs. (3.20) and (3.22), which results in the following
equation [76]:

o0

th = Z <m1,m2,...|exp{—r (ﬁph_ﬂphﬂph>}|mlam27"'>

mi,ma,--=0

o0

Z exp {—T" (Epn — ppu M)}

my,ma,-=0

o0

= Z exp{ i Ey\ — ppn)m } (B.15)
0 A—1

my,ma,-=

Using the aforementioned properties of the exponential function and similar to
the transitions made from Eq. (B.4) till Eq. (B.6), the phonons’ grand canonical
partition equation can be rewritten by using all possible occupation numbers
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for a single-phonon state, in the following forms [76]:

Zon= | 3 (exp{~T (B, - uphm"“] [ S (exp (T (Ez — ) })™

m1:0 m2:0

=TI > (exp {-T (Bx = )™ (B.16)

A=1 m)\:O
The summation in Eq. (B.16) represents a geometric series, which can be
simplified and has the following value [76]:

oo

S (exp {~T (Ex — ppu)})™ =

mx=0

1
1 —exp{—T"(Ex — ppn)}

(B.17)

Substituting Eq. (B.17) into Eq. (B.16) results in the following simplified
expression for the phonons’ grand canonical partition function:

o0

1
Zon = E e (T (B )} (B.18)

Similar to the case of electrons, the statistical average of Eq. (B.14) can be
simplified, while using Eq. (B.15), into the following expressions [76]:

(mx) ! Z (eXP { Z Ex — ppn) m }) m
0 1

h
P my ma, =

W

1 9
= [MEA (In (zph»} (B.19)
which is equal to:

exp {—T" (Ex — pipn)}
1 —exp{-T (Ex — ppn)}

where fpg is the expected Bose-Einstein probability distribution function for
phonons, which is described in its final form by

(M) = = fee(EX — Hph) (B.20)

1
exp {I' (Ex — ppn)} — 1
Note that the chemical potential upn for the free phonons system remains

close to zero until the temperature reaches the Bose-Einstein condensation
temperature Ty, at which the occupancy of the single-phonon ground state

fBE(EX — piph) = (B.21)
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becomes vanishingly small [108]. For the temperatures above Tgg, the chemical
potential ppn for the free phonons system is negative [108]. In conclusion,
the statistical average of a single-phonon state occupation number in a grand
canonical ensemble results in Bose-Einstein statistics of the phonons.

In this appendix, we determined the mean occupation of electrons and
phonons under equilibrium conditions, which exemplifies the quantum statistics
in the semi-infinite contacts of a QTBM-based configuration. We use these
statistics in formulating the PAT current equation in Section 3.2 of Chapter 3,
while applying QTBM.
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