Die approbierte gedruckte Originalversion dieser Dissertation ist an der TU Wien Bibliothek verfligbar.

The approved original version of this doctoral thesis is available in print at TU Wien Bibliothek.

M 3ibliothek,
Your knowledge hub

DISSERTATION

Simulation of High
Electron Mobility Transistors

ausgefiihrt zum Zwecke der Erlangung des akademischen Grades
eines Doktors der technischen Wissenschaften

eingereicht an der Technischen Universitat Wien
Fakultat fir Elektrotechnik und Informationstechnik
von

STANISLAV VITANOV

—f—

Wien, im Dezember 2010



“aylolgig Usip\ NL 1e uld Ul sjgejrene si sisay [210100p SIYl JO UoisiaA [eulblio panoidde ay 1 < any a3pajmou| InoA
“regBnpian yayiolgig Usipn NL Jop ue 1sI uoneuassiq Jasalp uoisiaAfeulblO aponipab ausiqoidde aiq V_UF_H.O__Q_M



Die approbierte gedruckte Originalversion dieser Dissertation ist an der TU Wien Bibliothek verflgbar.

The approved original version of this doctoral thesis is available in print at TU Wien Bibliothek.

M 3ibliothek,
Your knowledge hub

The open society, the unrestricted access to knowledge, the unplanned and uninhibited
association of men for its furtherance — these are what may make a vast, complex, ever
growing, ever changing, ever more specialized and expert technological world,
nevertheless a world of human community.

by J. Robert Oppenheimer
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Abstract

IGH Electron Mobility Transistors (HEMTs) based on GaN are already established for

high-power and high-frequency applications, such as mobile communications and radar.
Discrete transistors and Monolithic Microwave Integrated Circuits (MMICs) are commercially
available, however, emerging new technologies, such as ultra-broadband communication and hy-
brid vehicles, require further device optimization. On the other hand normally-off structures,
while essential for some applications (both analog and digital), still suffer from several perfor-
mance issues. In order to solve these problems and enable a cost and time effective optimization
routine, device simulation tools are expedient.

This thesis discusses I1I-Nitride materials and material systems on which HEMT's are based. Own
Monte Carlo simulations are supplemented by an extensive study of experimental and theoretical
works available. Using the most recent findings for the band structure and accounting for all
relevant scattering mechanisms the simulations show electron transport properties which are in
agreement with those reported for GaN and AIN. For InN superior transport characteristics are
predicted due to the lower band gap.

New transport models suitable for III-V materials are developed based on the extensive sum-
mary of available experimental and theoretical data and the own simulations results. They are
subsequently implemented in the device simulator MINIMOS-NT. Established physical models
for the lattice and thermal properties of the materials as well as models describing relevant
effects are discussed with respect to HEMT specifics and material properties.

Several GaN-based device generations are simulated using the presented models and model pa-
rameters. A very good agreement with experimental data and excellent predictive results allow
for extensive optimization studies of the gate geometry. Performance predictions for down-scaled
devices in high-temperature operation are shown. Transconductance investigations are discussed
with respect to the transport model used. InAIN/GaN structures are studied and their RF per-
formance is analyzed accounting for improved material quality. At last two different approaches
towards the realization of normally-off devices are examined: the recess gate technique and band
structure engineering using an additional InGaN cap layer. Based on experimental D(C data, the
RF performance is predicted and compared.

iii
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Kurzfassung

IGH Electron Mobility Transistors (HEMTs) haben sich fiir Anwendungen, welche gutes

Hochfrequenzverhalten sowie hohe Ausgangsleistung erfordern, z.B. mobile Kommunika-
tion und Radartechnik, bereits etabliert. Diskrete Bauelemente sowie Monolithic Microwave
Integrated Circuits (MMICs) von mehreren Herstellern sind verfiigbar. Aufkommende technolo-
gische Neuentwicklungen, wie z.B. Breitband-Kommunikation und Hybrid-Fahrzeuge, erfordern
aber weitere, gezielte Optimierung der Strukturen. Anderseits sind normally-off Transistoren,
welche in mehreren digitalen sowie auch analogen Anwendungsfeldern vorteilhaft sind, immer
noch von bestimmten Problemen geplagt. Um diese zu lésen und eine kostengiinstige Opti-
mierung zu ermoglichen, sind Bauelementensimulationen von entscheidender Bedeutung.

In der vorliegenden Dissertation werden die in HEMTs verwendeten III-V Halbleiter diskutiert.
Eigene Monte Carlo-Simulationen werden durch eine umfassende Studie von vorhandenen ex-
perimentellen und theoretischen Werken erganzt. Unter Berticksichtigung neuester Forschungs-
ergebnisse iiber die Bandstruktur der Materialien und aller wichtigen Streuungs-Mechanismen
werden Elektronen-Transporteigenschaften errechnet, welche fiir GaN und AIN in guter Uber-
einstimmung mit den vorhandenen Ergebnissen sind. Aufgrund der kleinen Bandliicke fiir InN,
deuten die Simulationen auf ein besseres Transportverhalten als bisher angenommen.

Auf der Basis eigener Simulationsergebnisse sowie auch zusammengefasster experimenteller und
theoretischer Daten, werden neue Transportmodelle, mafigeschneidert fiir I1I-V Materialien,
entwickelt und anschlieend in den generischen Bauelementsimulator MINIMOS-N'T implemen-
tiert. Bestehende Modelle fiir die Gittereigenschaften und das Temperaturverhalten, sowie auch
Modelle fiir wichtige Effekte, werden unter Berticksichtigung der HEMT-Besonderheiten und
Materialeigenschaften diskutiert.

Eine Reihe HEMT Bauelemente aus verschiedenen Generationen wird modelliert. Dabei werden
die beschriebenen Modelle und Materialparametersitze benutzt. Sehr gute Ubereinstimmung
mit experientellen Messdaten und bemerkenswerte pradiktive Simulationsergebnisse ermoglich-
en eine Optimierungsstudie der Gate-Elektrodengeometrie. Ferner werden die Transistoreigen-
schaften bei hoheren Temperaturen und kiirzeren Gate-Léngen untersucht. Transkonduktanz-
analysen in Bezug auf die benutzten Transportmodelle werden durchgefithrt. InAIN/GaN Tran-
sistoren werden simuliert und das HF-Verhalten fiir erhhte Materialqualitdt wird erortert.
Als Abschlufl werden zwei unterschiedliche Ansédtze zum Erzielen des normally-off Verhaltens
gepriift: Die Gate-Recess-Technik und das Band-Structure-Engineering mittels einer InGaN
Schicht. Das HF-Verhalten wird verglichen und analysiert.
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Chapter 1

Introduction

OME refer to the age we are living in, as the Information Age. It is the age of global

information exchange and instant access to knowledge, the age of computers, mobile tele-
phones, email, and on-line social networking services. The technological revolution has provided
us with enough computational power to satisfy one’s every day needs at acceptable costs. Even
handheld devices are able to handle computationally intensive tasks, such as complex encoding
algorithms, for instance.

However, one should evaluate technological evolution not only by the ability to process infor-
mation, but also by the ability to transfer it. The progress in the latter has been also nothing
short of impressive: while the first transatlantic telephone cable was able to carry only 36 tele-
phone connections some 55 years ago, a single mobile telephone can achieve the hundred-fold
bandwidth nowadays. Both the cable-bound and wireless telecommunications have experienced
a rapid development. Due to the nature of the transport medium there are different hurdles
which apply to the two techniques. For cable-bound communications one of the major obstacles
is the lack of broadband cable networks (optical cables still are not an established replacement
for classic telephone lines in the last-mile), while the technology has been available for some
years already.

Wireless communications on the other hand face still some technology challenges, despite the
steady development in the last decade. One of the key technologies, that made this evolution
possible was the Gallium Nitride (GaN) based High Electron Mobility Transistor (HEMT).
It offers a high current density at radio frequencies that, combined with its high breakdown
voltage, makes it an excellent choice for high-power amplifiers. While this was the application,
which granted the HEMT technology entry into the mass market, other emerging areas include
automotive power inverters for hybrid vehicles, for instance. An overview of the different present
and future application areas is included in Chapter 2. It is followed by a review of the current
state-of-the-art and an overview of device simulation tools able to deal with the specifics of
HEMTs.

A profound knowledge of the material system is a key requirement for proper device modeling.
Chapter 3 summarizes some of the properties of the III-V materials used in HEMT structures,
with focus on the carrier transport. It features an extensive study of available experimental and
simulation data compared against own Monte Carlo simulations.
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CHAPTER 1. INTRODUCTION

Chapter 4 introduces the basics of device simulation. Relevant models and model parameters
are discussed, with focus on the carrier transport models. Subsequently, different simulation
studies are presented in Chapter 5. These include optimization for various applications, high-
temperature performance analysis, and transconductance collapse investigation of normally-on
devices. Further, several techniques for normally-off devices are studied and compared.

The last chapter provides a short summary and points out several possible directions for future
work.
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Chapter 2

State-of-the-Art

OLLOWING a brief review of the history of HEMTs different application areas are pre-

sented. Those are split in three major groups: RF communication systems, automotive
electronics, and sensors. The advantages of complementary normally-off structures is discussed
and several approaches to achieve such operation are described. Reports of different research
groups during the last decade are summarized also in respect of currently available commercial
products. HEMT structures based on other materials than GaN are shortly discussed followed
by a brief summary of reports on GaN-based HBTs. The chapter ends with a review of various
simulation software packages and an introduction of our device simulator MINIMOS-N'T.

2.1 History of HEMTSs

As many other discoveries, the idea for a HEMT structure was a product of a research with
different purposes and there were several factors superimposed. The late 70s saw the evolution
of the molecular beam epitaxy growth technique and modulation doping together with a vivid
interest in the behavior of quantum well structures [1] (the latter peaking in the work of Klitzing,
Laughlin, Stomer, and Tsui).

At this time T. Mimura and his colleagues at Fujitsu were working on GaAs MESFETs. Facing
problems with a high-density of the surface states near the interface, they decided to use a
modulation-doped heterojunction superlattice and were able to produce depletion type MOS-
FETs [2]. While those structures were still plagued by several issues, the idea to control the
electrons in the superlattice occurred to him. He achieved this by introducing a Schottky gate
contact over a single heterojunction. Thus, the AlGaAs/GaAs HEMT was born [3]. Subse-
quently the first HEMT based integrated circuit was reported [4]. Alongside Fujitsu a number
of other research facilities joined on the further development of the new structures: Bell Labs,
Thomson CSF, Honeywell, IBM [5]. In order to counter different problems, several designs were
proposed: AlGaAs/GaAs HEMTs, AlGaAs/InGaAs pseudomorphic HEMTs (pHEMTSs), All-
nAs/ InGaAs/InP HEMTs (ordered by increasing f;) [6]. However, until the end of the decade
HEMTSs mainly found military and space applications [7]. Only in the 90s the technology entered
the consumer market in satellite receivers and emerging mobile phone systems.
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CHAPTER 2. SOA

In the beginning of the last decade new methods for deposition of GaN on sapphire by MOCVD
were developed. Thus, the production of AlGaN/GaN-based HEMTs was possible [8]. GaN has a
wide band gap which brings the advantages of higher breakdown voltages and higher operational
temperature. Due to the large lattice mismatch between AIN and GaN a strain in the AlGaN
layer is induced, which generates a piezoelectric field. Together with the large conduction band
offset and the spontaneous polarization this leads to very high values for the electron sheet
charge density [9]. This large potential of AlGaN/GaN structures (and the indirect advantage
of excellent thermal conductivity of the sapphire substrates) was realized very soon and the
research focus partially shifted from AlGaAs/GaAs to AlGaN/GaN devices.

In the course of further development and optimization various techniques were adopted. An
approach previously used in high-voltage p-n junctions [10], the field-plate electrode, significantly
improved device performance by reducing the peak values of the electric field in the device.
Thus, the breakdown voltage could be further increased. This technique was further refined to
T-shaped [11] and subsequently Y-shaped gate electrodes [12]. Another step in optimization of
the structure is the addition of a thin AIN barrier between the GaN channel and the AlGaN
layer. It increases the conduction band offset and the two-dimensional electron gas (2DEG)
density and decreases the alloy disorder scattering, thereby increasing the mobility [13]. An
additional option to enhance the electron gas transport properties is the double-heterojunction
structure [14]. The InGaN layer under the channel introduces a negative polarization charge at
the interface, and thereby improves the carrier confinement in the channel.

While the depletion mode (D-mode) technology has been significantly improved, no comparable
progress on the enhancement counterparts can be noted. However, such devices have advantages
in certain applications and are therefore getting in the focus of research activities in the recent
years. Several groups have proposed interesting approaches. Devices featuring very thin AlGaN
layers [15] and Fluoride-based plasma treatment [16] have been proposed, however certain sta-
bility concerns remain. A very promising method is the recess gate structure reported by Kumar
et al. [17]. Also recently, excellent results have been achieved with InGaN-cap devices [18].

2.2 Applications for GaN HEMT's

The material and device properties make AlGaN/GaN HEMT structures suitable for a wide
range of applications. In this section the major application areas are listed, without thoroughly
exploring all possible options. A detailed discussion can be found in [19].

2.2.1 RF Applications: Broadband Communication

In the last two decades wireless mobile technologies have matured from enthusiast and business
niche-market to a dynamical mass-market industry. Starting with the first analog networks in
the 80s the first fourth generation networks are already available in 2010. Transmission speeds
are rising accordingly (Fig. 2.1). The limiting factor for all systems is the microwave power
amplifier (PA) performance. Both on subscriber and base station side it has an impact on
power consumption, volume, and weight. While weight is not substantial in the base station
design, low efficiency dramatically increases power consumption and thereby the complexity of
the required cooling equipment. Thus development is focused on high efficiency. GaN power
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2.2. Applications for GaN HEMTs
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Figure 2.1: Down link rate for mobile communication systems.

amplifiers with characteristics surpassing those of GaAs have been demonstrated [20] and prove
that the material system and the device structure are an excellent choice for RF PAs (Table 2.1).
The frequency range of the reported amplifiers extends from the S-band [21], [22], [23] and C-
band [24], [25] up to the Ka-band. Devices for the X-band [26] - Ka-band [27], [28] range have

been demonstrated.

Table 2.1: Device/material features and merits of GaN HEMTs.

device/material features merits for RF PA merits for automotive applications
high efficienc high efficienc

high breakdown 8 Y s Y
high-voltage operation high-voltage operation

wide band gap high-temperature operation high-temperature operation

high current density high power density high power density

high electron velocity high frequency
HEMT topology high linearity
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CHAPTER 2. SOA

2.2.2 RF Applications: Radar Components

Military Applications Based on the platform constraints three main application areas for
GaN-based HEMTs are distinguished (depending on the application the available power and/or
volume are limited) [29]: ground-based applications, airborne applications, and maritime appli-
cations. Phased array systems for these applications are characterized by their power-aperture
product and high reliability. The frequency range includes the S-band, C-band, and X-band [30],
with ultra-broadband applications reaching into the Ku-band [31].

Space Applications Phased array systems are also used for remote sensing and earth obser-
vation for civilian and scientific purposes. Several such programs have been started [32]. Due to
the immense costs of delivering cargo in near-earth orbits, reduced volume and weight, as well as
low power consumption are the main goals. The high radiation levels and extreme temperatures
must also be considered.

2.2.3 Automotive Applications

Hybrid electric vehicles and fuel cell hybrid vehicles are entering the market in the last couple of
years. Those need high electric power inverters [33]. In order to increase efficiency high voltage
boasters are adopted. Therefore, high breakdown voltage as well as low resistance and high
temperature operation are key requirements.

2.2.4 Sensors

Chemical sensors for liquids [34] and gases [35] were demonstrated recently. High temperature
greatly widens the application field for gas sensors and also reduces the response times [36].
The temperature stability of GaN devices is therefore a distinguishable merit. Pressure sensors,
sensitive to high and low pressures, require different techniques. For high pressure applications
planar devices are used [37], while for low pressure applications membranes are required [38].

2.3 Normally-Off HEMT

The properties of GaN and AIN and their heterostructures have encouraged the research of
AlGaN/GaN based transistors for various applications in the last decade. Consequently, out-
standing results have been reported for the depletion mode (D-mode) high electron mobility
transistors. However, for several applications enhancement mode (E-mode) devices are essen-
tial.

In analog electronics E-mode devices supersede the negative voltage supply and also assure a
safe state in case of power loss. In digital electronics, they allow complementary FET-based
logic [39]. Normally-off operation is also a requirement for automotive applications (e.g. hybrid
vehicles) [33]. Despite the interest in E-mode operation, the excellent results as in D-mode
devices remain to be demonstrated.
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2.3. Normally-Off HEM'T

2.3.1 Gate Recess and Surface Treatment

The first E-mode transistor, reported back in 1996 by Khan et al. [15], was achieved by using
thin AlGaN barriers. Endoh et al. [40] relied on thin AlGaN layer too. However, the device
worked only in a very narrow drain-source voltage Vpg region. Liu et al. [41] could overcome this
issue by substituting AlGaN for AllnGaN and also reach higher threshold voltage Vi, however
the maximum drain current Ip and transconductance gy, decreased.

A similar approach was adopted by other groups [42], [43], [17], [44], who introduced Induced
Coupled Plasma Reactive Ion Etching (ICP-RIE) in order to etch the AlGaN barrier. This
technique was also used by Okite et al. [45] and Lanford et al. [46]. However, dry etching has
low selectivity and results in a high concentration of defects and thus a high gate-leakage. In
order to cure the damage, thermal annealing is required. Some of the metal stacks used for the
gate contacts are incompatible with the high annealing temperatures. Therefore, the annealing
has to be performed before the gate deposition. As the resist layer has to be removed, self-
centered gate metal deposition is not possible. A second annealing step is required after the
gate metal deposition in order to improve the Schottky barrier [47]. Cai et al. [16] demonstrated
fluoride-based plasma treatment, which introduces fluoride ions in the barrier. Those raise
the potential of the AlGaN barrier and the 2DEG channel. As no recess is required, damage
to the AlGaN layer is avoided. This approach was further applied to double hetero-junction
HEMTs (DH-HEMTSs) [48] and used in combination with the gate recess technique [49]. All
those approaches offer an optimization of the parameters (Vi and gr,) of selected devices on
the same wafer.

Very thin AlGaN barrier layers have also been demonstrated to significantly rise the threshold
voltage [50], [51]. Devices fabricated using this technique are particularly well-suited for high-
voltage applications due to the demonstrated high breakdown voltage.

2.3.2 Barrier and Capping Layers

Several approaches, relying on additional layers introduced under the gate, have also been pro-
posed. The first was by Hu et al. [54], who suggested a pn-junction under the gate. Mizutani et
al. [18] proposed an InGaN capping (cap) layer in order to raise the conduction band under the
gate. Also Higashiwaki et al. [53] reported an AIN/GaN structure with a thin AIN layer, with
positive V.

Fig. 2.2 shows the correlation between Vi, and g, achieved with the different techniques. During
the years an overall significant improvement can be noted. The last results show that for the
AlGaN/GaN system there is a certain limit which, while allowing for trade-off between Vth and
Jm, has to be overcome. Table 2.2 gives a summary of the advantages and the drawbacks of the
different approaches.
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Figure 2.2: g, vs. Vi, of GaN HEMTs featuring different techniques.

Table 2.2: Comparison of different techniques for E-mode structures.

Technique

Advantages

Disadvantages

Reported by

gate recess

on-wafer

surface damage

not self-centered

HRL [42], [43], UIUC [17], [46]
Oki [45], UCSB [49]

surface treatment

low access resistance

on-wafer

HKU [16], [52], [48]

no 100% damage-

recovery

UCSB [49]

InGaN cap

good RF performance

low gm& Iamax

Univ. Nagoya [18]

AIN/GaN

good DC performance

low 2DEG mobility Fujitsu [53]

pn-junction gate

on-wafer (selective)

very low Ip and

gm USC [54]

thin barrier

low gate leakage

high Ron

Furukawa [50], Nichia [51]
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2.4 GaN-Based HEMTSs

2.4.1 Reports by Research Groups

The evolution of MBE growth technique and modulation doping together with a vivid interest
in the behavior of quantum well structures in the late 70s made the demonstration of the first
AlGaAs/GaAs HEMT by Mimura et al. [3] possible. The potential of the technology was quickly
realized and several designs (AlGaAs/InGaAs PHEMT and AllnAs/InGaAs/InP HEMT) were
proposed in order to counter various problems. The first AlGaN/GaN based HEMTs were
demonstrated in the early 90s [8] after methods for deposition of GaN on sapphire by MOCVD
were developed.

However, the main driving force for the continuous improvements in the material growth technol-
ogy [55] were Nitride-based light-emitting diodes (LEDs). There is a strongly growing demand
for the latter for home electronics but also lighting and back-lighting, where the market in 2010
amounts to over 10 billions USD. For comparison the market for GaN RF transistors in 2010 is
only 100 millions USD.

The very high values for the electron sheet charge density were the reason for a shift of the
research interest from AlGaAs/GaAs to AlGaN/GaN based devices. Consequently the charac-
teristics of GaN based HEMTs have been improved steadily in the last decade. While the first
HEMTs exhibited a cut-off frequency f; and a maximum oscillation frequency fiax of 11 GHz
and 35 GHz (Ly=0.25 pm) [56] later devices reached 50 GHz and 120 GHz, respectively, in
2002 [57]. Currently the highest reported f; and fiax values are 190 GHz and 240 GHz, respec-
tively, for Ly = 60 nm devices with high Al-composition and thin barrier layers [58]. Another no-
table achievement is reported by Shinohara et al., who measured a cut-off frequency of 153 GHz
of a DH-HEMT with Ly = 60 nm [59], and also Chung et al., who produced a device with the
same gate length and a maximum frequency of 300 GHz [60]. However, such a performance
is near the limit of the AlGaN/GaN technology, imposed by the limited polarization-induced
electric fields and current collapse. Fig. 2.3 shows a steady increase of the measured f; over the
years, however such a illustration does not account only for the technology improvement, but
also for the down-scaling of the gate lengths. This is avoided in Fig. 2.4, where the product
fixLg is depicted. There is a clear limit of roughly 20 GHzxpum, which was rarely exceeded.
This value was also recently reached with AlGaN/GaN HEMTs [61]. First proposed by Kuzmik
in 2001 [62], the InAIN/GaN interface posseses a higher polarization-induced sheet charge den-
sity as AlGaN/GaN. As the InAIN layer can be grown lattice-matched to GaN, possible strain
relaxation problems are significantly reduced. Consequently, this potential was quickly realized
and the focused research of such structures is yielding excellent results: e.g. cut-off frequencies
of 144 GHz for a Ly = 100 nm device [63].

Another optimization goal is the maximum power density (Fig. 2.5). The first HEMTs exhibited
barely 1.1 W/mm at 2 GHz [64] (Fig. 2.5). Employing multiple field-plates the power density
was raised up to 40 W/mm at 4 GHz [65]. By using internally matched amplifier technology
the limits have been pushed up to 550 W at 3.5 GHz [66]. Because of the large band gap, GaN
based HEMTs are also considered for high power operations.
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Figure 2.3: Cut-off frequency of GaN HEMTSs over time.
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Figure 2.4: Cut-off frequency x gate length of GaN HEMTs.
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Figure 2.7: Cut-off frequency x breakdown voltage of GaN HEMTs.

Early samples demonstrated impressive breakdown voltages in the range of 230 V, but also poor
subthreshold behavior [67]. Those issues were addressed and breakdown voltages Vgr=570 V
were reached by gate geometry optimization [68]. By using a “slant-field-plate” technology a
Ver=1900 V could be achieved at the cost of drain current degradation [69]. Another way of
increasing Vpg is by using a thick buffer layer, leading to a maximum value of Vg >1800 V [70].
While the breakdown voltage increases steadily over the years (Fig. 2.6), a more significant
characteristic is the product fixVpr. Some of the achieved very high voltages are due to
exceptionally large devices. The cut-off frequency of the latter is quite low, which translates in
a low fixVpgr (Fig. 2.7).

2.4.2 Commercially Available Products

The first commercially available GaN-based products were available in 2005/2006 by companies
with a long experience with GaAs technology (e.g. Cree, Nitronex). In the following years
several other companies also entered the market. Table 2.3 gives an overview of the major
substrate suppliers and foundries. Most of the products are based on epitaxially grown material
on SiC substrates, however, there are some on Silicon, which offers lower costs and good thermal
conductivity. One of the companies, which developed a GaN on Si process technology, is Azzuro,
however, the bulk of its production is targeted at LED applications. Only recently Azzuro started
providing substrates for GaN power devices. Another company, offering GaN epitaxial layers
grown on Si is Nitronex. It also produces RF power transistors. Only two companies offer
MMICs based on GaN: one of them is Cree which has developed traveling wave amplifiers, two-
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Table 2.3: Companies offering substrates and GaN-based products.

Company Substrate Device

Azzuro GaN on Si LEDs

Cree GaN on SiC 220 W@4 GHz RF devices, MMICs
Eudyna - up to 3 GHz RF devices

Freescale GaN on SiC GaN-based HEMTs in research

Fujitsu GaN on SiC wireless equipment based on GaN HEMTs
Group4Labs GaN on Diamond -

IQE GaN epiwafers -

Nitronex GaN on Si up to 6 WQ6 GHz RF devices

Picogiga GaN on SiC -

RFMD - up to 120 W power devices
Triquint - up to 25W power devices
Toshiba - 65.4 W@Q14.5 GHz RF devices

stage amplifiers, and high efficiency, high gain devices for radio communications. It uses SiC
substrates. The other company to offer power amplifiers is Toshiba. It introduced its first GaN-
based amplifier in 2008. Nowadays amplifiers delivering 50 W in the Ku-band are commercially
available.

One of the early players was Fudyna, which was a joint-venture of Fujitsu and Sumitomo Electric
until 2009, before it was bought back by the latter. It offers both general purpose and high
efficiency, high-gain devices for 3G/LTE applications with an operational voltage of 50 V.

Freescale produces GaN epi layers on SiC substrate and is currently researching HEMTs, how-
ever, no commercial products are available yet. Another company, which is driving the research
in this field is Fujitsu. While it already offers GaN-based products, it also plans to deliver the
first power supply products employing enhancement-mode GaN HEMTs in 2011.

Several companies focus solely on epi structure fabrication (Group4Labs, IQE, Picogiga). While
most of them use a substrate SiC wafer, Group4Labs has developed a technology to attach GaN
epi layers to diamond substrates and is researching HEMTs based on this approach.

2.5 GaAs-Based HEMTSs

InP-based InGaAs/InAlAs pseudomorphic HEMTs (pHEMTSs) were long considered to be the
best devices for high-frequency communication applications because of their excellent RF and
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Figure 2.8: Cut-off frequency of GaAs mHEMTs over time.

low-noise performance: e.g. in the beginning of the decade structures with a gate length of
25 nm, 45 nm and a cut-off frequency of 526 GHz, 400 GHz, respectively, were reported [71],
[72]. However, InP pHEMTSs have some issues, including high cost of InP substrates, low me-
chanical stability, and last but not least poor breakdown performance due to the low band gap
of the InGaAs channel. An alternative are GaAs pHEMTs with lower In content in the channel,
and therefore superior breakdown performance but limited by the lower mobility and velocity
saturation. The advantages of both technologies are combined in metamorphic HEMTs. Those
use a strain-relaxed, compositionally-graded buffer to accommodate the lattice mismatch be-
tween the substrate and the top layer. The technology offers very good RF performance, the
lowest noise figures, and high gain performance. Aggressive gate scaling and several optimization
techniques such as zig-zag formed T-shaped gate electrodes helped to push the cut-off frequency
to 440 GHz [73], [74] (see Fig. 2.8). Interest in these devices is still strong and numerous efforts
are devoted to improve the performance. As an example, Su et al. suggest a dilute antimony
channel in order to improve the interface quality and channel confinement [75]. Another focus
point of research is the design of an enhancement mode device, which faces several issues. The
narrow-gap channel enables high impact ionization rates, which combined with the high Schot-
tky gate leakage current limit the input dynamic range and increase the noise figure. Therefore,
attempts to restrain the gate leakage current in E-mode devices through MOS structures are on-
going [76]. An advantage of the MOS technique is the improved RF performance of the devices
due to the lower gate-source and gate-drain capacitances [77].
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2.6 GaN-Based HBTs

2.6.1 AlGaN/GaN HBTs

In the end of the 1990s III-Nitride technology advanced rapidly. The interest was mainly driven
by the progress in lasers and LEDs but also in HEMTs. The latter soon reached record mi-
crowave performance and thus prompted the development of heterojunction bipolar transistors
(HBTs). They offer traditional advantages over field effect transistors, such as linearity, thresh-
old uniformity, and current handling. One of the first working samples was demonstrated in [78],
but was plagued by poor contacts and the quality of the material. Subsequently a current gain
(B) of only 3 was reached with a very high Vg offset of 5 V. Other groups [79] faced similar
problems. However, while the technology was still lacking, various theoretical studies pointed
out the large potential of the devices. Using a two-dimensional model and based on material
properties reported in literature, [80] predicted a maximum [ of 1130, collector saturation cur-
rent of 3.5 kA /cm?, breakdown voltage of 55 V, and f; of 18 GHz. Even higher theoretical
values (reaching $=2000 and f;=30 GHz) were reported by employing compact models [81].
Other studies focused on a comparison between npn- and pnp-structures [82] and the worse
high-frequency characteristics of the latter. Using models and material parameters verified by
modeling experimental device characteristics, an optimization was performed in [83] and a theo-
retical fi of 44 GHz was predicted. Based on improved fabrication processes developed previously
for other compound systems, HBTs with a similar performance (f ~3 at room temperature)
were fabricated on MBE and MOCVD grown material [84]. The device performance was again
limited by the base resistance. Better results were achieved in [85] by using MOCVD grown
material, with =80, but high forward resistance at the base-emitter junction due to possible
diffusion of Magnesium into the emitter. The same group also introduced selective area growth
resulting into high crystalline quality, but a still leaky base-emitter diode [86]. The same tech-
nique was used by McCarthy et al. [87], while they also employed emitter mesa regrowth to
avoid etch damage, and material grown using lateral epitaxial overgrowth technique to achieve
low dislocation density. Through optimization of the width and grading of the base, operation
at 70 V with a =6 was possible.

In the following years work on AlGaN/GaN based HBTs continued [88], [89], [90], [91], [92],
(93], [94] (Fig. 2.9). A possible issue with the measured values of the extrinsic current gain, was
however pointed out [92]. Due to the low quality ohmic contacts and the leaky base-collector
junction, the anomalous current gain at low current levels can be erroneously attributed to
the intrinsic device performance. This was also observed by Hsueh et al. [95], who proposed
that a common-emitter I-V under high current bias is the best way to evaluate the transistor
performance, instead of the Gummel plot. Some of the experimental studies focused on high-
temperature performance [90], [96]. As the hole concentration increases by thermal activation,
the current gain of pnp structures is enhanced [90]. Device operation at temperatures up to
400° C was demonstrated, although the device performance shows a degradation after prolonged
operation at this temperature [96]. Despite the progress in the last years the technology faces
still several major problems:

e low base conductivity,
e deep acceptor levels of Mg,

e and emitter-collector leakage currents.
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Figure 2.9: Current gain (measured and simulated) of GaN HBTs over time.

2.6.2 InGalN/GaN HBTs

One of the suggested ways to counter the low base conductivity is to employ a lower gap material
such as InGaN. InGaN is also more resistant against the damage introduced by the dry etching
step used to expose the surface of the base layer [97]. Thus, the potential of an InGaN/GaN HBT
was quickly realized, first in theoretical studies [98], [79], [99] and subsequently in experiments
[97]. The latter is the first reported InGaN/GaN (D)HBT. It achieved a [ of 20 but also a
high offset voltage (5 V). Further studies reported breakdown voltages as high as 100 V, mainly
due to the low damage of the InGaN base layer [100]. Ongoing improvement of the base ohmic
characteristics resulted in a decrease of the offset voltage (from 5 V down to 1 V) in addition
to a record $=2000 [101]. The same group reported a collector current density of 6.7 kA /cm?
corresponding to a power density of 270 kW /cm? [102].

Several works employed a theoretical approach in exploring and optimizing the device perfor-
mance. Ensemble Monte Carlo simulations were used to determine the temperature and doping
concentration dependence of the low-field mobility [99]. Based on this calculations the temper-
ature dependence of the cut-off frequency was studied. The impact of non-uniform base doping
on 3 was studied in [103].

The implementation of a graded emitter layer was experimentally studied by Keogh et al. [104].
A low offset voltage (2-3 V) and =27 with breakdown voltage greater than 40 V was reported.
The current gain decreased to 10 at 300° C, but no device degradation was observed. The same
technique was used by other groups [105], [106]. A state-of-the-art device with =42, a current
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density of 5.2 kA/cm?, and a breakdown voltage larger than 75 V was obtained in [106]. A
record current gain of 2450 was reported in [107] at room temperature. At 40 K it reaches 5000
due to a reduction of the recombination current in the base layer. By introducing an AlGaN
collector Kumakura et al. [108] were able to achieve a breakdown voltage of 190 V albeit the
current gain was only 3 due to the low quality AlGaN.

2.7 Simulation Software

Modeling and simulating a wide band gap semiconductor such as GalN faces some physical
effects not encountered in Si or GaAs. The main difference is that GaN crystallizes with a
non-cubic symmetry, which results in an increased size and number of atoms per unit cell,
thus in a more complex band structure [109]. Accounting for those new complexities Monte
Carlo (MC) studies of the transport properties of wurtzite GaN have been conducted. The
advantage of this approach is that it does not require extensive experimental input. Earlier
works employed analytical two-band conduction band models [110]. Other groups use ensemble
Monte Carlo simulation to calculate the transport properties [109] paying special attention to the
band intersection points and their impact on impact ionization. Some studies focus exclusively
on the high-field properties of GaN using a microscopic rigid-ion model and focus on the isotropy
of the properties and the effects of non-equilibrium hot phonons [111].

However MC techniques can also be used to calculate GaN based device characteristics. GaN
MESFETSs with different phases were compared by such a method in [112]. Yamakawa et al.
employed a cellular MC approach with quantum corrections [113], however, the overall current
of the device remained nearly unchanged due to the dominant polarization charge. Several works
focused on the proper modeling of the piezoelectric polarization effects by using a quasi-two-
dimensional model based on a self-consistent charge control [114], [115]. Others studied deep
levels at the AlGaN surface and their impact on current-slump phenomena: it was found that
surface trapping effects may play a major role [116]. A method, which combines MC electronic
simulation with an analytical thermal resistance matrix method, was used to investigate the
self-heating effects [117]. Accounting for self-heating effects too, the high-frequency noise at
different temperatures was studied in [118]. The impact of threading dislocation on the velocity-
field characteristics was shown to be small, due to the high carrier concentration screening
effects [119].

2.7.1 Commercial Software

Parallel to the MC approach drift-diffusion (DD) and hydrodynamic (HD) multi-dimensional
modeling approaches have been employed for studies of GaN based HEMTs. Some of them make
use of commercial software while others rely on university-developed simulators. Some simulators
are tailored for simulation of nitride-based optoelectronic devices such as TIBERCAD [120], [121],
although it also features drift-diffusion and hydrodynamic transport and heat balance models.
The device simulation tool TCAD StupIO [122] developed by ESEMI has been used for the
simulation of SiC based heterostructures [123], but no support for GaN based devices is available
yet. A simulation tool which features models for Nitrides is APSYS by Crosslight [124]. The
simulator focuses on compound semiconductors with silicon as a special case. Though the main
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application area is the analysis of optoelectronic devices, the simulator has also been employed
for studies of HEMT structures [125]. Another commercial device simulation tool is GENIUS by
Cogenda [126]. While it features DD and HD transport models and also lattice heating, it does
not offer built-in material models for Nitrides and consequently has yet to be applied for GaN
based HEMTs.

A commercial device simulation tool which is widely used is the SENTAURUS device simulator
by Synopsys. It is based on TAURUS MEDICI (which itself is derived from the PISCES
software by the Stanford University) and the device simulator DESSIS by ISE. The latter
has been employed in numerous theoretical studies of GaN-based HEMTs. Those include the
breakdown characteristics dependent on surface defect charges [127], quantum and hot electron
effects [128], and self-heating and current collapse effects [129].

Another commercial simulator based on the Stanford tools is ATLAS by Silvaco. It features
HD and DD transport models and material models for Nitrides. It was used for field-plate
optimization of HEMT structures [130] and drain-lag and gate-lag effects [131] (a DD transport
model was considered in those works), but also for verification of analytical models [132].

2.7.2 Minimos-NT

MiNIMOS-NT is a general-purpose semiconductor device simulator providing steady-state, tran-
sient, and small-signal analysis of arbitrary two- and three-dimensional device structures. The
first approach to study a heterostructure device using MINIMOS-N'T dates back to the 90s,
when mobility models for GaAs and extended recombination/generation models were imple-
mented [133]. Simultaneously interface models for heterojunctions (i.e. a thermionic field emis-
sion model) were developed [134]. Using the extended software tool a simulation setup for the
optimization of GaAs-based HEMTs was established, which delivered results in good agreement
with experimental data and allowed predictive device simulation [135]. Work on heterojunction
devices continued in this decade: both HBT and HEMT structures were analyzed [136], [137]. A
consistent set of model and model parameters was achieved, which best described the physical
behavior of both III-V HEMTs and HBTs [138]. Work was focused on several pseudomorphic
AlGaAs/InGaAs/GaAs and InAlAs/InGaAs HEMT technologies, while device optimization was
conducted with respect to statistical process variations. Additionally, three-dimensional thermal
simulations of III-V HEMTSs were conducted in order to help thermal investigations. Accord-
ingly, impact ionization and self-heating were included in the simulation. Additionally, small
signal S-parameters were extracted from AC simulations. The first performed simulation of a
GaN HEMT with MiNIMOS-NT showed a good agreement with measurements [137].
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Chapter 3

Materials

HIS chapter focuses on the properties of the semiconductor materials relevant for Nitride-

based devices: GaN, InN, and AIN, and their ternary alloys. The chapter starts with a
brief introduction of the MC technique used to compute macroscopic parameters. Important
material as well as the electron transport properties from other studies are summarized and
compared. A short discussion of p-type conductivity is provided. The order in which the
materials are presented corresponds to their importance from a device modeling point of view.
GaN is discussed first as nearly all of the current HEMT designs rely on it as a channel material.
Technology issues have hampered structures with an InN channel, however, its recently revised
band structure suggests some excellent carrier transport properties. At last, there is AIN which
due to its very large band gap and lack of experimental as well as simulation reports is only
briefly discussed.

3.1 The Monte Carlo Method

The MC method is a powerful technique to establish a consistent link between theory and exper-
iments. It helps to gain understanding of the transport properties and it provides macroscopic
parameters which are necessary for the description of electronic devices. A single-particle MC
technique is employed here to investigate stationary electron transport in GaN. The model in-
cludes the three lowest valleys of the conduction band. Several stochastic mechanisms such
as acoustic phonon, polar optical phonon, inter-valley phonon, ionized impurity, and piezoelec-
tric scattering are considered and their impact is assessed. The particular advantage of the
MC method is that it provides a transport formulation on a microscopic level, limited only
by the extent to which the underlying physics of the system is included. Since ITI-N material
systems are yet not so well explored, several important input parameters are still missing or
just inaccurately known. In an iterative approach the influence of the input parameters and
their interdependence are assessed in order to get a set of parameters which are in agreement
with experimental data available for different physical conditions (doping, temperature, field,
etc.). Such a calibrated set of models and model parameters delivers valuable data for low-field
mobility, velocity saturation, energy relaxation times, etc.
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3.2 Gallium Nitride

3.2.1 Material Properties

The choice on the bandgap energies for GaN is based on a publication [139]. The particular
setup for the masses has negligible impact within the available range, thus an average value [140]
is chosen.

An interesting result of the literature search is the fact that in almost all MC simulations the
piezoelectric scattering mechanisms were modeled assuming a cubic crystal structure. This is a
correct approach to most of the technologically significant semiconductors, whereas for wurtzites
the hexagonal structure has to be accounted for in the relevant piezoelectric scattering model.

The role of piezoelectric interaction in bulk wurtzite GaN has been analyzed by Kokolakis et
al. [141]. In particular, the effect of acoustic piezoelectric scattering is taken in consideration, and
the scattering rates have been calculated including the effect of screening. In accordance with
their simulations, present results show that the piezoacoustic rates are higher in the wurtzite
phase than in the cubic phase, and they are very sensitive to the background doping of the
sample. Since nitrides exhibit the largest piezoelectric constants among all of the ITI-V semicon-
ductors, an accurate modeling of piezoelectric scattering is especially important. In this work
a piezoelectric scattering model similar to [142], [141] is used, assuming equipartition, valid at
temperatures over one Kelvin and considering non-parabolicity and screening in terms of the
Thomas-Fermi inverse length ¢o.

Material parameters as used by different groups are given in Table 3.1, while Table 3.2 summa-
rizes the experimental and theoretical values of the elastic constants ci1, ¢12, and cy4, available
for wurtzite GaN in the literature. From these the corresponding values for ¢y, ¢, vg, and vg are
calculated. The latest experimental values for GaN [143] are adopted in the MC simulation [144].

Table 3.3 summarizes the experimental and theoretical values of the piezoelectric coeflicients ey,
es1, and es3, available for GaN in the literature. In cases, where e;5 is not available, ej5 = e31
is assumed. From these, the corresponding (e?) and (e2.) are calculated, which are necessary to
obtain the coupling coefficient K, w7 taking into account the wurtzite structure [144].

3.2.2 Electron Transport

Using the established setup of models and model parameters, MC simulation results for different
physical conditions are obtained (doping, temperature, field, etc.) for bulk GaN. Fig. 3.1 shows
the low-field electron mobility in hexagonal GaN as a function of free carrier concentration.
The mobility depends on the sound velocity via the piezoelectric and the acoustic deformation
potential (ADP) scattering mechanism. A higher sound velocity reduces the ADP scattering
rate, which results in an increased mobility.

The simulations show, that the piezoelectric scattering is the dominant mobility limitation factor
at low concentrations even at room temperature, beside the commonly accepted importance at
low temperatures.

The MC simulation is in fairly good agreement with experimental data from collections or single
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Table 3.1: Summary of material parameters of wurtzite GaN for Monte Carlo
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simulation.

Bandgap energy| Electron mass | Non-parabolicity Scattering models Ref.
'h U T3 |mpp my mprs| ar1  au arz [ADP hwy hwpo  p € €oo

[eV] [eV] [eV] |[mo] [mo] [mo] |[1/eV][1/eV][1/eV]|[eV] [meV] [meV][g/cm®] [] [] |Year
3.5 - - 0.19 - - 10187 - - 1120 - 995 6.1 9.5 5.35[[145
3.5 5.00 - 0.19 1.00 - [0.187 - - 1120 - 920 6.1 9.5 5.35[[146
3.55.00 - 0.19 0.7 - [0.187 - - 1120 - 920 6.1 9.5 5.35|[147
3.4 550 560 [0.19 - - - - - 1101 - 92.0 6.095 9.5 5.35[[148
3.5 5.50 5.60 [0.20 0.40 0.60(0.183 0.065 0.029| 8.3 92.9 929 6.1 8.9 5.35/[149
3.5 55 56 (019 04 0.6 [0.187 0.065 0.029|12.0 - 92.0 6.1 9.5 5.35/[150
3.395.39 5.59 [0.20 0.40 0.60|0.189 0.067 0.029| 8.3 91.2 91.2 6.15 8.9 5.35|[151
3.5499 525 020 0.24 0.40( 0.19 017 0 |78 65.0 92.0 6.095 9.5 5.35/[110
3.395.49 5.29 [0.20 1.00 1.00/0.189 0 0 |83 91.2 91.2 6.15 8.9 5.35|[152

[145]
[146]
[147]
[148]
[149]
[150]
[151]
[110]
[152]
3.5 5.50 5.60 [0.19 0.40 0.60|0.183 0.065 0.02910.1 92.0 92.0 6.1 8.9 5.35[[153]
[140]
[154]
[155]
[116]
[156]
[157]
[139]
[158]
[159]

[ 3ibliothek,
Your knowledge hub

3.5 5.45 5.60 [0.21 0.25 0.40| 0.19 0.1 0 |80 65.0 92.0 6.095 9.5 5.35[[140
3.36 - - 0.20 - - - - - (101 - 92.0 6.095 9.5 5.35||154
3.525.77 5.87 (0.212 - - 1037 - - 8.3 65.8 90.88 6.087 9.7 5.28|[155
3.5 45 4.6 |0.186 0.40 0.60[0.189 0.065 0.029| 83 - 99.5 6.15 9.5 5.35|[116
3.525.77 5.87 10.2120.4930.412| - - - 83 - 90.88 6.087 9.7 5.28|[156
3.5 5.60 3.90 [0.20 0.60 0.22]0.183 0.029 0.065| 8.3 80.0 92.2 6.15 9.955.35||157
3.395.49 5.29 |0.21 1.00 1.0 |0.189 O 0 |83 920 92.0 6.15 8.9 5.35[[139
3.395.49 529 (02 1.0 1.00.189 0 0 |83 91.2 912 6.15 8.9 5.35[[158
339549 529 (02 1.0 1.00.189 0 0 |83 920 920 6.15 8.9 5.35[[159
3.395.29 549 [0.20 0.30 0.40/0.189 0O 0 |83 91.0 920 6.1 89 5.35
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CHAPTER 3. MATERIALS

Table 3.2: Summary of elastic constants of GaN and the resulting longitudinal and
transverse elastic constants and sound velocities.

c11 C12 cqqa  Data Refs. cr cT Vgl Vst
[GPa] [GPa] [GPa] [GPa] [GPa] [m/s|] [m/s]
296 120 24 exp. [160] 245 50 6342 2855
374 106 101 exp. [161] 348 114 7557 4331
390 145 105  exp. [162] 376 112 7859 4290
377 160 81  exp. [163] 355 92 7637 3888
365 135 109  exp. [164] 360 111 7693 4278

[160]
[161]
[162]
[163]
[164]
370 145 90  exp. [165] 364 108 7733 4212
[143]
[166]
[167]
[168]
[169]

373 141 94 exp. |[143] 355 103 7641 4110
369 94 118  cale. [166] 353 126 7620 4546
396 144 91 calc. [167] 368 105 7775 4153
367 135 95 calc. |168] 350 103 7585 4122
350 140 101 cale. [169] 347 103 7548 4106

Table 3.3: Summary of piezoelectric coefficients of GaN for Monte Carlo simulation
of piezoelectric scattering.

e1s e31 €33 Data Refs. (e?) (eX)

[C/m? [C/m?] [C/m?] Data Refs. [C2/m%] [C2/m]

-0.30 -0.36 1.00 exp. [170 0.103 0.123
- -0.55 1.12  exp. [171 0.175 0.234
- -0.33 0.65  calc. [145 0.061 0.082

[170]
[171]
[145]
- 049 073 cale. [172]  0.118  0.149
[173]
[169]
[174]

-0.22 -0.22 0.43  cale. [173 0.027 0.036
- -0.32 0.63  calc. [169 0.058 0.077
- -0.44 0.86  calc. [174 0.109 0.145
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3.2. Gallium Nitride

point measurements from [175], [176], [177], [178], [179]. The electron mobilities selected for
comparison, consider bulk material and are measured using the Hall effect. The discrepancy
between the simulation results and the measured data might be attributed to dislocation scat-
tering which is not considered here. This mechanism is considered to be a source of mobility
degradation for GaN samples.

Numerous publications on GaN heterostructure devices (see e.g. a summary in [180]) provide
inversion layer mobilities which are higher. These values are derived from transit frequency and
device dimensions. However, two-dimensional electron gas heterostructures are plagued, among
others, by surface scattering effects, and are not considered in this work.

Fig. 3.2 shows the low-field electron mobility as a function of lattice temperature in GaN at
107 em ™3 concentration. The experimental data are from [179], [181], [182]. Note, that mobility
increased over the years because of the improved material quality (reduced dislocation density).

Fig. 3.3 provides the electron drift velocity versus the electric field. We compare our MC result
with other simulations [148], [149], [110], [155], [157], [113], and with the available experimental
data [183], [184]. The low field data points are in qualitatively good agreement, at higher
fields experimental values are significantly lower. Both experiments [183], [184] of electron
velocities in bulk GaN, employed pulsed voltage sources. Many devices with etched constrictions
were measured and the peak electron drift velocity vqmax was typically found to be about
2.5x107 cm/s at electric fields ELk=180 kV/cm. The discrepancy in the reported MC results is
due to various uncertainties of parameter values and considerations of scattering mechanisms.

While the low-field transport has been profoundly studied, reports on the high-field transport
properties are inconsistent. Several groups observe a negative differential mobility (NDM) in
their experiments [185], [184], while others do not obtain any saturation below 200 kV /cm [186]
(Fig. 3.4). MC simulation results are contradictory too: some simulations yield a maximum of
the electron velocity at 140 kV /cm [187], [109], while according to others the maximum velocity
is at 180 kV/cm [148], [111]. Those again are in a disagreement with the NDM as observed in
experiments at over 320 kV/cm [185].

3.2.3 Hole Transport

Modeling the hole transport in GaN is hindered by the lack of high quality p-type material.
Several dopants such as Mg, Zn, Cd, and Be [188], [189], [190], [191] have been investigated.
Of all those dopants Mg is known to have the lowest ionization energy [192]. The first p-
type conduction in magnesium-doped GaN grown by MOCVD was realized by Amano et al.
[188]. The as-grown high-resistivity GaN:Mg is converted into p-conductive material by hydrogen
depassivation [193]. Due to the high activation energy of Mg of 150 to 250 meV [194], [192]
only a few percent are active at room temperature. The highest reported efficiency is around
10% [195]. In order to reach a useful hole concentration of 10!7-10'® ¢cm~3 a Mg doping as
high as 2x10'-10%° em ™3 is needed [196]. However, such high doping concentrations lead to
a deterioration of the hole transport properties (Fig. 3.5). Kozodoy et al. [197] suggest that at
very high doping levels the degree of compensation and self-compensation [198] increases, which
suppresses the hole mobility. On the other hand the hole concentration is extremely dependent
on the temperature as demonstrated in [199].

One way of improving the performance is by using a d-doping as suggested by Nakamari et
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Figure 3.1: Low-field electron mobility as a function of carrier concentration in GaN:
Comparison of the MC simulation results and experimental data.
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Figure 3.2: Low-field electron mobility as a function of lattice temperature in GaN
at carrier concentration of 107 em=3.
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CHAPTER 3. MATERIALS

al. [200]. The dislocation density is significantly reduced, and a higher conductivity is achieved
in both the lateral and vertical directions. The latter is an issue for Mg-doped heterostructures,
where the super-lattice introduces also potential barriers in vertical direction. Such an approach
was used by several groups [201], [202], [203], [204]. The variation of the valence band energy
caused by the modulation of chemical composition leads to a reduction of the acceptor activation
energy. The polarization fields increase the band bending, and the hole concentration rises in
addition [202]. The acceptors in the Al,Ga;_,N are energetically closer to the valence band
edge and are therefore ionized easier [205].

Another problem, which bipolar GaN-based devices face, is the high resistivity of the p-type
ohmic contacts. They are sometimes referred to as closer to leaky Schottky contacts in their
characteristics [84]. Introduction of InGaN/AlGaN super-lattices greatly improves the contact
sheet resistance [206], due to the large oscillations of the valence band.

A parameter also crucial for the modeling of hole transport is the effective hole mass. Estima-
tion of the hole effective masses and their anisotropy was the subject of numerous studies (a
comprehensive review is found in [207], [208], [209], [210]). Values ranging from 0.3mg [211] to
2.2my [212] are reported. Kasic et al. [208] suggest that the effective hole mass depends on the
hole concentration: 1.0mg for p=5x10'® ecm~3, and 1.4mg for p=8x10'7 cm~3 [213]. In this
work a value of 1.4my is assumed as reported in [208], lower than the one used in [199] (1.6my),
and slightly higher than the one recommended by Vurgaftman et al. (1.0mg) [209].

Fig. 3.7 shows the hole drift velocity as a function of the electric field as calculated by two
groups. Rodrigues et al. [214] use a rather high hole mass (2.0mg) and a doping concentration
of 10'® em~3. The calculation of Chen et al. [159] relies on a standard ensemble Monte Carlo
approach and accounts for various scattering effects including impact ionization. Again the hole
velocity is limited by the high density of states of the heavy band (1.8my).

3.3 Indium Nitride

3.3.1 Material Properties

In recent years Indium Nitride (InN) has attracted much attention due to the considerable
advancement in the growth of high quality crystals. Furthermore, several new works on the
material properties proposed a bandgap of ~0.7 eV [215], [216], [217] instead of ~1.9 eV [4].
Here a Monte Carlo approach is used to investigate the electron transport, considering two
band structures [218], [219]. The calculations include the three lowest valleys of the conduction
band (depending on the chosen band structure, see Table 3.4) and account for non-parabolicity
effects. Several stochastic mechanisms such as acoustic phonon, polar optical phonon, inter-
valley phonon, Coulomb, and piezoelectric scattering are considered and their impact is assessed
[8]. The parameter values for the acoustic deformation potential (ADP ==7.1 eV), polar-optical
phonon scattering (fiwr,o=73 meV or 89 meV), inter-valley scattering (fuwi,=hwr,o), mass density
(p=6.81 g/cm?), and static and high-frequency dielectric constants (e5=15.3 and £,,=8.4) are
adopted from [219], [221]. In addition, the influence of another set of dielectric constants (e5=11.0
and £,,=6.7) recently proposed in [222] in conjunction with the narrow bandgap and lower
effective mass is studied.
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Figure 3.5: Low-field hole mobility as a function of carrier concentration in GaN.
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Figure 3.7: Hole drift velocity versus electric field.

An accurate piezoelectric scattering model, which accounts for non-parabolicity and wurtzite
crystal structure, is also employed [223]. Table 3.5 summarizes experimental values for the
elastic constants (c11, 12, and cq4) of wurtzite InN. From these the corresponding longitudinal
and transversal elastic constants (¢, and cr) and sound velocities (vgq and vy ) are calculated.
Table 3.6 gives theoretical values of the piezoelectric coefficients es3; and es3 available in the
literature and the calculated corresponding < e% > and < e% > (e15=e3 is assumed). Choosing
the set of elastic constants from [168] and piezoelectric coefficients from [224] results in a coupling
coefficient K,,=0.24.

3.3.2 Electron Transport

Simulations with two different setups are conducted: one with a bandgap of 1.89 eV (effective
mass 0.11mg in the I'; valley [218]), and one with a bandgap of 0.69 eV (effective mass of
0.04my [219]), as summarized in Table 3.4. Results for electron mobility as a function of lattice
temperature, free carrier concentration, and electric field are obtained.

As a particular example, Fig. 3.8 shows the low-field electron mobility in hexagonal InN as a
function of free carrier concentration. Results from other groups [176], [222], [231] and various
experiments [231], [232], [233], [234] are also included. Assessing the classical band structure
model (£,=1.89 eV), we achieve an electron mobility of ~4000 cm?/Vs, which is in good agree-
ment with the theoretical results of other groups using a similar setup [176]. Considering the
newly calculated band structure model (£;,=0.69 eV), a maximum mobility of ~10000 cm?/Vs
is achieved. The corresponding scattering rates are illustrated in Fig. 3.9. The increased mo-
bility can be explained with the lower effective electron mass. Polyakov et al. [221] calculated a
theoretical limit as high as 14000 cm?/Vs, however their simulation does not account for piezo-
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Table 3.4: Summary of material parameters of wurtzite InN for MC simulation.

Bandgap energy Electron mass Non-parabolicity Scattering models Ref.

I' A 'y  mpr ma mre  arg A ary hwro & €x

V] [eV] [eV] [mo] [mo] [mo] [1/eV] [1/eV] [1/eV] [meV] []  []

1.89 4.09 449 0.11 04 06 0419 0.088 0.036 - - - [218]
189 - - 011 - - ] - ] 80 153 84 [176]
1.89 4.09 449 0.11 04 06 0419 0.8 0.036 89 15.3 8.4 [225]
1.89 - - 0.11 - - 0.419 - - 89 15.3 8.4 [226]
0.8 3.0 3.4 0.042 1.0 1.0 0.419 - - 89 15.3 8.4 [227]
1.89 4.09 449 0.11 04 06 0419 0.88 0.036 89 15.3 84

I Ty ML mpp mpp my,  an arg oML hwpo & Ex

V] V] V] [mo) [mo] [mo] [1/eV] [1/eV] [1/eV] [meV] [] (]

0.69 247 3.399 0.04 0.25 1 1.413 0 0 73 15.3 8.4 [221]
0.7 - - 007 - - ] - ] - 93 67 [228]

0.69 247 3.399 0.04 0.25 1 1.413 0 0 75/89 11.0 6.7

Table 3.5: Summary of elastic constants of InN and the resulting longitudinal and
transverse elastic constants and sound velocities.

c11 c12 Caa crL cT Vg] Vst Ref.

[GPa] [GPa] [GPa] [GPa] [GPa] [m/s| [m/s]

- - - 265 44 6240 2550 [176]
223 115 48 218 50 5660 2720 [168]
190 104 10 163 23 4901 1845 [229)
271 124 46 248 57 6046 2893 [167]
258 113 53 242 61 5966 2987 [230]

electric scattering which is the dominant mobility limitation factor at low concentrations (see
Fig. 3.9). Fig. 3.10 shows the mobility as a function of concentration for various values of the
polar-optical phonon scattering coefficient and the high-frequency dielectric constant. Choos-
ing the lower value results in a much higher maximum mobility, while the dependence on the
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Figure 3.8: Low-field electron mobility as a function of carrier concentration in InN:
Comparison of the MC simulation results and experimental data.

scattering coefficient is lower.

Fig. 3.11 shows the electron drift velocity versus electric field at 1017 em—2 carrier concentration.

Our MC simulation results differ compared to simulation data from other groups [221], [225],
[229], [235] either due to piezoelectric scattering at lower fields or, at high fields, due to the choice
of parameters for the permittivity and polar optical phonon energy (fwro). Fig. 3.12 shows
our simulation results obtained with mp;=0.04mo and with different values of the permittivity
and phonon energy. The values £,,=6.7 and €,=11.0 proposed in [222] lead to lower electron
velocities. Fig. 3.13 confirms that first the polar optical phonon scattering and then the acoustic
deformation potential and inter-valley phonon scattering rates increase with higher electric field,
and are therefore decisive for the NDM effects.

Table 3.6: Summary of piezoelectric coefficients of InN for MC simulation of
piezoelectric scattering.

es1 es3 <el> <et> Ref
[C/m? [C/m’] [C?/m'] [C?/m’]
-0.57 0.97 0.17 0.72 [224]

-0.11  0.81-1.09  0.13  0.16-0.58 [174]
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Figure 3.9: Illustration of the scattering rates in our simulation for wurtzite InN as
a function of carrier concentration at 300 K.
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Comparison of the MC simulation results with different setups.
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Figure 3.13: Illustration of the scattering rates in our simulation for wurtzite InN as
a function of electric field.

3.3.3 Hole Transport

As in GaN, p-type conductivity in InN has proven to be difficult to achieve. Even though the
valence band edge lies 1.6 eV below the Fermi level stabilization energy [236], the low position
of the conduction band edge makes efficient p-type doping very difficult. Another issue is the
pinning of the surface Fermi level above the conduction band edge, due to native donor defects,
which leads to a n-type accumulation layer at the surface [237], [238]. Any study of p-type
bulk material has to isolate the effects of this accumulation layer. This was achieved by Jones
et al., who provided the first indirect evidence of a net concentration of acceptors, but who
were however unable to verify the presence of free holes [239]. Later works were not yet able
to demonstrate net p-type conductivity [240], but an activation energy for the Mg acceptor
of about 61 meV was extracted by photoluminescence measurements [241]. Using the same
value for the activation energy Wang et al. [242] calculated a hole mobility in the range of
17—36 cm?/Vs for a hole concentration of about (1.4—3.0)x10'® cm™3. However, they used
a suggested effective hole mass value (0.42mg) [243], which was not experimentally confirmed.
The same value was adopted by Fujiwara et al. [244], who reported mobilities of 25—70 cm?/Vs.
Recent works agree [245], that free holes can be detected only for moderate Mg contents. Most
of the evidences of electrical conductance related to free electrons are yet to be confirmed.

3.4 Aluminum Nitride

Table 3.8 summarizes the experimental and theoretical values of the elastic constants ci1, c12,
and cyq, available for wurtzite AIN in the literature. From these the corresponding cy,, ¢, vg,
and vy are calculated. The experimental values from [165] are adopted in the MC simulation.

33



Die approbierte gedruckte Originalversion dieser Dissertation ist an der TU Wien Bibliothek verfligbar.

The approved original version of this doctoral thesis is available in print at TU Wien Bibliothek.

[ 3ibliothek,
Your knowledge hub

CHAPTER 3. MATERIALS

Table 3.7: Summary of material parameters of wurtzite AIN for Monte Carlo

simulation.

Bandgap energy| Electron mass | Non-parabolicity Scattering models Ref.
I'n U T3 |mrp my mry| orr ay  org [ADP hwy hwio  p & éx
[eV] [eV] [eV] |[mo] [mo] [mo] |[1/eV][1/eV][1/eV] [eV] [meV] [meV][g/cm?| [] []
6.206.90 - 048 1.0 - |0.044 O - 9.5 99.2 99.2 3.23 8.54.77|[246]
5.847.00 8.29 ]0.3260.3840.473| 0.29 - - 9.5 75.8 110.3 3.23 8.54.46|[155]
6.007.05 8.49 ]0.26 0.495 0.55|0.207 0.035 0.023| - 76.1 110.7 - - 4.68|[247]
6.206.90 8.20 [0.33 0.40 0.50|0.044 O 0 95 992 99.2 323 854.77

Table 3.9 summarizes the experimental and theoretical values of the piezoelectric coefficients

€15, €31, and es3.

Fig. 3.14 compares the MC simulation result for AIN against others from [253], [246], [254]. The
simulation results are in good agreement with [253], [246], since similar MC parameters are used
as shown in Table 3.7. The difference visible at high fields can be explained by different effective
electron masses used in the higher valleys. The simulation of [254] differs at low fields, since it
ignores some mechanisms, e.g. ionized-impurity scattering.

Table 3.8: Summary of elastic constants of AIN and the resulting longitudinal and
transverse elastic constants and sound velocities.

c11 C12 cys  Data Refs. cr, cT Vgl Vst

[GPa] [GPa] [GPa] [GPa] [GPa] [m/s] [m/s]
345 125 118  exp. [248] 351 115 10430 5962
411 149 125  exp. [249] 406 127 11214 6280
410 140 120 exp. [165] 398 126 11100 6246
380 114 109 cale. [250] 361 119 10569 6060
464 149 128  calc. [251] 440 140 11677 6579
424 103 138 calc. [166] 406 147 11211 6746
398 140 96 cale. [167] 372 109 10726 5814
396 137 116  calc. [168] 385 121 10920 6131
398 142 127 cale. [169] 397 127 11089 6280
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3.5. Ternary Alloys

Table 3.9: Summary of piezoelectric coefficients of AIN for Monte Carlo simulation
of piezoelectric scattering.

e1s e31 €33 Data Refs. (e?) (e%)
C/m?] [C/m?] [C/m?] Data Refs. [C%/m?] [C2/m]
-0.48 -0.58 1.55 exp. |248 0.251 0.304

- -0.60 1.50 exp. [171 0.260 0.334

- -0.60 1.46  calc. [172 0.251 0.326
- -0.38 1.29  cale. [169 0.169 0.187
- -0.64 1.80  cale. [174 0.349 0.429

[248]
[171]
029 -058  1.39  exp. [252] 0.102  0.230
[172]
[169]
[174]

3.5 Ternary Alloys

Transport simulation of I1I-V ternaries (and especially AlGaN) have always suffered under the
empirical nature of the alloy scattering models. As reported by Chin et al. [255] the alloy
scattering is the most important scattering mechanism to consider in the ternary nitrides, as
it is the only one to exhibit a "bowing” behavior with changing composition. While the other
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Figure 3.14: Drift velocity versus electric field in wurtzite AIN: Comparison of MC
simulation results.
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CHAPTER 3. MATERIALS

material properties [256] used in this approach are well known, the alloy scattering potential is
still debated.

AlGalN The alloy scattering potential was determined based on the Philips’ electronegativity
theory [255]. The calculations showed, that alloy scattering is extremely pronounced in InAIN
and InGaN (especially at low temperatures around 77 K), while it is mostly insignificant in
AlGaN. Further works neglected it [257], [154], however some explored the extreme cases [155]
and observed that it can become dominant for the largest predicted values of the alloy scattering
potential. A convenient way to calculate the latter was chosen in [247], where a value equal to
half of the AIN/GaN conduction band energy offset was used. A self-consistent approach to
calculate the alloy scattering rate by fitting it to a semi-empirical energy-dependent expression
was proposed in [258] and yielded good agreement with low temperature measurements. Also
some experimental results from indirect measurements are already available [259].

InGalN A value of 0.6—0.65 eV for the alloy scattering potential was calculated by [255] for
InGaN. [260] used a slightly lower value of 0.55 eV, while [228] choose the InN/GaN conduction
band energy offset as the potential.

InAIN The calculation of [255] yielded a value of 0.6 eV for the alloy scattering potential,
while [228] used the InN/AIN conduction band energy offset.
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Chapter 4

Physical Models

ODELS which account for the specific physics in a given semiconductor device are crucial

for device modeling. This chapter starts with a discussion of the carrier transport models
used, and their boundary conditions, and finally introduces lattice, thermal, and transport
properties of the relevant materials. The latter also includes a discussion on polarization effects
characteristic to III-N semiconductors and essential to HEMT structures.

4.1 Semiconductor Equations

The Boltzmann transport equation (BTE) provides the fundament for the semiclassical descrip-
tion of carrier transport in semiconductor devices. As a numerical solution is prohibitive due
to the extraordinary high computational expenses, several approximations to derive simpler so-
lutions exist. Those differ widely in their computational demand and physical accuracy. This
work focuses on the drift-diffusion (DD) transport model and the hydrodynamic (HD) transport
model. The former is a simple model, well established today in TCAD tools, while the latter is
a higher-order model capable of describing non-local effects. Several other approaches also exist,
like the Monte Carlo approach [261] or the method of spherical harmonics [262] for instance,
however those are beyond the scope of this engineering-oriented work.

The basic semiconductor equations include Poisson’s equation, the two current continuity equa-
tions and the two current relation equations. The first three are shared by both the DD and
HD transport models, however the current relations have different formulations for each model.

4.1.1 Maxwell’s Equations

The basic equations solved in a device simulator can be derived from Maxwell’s equations. The
four partial differential equations relate the electric field (E), the displacement field (D), the
magnetic field (H), and the induction field (B) vectors to the current density (J) and the
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CHAPTER 4. PHYSICAL MODELS

electric charge density (p):

oD
0B
Vx E = o (4.2)
V-D = p (4.3)

V.-B = 0.

4.1.2 Poisson Equation

The Gaufi’s law for magnetism (4.4) is satisfied by introduction of the vector potential A as:
B=Vx A (4.5)

Inserting (4.5) into (4.2) yields

E:—%?—Vw. (4.6)
Substituting this into the relation of the electric displacement and the electric field

D=c¢-E (4.7)
results into

V'<e-%?>+v-(e-vw):—p. (4.8)

The permittivity is considered to be homogenous, therefore the first term in (4.8) is zero due to
the definition of A (4.5), so the conventional form of the Poisson equation is obtained:

V(e V) =—p. (4.9)

The space charge density p can be expressed as the product of the elementary charge q and the
sum of the electron n and hole p concentrations and the net concentration of ionized dopants
Chet:

p=q-(n—p— Chet). (4.10)
Substituting (4.10) into (4.9) gives:
V(e Vi)=q-(n—p—Che) (4.11)

4.1.3 Continuity Equations
In order to obtain the continuity equations from the first Maxwell equation (4.1) the current

density J has to be split in an electron and hole component J,, and J,. Assuming the net
concentration of ionized dopants Chet is time-invariant the following equation is obtained:

V-(Jn+Jp)+q'8at(p—n):0. (4.12)
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4.1. Semiconductor Equations

(4.12) can be expressed in two different ways with the help of the quantity R:

on
V-Jn—q-a = q-R, (4.13)
V- Jp—l—q-zi) = —q-R. (4.14)

This formulation gives R the meaning of the net generation or recombination of electrons and
holes. As such, it can be modeled for the respective recombination/generation mechanisms,
thereby (4.13) and (4.14) can be considered as two equations.

4.1.4 The Drift-Diffusion Transport Model

The drift-diffusion transport model is the simplest macroscopic transport model based on the
solution of the semi-classical Boltzmann’s transport equation. Together with higher-order macro-
scopic transport models it is only valid in device operation modes, where quantum effects are
negligible. In order to account for such effects several quantum mechanical models were devel-
oped. Those, however are beyond the scope of this work and a detailed discussion can be found
e.g. in [263].

There are two methods to derive the DD transport model from the BTE: by the method of the
moments [264] and from basic principles of irreversible thermodynamics [265]. In the former the
BTE is multiplied by a set of weight functions and integrated over the momentum space. The
DD transport model takes only the first two moments into account. However, specific to the
moments method, each equation of a given moment contains also the next higher moment. Thus,
the equation system is under-defined. In order to address this problem (the so called closure
problem), the carriers are assumed to be in thermal equilibrium with the lattice (T,=T,=11,).
This yields:

Jn = qnunE + kpp,V (1Y) (4.15)

for electrons, where u, is the electron mobility and kg is the Boltzmann constant. From now
on the equivalent equations for holes are omitted as they can be easily derived from those for
electrons.

The DD transport model was the de-facto standard model for semiconductor device simulations
for many years due to its excellent convergence behavior and relatively low computational cost.
However, its major drawback is that it cannot account for non-local effects such as e.g. velocity
overshoot and real-space transfer.

4.1.5 The Hydrodynamic Transport Model

The hydrodynamic transport model is again obtained from the BTE by the moment methods,
however it accounts for the first three moments instead of only two as the DD transport model.
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CHAPTER 4. PHYSICAL MODELS

The resulting equations are:

Jo = anu,E +kpp,V (T,n), (4.16)
31(]3 8nTn Tn_TL
.S, = EJ,- 2P Ty +nt k) 4.1
V.S J 5 <6t +RT, +n - > (4.17)
5kpT;,
S, = —>2B"7.1Q,, (4.18)

2q

for electrons, where S, is the energy heat flux, T}, is the electron temperature, @, is the heat
flow, and 7, is the energy relaxation time of the electrons. The model is closed by using
Fourier’s law for the heat term Q,,:

Qn = —kp VI, (4.19)

where k, is the thermal conductivity. The latter is calculated by the Wiedemann-Franz law,
proportional to the mobility u, and carrier temperature 75,:

5 K%

kn=1|=4cn| =pupnTy (4.20)
2 q

The factor ¢, (¢, for holes, respectively) is set to zero so that both terms of (4.18) have the

same factor and any inconsistency can be avoided. The model obtained is actually an energy

transport model as the moment equations were derived under the assumption that the average

kinetic energy of the carriers is negligible in comparison to their thermal energy:

mnvf1 < 3kgT,,

5 ; (4.21)

However, since in literature the terms energy transport and hydrodynamic transport are often
used interchangeably, the name hydrodynamic transport is further retained.

4.1.6 The Lattice Heat Flow Equation

Self-heating effects are accounted for by including the lattice heat flow equation

oTi
V- (kLVTL) = ”LCLaTL +H (4.22)

in the system of partial differential equations. pr, and ¢y, are the mass density and the specific
heat, respectively. The heat generation term H depends on the transport model used.

Due to the assumption that the carrier temperature does not deviate from the lattice temperature
in the DD model, the energy relaxation times are zero and the heat generation reads:

H = EJ, + EJ, + RE,. (4.23)

The last term in (4.23) gives the recombination heat transferred to the lattice and is proportional
to the net recombination R and the band gap eneregy &,.
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4.1. Semiconductor Equations

In the HD transport model, the heat generation is obtained by substituting the local energy
balance equations (here only for electrons):

3kp (15, — 17
2y = S~ Ti) (4.24)
2q7e
in the DD heat generation term (4.23). The resulting expression reads:
3k T, — 1 T, — Tj
H= B<n n L ptP L>+R5g. (4.25)
2 Ten Tep

This solution is obtained from the stationary energy flux balance and the carrier continuity
equations (4.13), (4.14). The first term approximates the energy relaxation of the scattering
terms of the Boltzmann equation [266].

An alternative global self-heating model also exists [267]. By calculating a spatially constant
lattice temperature it delivers similar results to the standard model, at greatly reduced compu-
tational expenses.

4.1.7 Insulator Equations

In insulating materials only the Poisson equation (4.11) and the lattice heat flow equation (4.22)
are solved. The carrier continuity equations are not solved because doping and mobile carriers
are neglected. This reduces the Poisson equation to the Laplace equation:

V- (V) = 0. (4.26)
The heat generation term in (4.22) is also neglected:

o1y,
V- (HLVTL> = ,OLCLW. (4.27)
As a result neither carriers nor current are considered in insulators, however the consideration
of charges at semiconductor/insulator interfaces is unaffected.

4.1.8 Boundary Conditions

For the solution of the semiconductor equations a closed domain is required. Boundary condi-
tions for the unknowns in a certain segment must be specified at the boundaries of that segment.
Depending on the number of segments (one or two) and the type of the quantity of the unknown
(distributed or non-distributed) several model types can be separated [267]. However, in order
to illustrate the basic boundary conditions such a differentiation is not needed and therefore not
provided here.

4.1.8.1 Artificial Boundaries

The simulation domain usually includes only a single device. In order to separate it from the
neighboring devices artificial boundaries, which have no physical origin, are introduced. Through
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CHAPTER 4. PHYSICAL MODELS

the Neumann boundary conditions a self-contained domain is guaranteed. The fluxes across the
boundary are set to zero:

n-E=0, n-Jy, =0, n-8,,=0, n-S,=0. (4.28)

n is an outward-orientated vector normal to the boundary. (4.28) define the boundary conditions
for a semiconductor segment, while for an insulator the first two conditions are sufficient.

4.1.8.2 Semiconductor/Metal

Ohmic Contact: Ohmic contacts are defined by Dirichlet boundary conditions: the contact
potential 1), the carrier contact concentration ng and pg, and in the case of a HD simulation
the carrier contact temperatures T, and T, are fixed. The metal quasi-Fermi level (which is
specified by the contact potential 1y,) is equal to the semiconductor quasi-Fermi level. The
model assumes charge-neutrality on the boundary. The contact potential at the semiconductor
boundary is:

Vs = Ym + @b, (4.29)
where ¢y is the built-in potential:
kpT; 1

_ _kBTL L B 9
= q In (202 ( Chet + A/ Cnet +4C1Cy . (4.31)

Chet is the net concentration of dopants and other charged defects at the contact boundary. The
variables C and Cy are defined by [268]

Cy = Nc¢ exp( —& > (4.32)

kpTi,

&,
kBTL> (4.33)

Cy = Ny exp(

where N¢ and Ny are the effective density of states.

The carrier concentrations in the semiconductor are pinned to the equilibrium carrier concen-
trations at the contact:

—& + qpn
= N, _ 4.34
ng C exp ( e (4.34)
Ev — qpni
pr— —_— 4-
ps =t (S (435)

This model works properly, only if a high doping (> 10'%cm™3) in the semiconductor is guaran-
teed.

The carrier temperatures 7;, and T}, are set equal to the lattice temperature 77,:

T,=T,, T,=T1L. (4.36)

42



Die approbierte gedruckte Originalversion dieser Dissertation ist an der TU Wien Bibliothek verfligbar.

The approved original version of this doctoral thesis is available in print at TU Wien Bibliothek.

[ 3ibliothek,
Your knowledge hub

4.1. Semiconductor Equations

Thermal Interface: If a contact temperature T¢ is specified, the lattice temperature is cal-
culated using Tc and a thermal resistance Rp. The thermal heat flow density St, at the contact
boundary reads:

A aie

o (4.37)

n-SL

If no thermal resistance is specified, an isothermal boundary condition is assumed and the lattice
temperature 77, is set equal to the contact temperature:

T = Te. (4.38)

In case of a DD simulation with self-heating an additional thermal energy is accounted for. It
is generated, when the carriers transcend the potential difference between the conduction or
valence band and the metal quasi-Fermi level. The energy equation reads:

& &
J (qc - g0m> +Jp <q + g0m> =V-SL. (4.39)

The expression V - St, denotes the surface divergence of the thermal heat flux at the boundary
considered. In case of a HD simulation with self-heating the thermal heat flow across the
boundary is accounted for self-consistently.

Metal Resistance: It is possible to include an electric line resistance of the contact R¢ using:
Ym = Ve — IcRc (4.40)

with Vo the applied terminal voltage and I¢ the current through the contact.

Schottky Contact: At the Schottky contact mixed boundary conditions apply. The contact
potential vg, the carrier contact concentration ng and ps, and in the case of a HD simulation,
the contact carrier temperatures 7, and 7T}, are fixed. The semiconductor contact potential is
the difference between the metal quasi-Fermi level and the metal work function difference y:

ws = @bm - ¢w (4.41)

where
Yy = ——. (4.42)

The difference between the conduction band energy &. and the metal work function energy gives
the work function difference energy &, which is the so called barrier height of the Schottky
contact, also denoted as ¢g. The applied boundary conditions are:

n-J, = —quu(ng—ng) (4.43)
n-Jp = qup(po —ps), (4.44)
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CHAPTER 4. PHYSICAL MODELS

where v, and v, are the recombination velocities. The carrier concentrations read:

E —Ew
E — &y
= - 4.4
ps = Ny exp < kpTi > ) (4.46)

where & is the Fermi level in the semiconductor. If the values of v, and v}, are set to zero, the
current through the Schottky contact is suppressed. The Schottky contact boundary conditions
for the carrier temperatures 7;, and 7}, and for the lattice temperature are similar to those which
apply for the Ohmic contact: (4.36) and (4.37) or (4.38).

For the equilibrium situation, the quasi-equilibrium concentrations ng and py can be rewritten:

_ —¢B
ng = Nc exp <kBTL> (4.47)
po = Nyexp(_2B). (4.48)
kpTi,

The recombination velocities are calculated from:

2
* TL

vy = AT —=
qN¢

(4.49)

where A* is the Richardson constant.

Typical values for the Schottky barrier heights of common semiconductor barriers are listed
in Table 4.1. Values measured by different methods (I-V and C-V) for n-GaN/metal differ
significantly. This is caused by defects in the surface region, which enhance the tunneling effect
and therefore have an impact on the Richardson constant [269], [270]. The exact value of the
barrier height depends also on orientation, stress, and polarity of the GaN layer [271]. No data
is provided for contacts on InN as most metals show ohmic behavior [272]. Schottky barrier
height varies with annealing temperature: generally it is reduced after annealing.

4.1.8.3 Insulator/Metal

A model similar to the Schottky contact model is used to calculate the insulator contact poten-
tial. The semiconductor contact potential is the difference of the metal quasi-Fermi level and the
metal work function difference potential similar to (4.41) and (4.42). The lattice temperature is
set equal to the contact temperature (4.38).

4.1.8.4 Semiconductor/Insulator

In the absence of surface charges the normal component of the dielectric displacement and the
potential are continuous:

n- Z':slgs -n-: 5insEins = Oa ¢s = ¢ins- (450)

44



Die approbierte gedruckte Originalversion dieser Dissertation ist an der TU Wien Bibliothek verfligbar.

The approved original version of this doctoral thesis is available in print at TU Wien Bibliothek.

[ 3ibliothek,
Your knowledge hub

4.1. Semiconductor Equations

Table 4.1: Schottky barrier heights of common contacts.

Materials ¢BleV] Ref. Materials ¢BleV] Ref.
n-GaN/Au 0.87-1.1 [273], [274] In,Al,N/Pd 1.56  [275]
n-GaN/Ni 0.951.13  [273]  Ingi7Alys3N/Ni 0.75  [276]
p-GaN/Ni 2.68-2.87 [277] p-Ing15GapgsN/Ni - 0.39  [278]
Alg11GaggoN/Ni 0.94-1.24  [279]  Ing;GagoN/Pt 0.62  [270]
Alg15GaossN/Ni 1.26 280]  Ing.iGagoN/Ni 139 [270]
Algo3GagrrN/Ni 1.02-1.30  [279]  AlgorIngoeGaN/Ni 0.98-0.93 [281]

In the presence of surface charges along the interface, the dielectric displacement obeys the law
of GauB:

n-esEy —n - eins By = 0, (451)

where oy is the interface charge density. This distributed surface charge is introduced to describe
the Fermi level pining at the surface due to a high trap density of states.

At the semiconductor/insulator interface the current densities and heat fluxes normal to the
interface vanish.

n-Jup,=0, n-8,,=0 (4.52)

The lattice temperature at the interface is continuous.

4.1.8.5 Semiconductor/Semiconductor

The calculation of the electrostatic potential at the interfaces between two semiconductor seg-
ments is similar to that for semiconductor/insulator interfaces:

n-ecq kb —n-expEyp = oy, d}sl = g2 (453)

The interface charge can take any value including zero. The way to calculate the exact value
depending on the materials is discussed in Section 4.5. The subscripts are used to distinguish
between the two semiconductor segments on both sides of of the interface.

To calculate the carrier concentrations and the carrier temperatures at the interface, three
different approaches are considered:

e a model with continuous quasi-Fermi level across the interface (CQFL),

e a thermionic emission model,

e a thermionic field emission model.
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CHAPTER 4. PHYSICAL MODELS

Each model can be specified for electrons and holes for each semiconductor/semiconductor in-
terface.

In the following J, denotes the normal to the interface component of the current density J, Sy
the energy flux density component, and AFE, the difference in the conduction band edges A&..
The effective electron mass is denoted by m;. The subscripts denote the semiconductor segment
i. Only the equations for electrons are given, those for holes can be deduced accordingly.

Continuous Quasi-Fermi Level Model: Dirichlet boundary conditions are applied, when
the CQFL is used. The carrier concentrations are determined so that the quasi-Fermi levels
remains continuous across the interface [134].

3/2
o mo Agc
ng = ng <m1> exp < kBTn1> (4.54)
Tnl = Tn2 (4.55)
Jn2 = Jnl (456)
1
Sn2 = Sn2 - &ASCJHQ (457)

The model is suitable for use at homojunctions. In Chapter 5 it is applied at the interface
between segments of the same material but different characteristics (e.g. material quality).
However, it is not suitable for heterojunctions, as it ignores the band gap alignment.

Thermionic Emission and Thermionic Field Emission Model: To consider the band
gap alignment as typical in a heterostructure, the thermionic emission or thermionic field emis-
sion interface models must be used.

Jnl = Jn2 (458)
B M2 N
Jn2 = (qUnpn2Nn2 quni1ni . exp ( sz_,nl) (459)
1
Sn2 = Snl - a(AgC)JHQ (4.60)
n A&, — 6,
Sn2 = —2kg ( Thovnana +Tn1Un1n1m 2exp [ -~ (4.61)
M1 kpTh1

(4.58) guarantees the particle conservation at the interface. (4.60) relates the energy and current
fluxes on both sides of the interface. The second term corresponds to the conversion of potential
energy into kinetic energy, when the electrons descend the step A& — 6&. (4.60) describes the
thermionic emission across the energy barrier by relating the interface current to the quasi- Fermi
level on both sides of the interface [134], [282]. The exponential factor in (4.59) and (4.61) shows
that only the fraction of the total electron concentration on Side 1, which is energetically above
the barrier, is able to cross the potential step. In both (4.59) and (4.61) the same emission
velocities occur:

2kpThi
™y

Uni (Thi) = (4.62)
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Tunneling can be included in this model by assuming that the tunnel effect lowers the barrier

A&, — 6.

qEJ_thunu EJ_2 >0
0&. = 4.63
{ 07 ELQ S 0 ( )

The barrier lowering §&. depends on the electric field orthogonal to the interface E |5 and the
effective tunneling length dy,,. The latter is material dependent: for Aly2GaggAs/Ing2GaggAs
it is estimated to 7 nm [283] and for Alp95Gag75N/GaN to 3 nm [138].

4.2 Lattice and Thermal Properties

The system of differential equations discussed in Section 4.1 contains several physical mate-
rial parameters. A proper modeling is crucial for a successful device simulation. While some
properties are well defined for most of the materials (such as lattice constants and mass den-
sity), others (such as thermal conductivity) were subject of numerous studies yielding equivocal
results. Therefore, a discussion on the choice of model is required.

4.2.1 Permittivity
The dielectric constant of the three materials GaN, InN, and AIN is discussed in Section 3.2,
Section 3.3, and Section 3.4, respectively. Here, the range of the reported values is shown in

Table 4.2. The values used for the static permittivity for GaN, AIN, and InN are 8.9, 8.5, and
15.3, respectively.

Table 4.2: Model parameters for the static permittivity.

GaN AIN InN References

range 8.5-10.4 8.5 11.0-15.3 [284], [285], [176], [222]
used 8.9 8.5 15.3

The permittivity of a ternary semiconductor alloy A;B;_,C depending on the material compo-
sition z is interpolated by a quadratic function of the permittivities of the basic materials e2¢
and €3¢ [286]:

eABC — (1 — 2)eAC 4 2eBC (4.64)

S

A linear interpolation is used for the three ternaries [287], [288].
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CHAPTER 4. PHYSICAL MODELS

4.2.2 Mass Density

The reported value ranges of the mass densities of the three materials are summarized in Ta-
ble 4.3. For GaN, AIN, and InN values of 6.15 g/cm3, 3.23 g/cm?, and 6.81 g/cm?, respectively,
are adopted. For the alloys a linear interpolation between the basic material values is used:

prPC = (1= 2)pp® + xpp”. (4.65)

Table 4.3: Model parameters for the mass density [g/cm?].

Material Range Used References

GaN 6.085—6.15 6.15 [289], [290]
AIN 3.23—-3.26 3.23 [176], [291]
InN 6.81 6.81 [176]

4.2.3 Thermal Conductivity

The thermal conductivity is modeled by a power law:

17, @

k(TL) = K300 - 300K

where k3go is the value at 300 K. From early experiments r300=130 W/mK for “bulk” GaN
[292] was extracted. However, later measurements of epitaxial structures yielded higher values
[293], and a strong dependence on the dislocation density was observed [294]. Based on various
studies [292], [293], [295], [296], [297], [298] we give two parameter sets in Table 4.4, applicable
for different material quality. Fig. 4.1 compares the two model sets with other models and
experimental data.

For AIN the variation of the measured values for the thermal conductivity is smaller (Fig. 4.2).
We assume £300=350 W/mK, which is close to the value reported in [299]. The parameter «,
which models the decrease with temperature, is calibrated against measured data [299], [300],
[301].

As of today no studies of the temperature dependent thermal conductivity of InN are available.
Based on [302] a k300=176 W/mK at 300 K is assumed. This is a theoretical estimation, while
the measured value was only 45 W/mK due to phonon scattering by point-defects and grain-
boundaries.

Several expressions exist for the thermal conductivity x4C of semiconductor alloys. As an

example, Adachi et al. [303] use one based on Abeles’s complex model [304]. However, an
even more straightforward approach is proposed in [305], where a harmonic mean is used to
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4.1: GaN thermal conductivity as a function of temperature.
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Figure 4.2: AIN thermal conductivity as a function of temperature.
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ABC

model the conductivity at 300 K, while the exponent « is linearly interpolated as there is

no experimental data for temperatures other than 300 K yet:

ABC _ <1—x x (1—x)x>1’

K = + +
300 AC BC
K300 K300 Cx

aABC — (1 —Jj‘)OLAC —l—:raBC

Applying this expressions, a value of 3.1 W/mK is adopted for C}; of Al,Ga;_,N. This results in
a fair agreement with the experimental data of Daly et al. [306] and Liu et al. [298] as depicted in
Fig. 4.3 and corresponds to the value used in [303]. For In,Ga;_,N C,=1.5 W/mK is adopted,
again matching the model in [303] (Fig. 4.4) and the experimental data of Pantha et al. [307].
For In;Al;_,N a fit to the only available experimental data [308] resulted in an Cy,=1.2 W/mK
(Fig. 4.5).

4.2.4 Specific Heat

The lattice specific heat ¢y, is modeled by the following expression proposed in [305]:

8
T
305}() -1

cn(T) = e300 + 1 3 ;
11, c1
300K> + CL,300

where cr, 300 is the value of the specific heat at 300 K and c¢; and 3 are fitting parameters.
Fig. 4.6 shows a comparison between the calibrated model (values are listed in Table 4.5) and
measurements as a function of temperature for GaN. The results both of Kremer et al. [309]
and Danilchenko et al. [310] are from bulk wurtzite GaN while most previous measurements
were conducted on polycrystalline powder samples. Our model is calibrated against the model
of Danilchenko et al., which is in excellent agreement with their own measurements for the heat
capacity in the 0 K—300 K range and also with experimental results given in [309].

The parameter values for AIN are based on the summarized results in [138].

For the heat capacity of InN several works are based on the experimental data provided by
Krukowski et al. [302]. Their results are shown in Fig. 4.7 together with the models of Leitner

Table 4.4: Model parameters for the thermal conductivity.

Material k300 [W/m-K] o

GaN model 1 130 -0.43
GaN model 2 220 -1.2
AIN 350 -1.7
InN 45-176 0
50
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Figure 4.5: InAIN thermal conductivity as a function of In content.

et al. [311] and Zieborak et al. [312], which both provide models based on measurement results.
In the present work the model is calibrated against the data in [311].

The specific heat coefficients for alloy materials are expressed by a linear interpolation between
the values of the binary materials [305]:

ABC = (1 — 2)ePC + 2P

4.3 Band Structure

This section presents a discussion of the models for the band gap energies for both basic materials
and their alloys, and also for their temperature dependence. Further, a short overview of the
alignment of the band gaps of the different materials is provided.

Table 4.5: Parameter values for the specific heat model.

Material €300 c1 G
[J/ ke K] [J/ kg K]
GaN 431 171 1.75
AIN 748 482 2.29
InN 296 108 1.5
52



4.3. Band Structure

] S
V2 T T T _...O T T T O
" 0 o0
S o) 0 ]
o s 2
v 2 . 4
87 %3¢
.lmk () lwrlm ()
L TeE= 13 - LL2 g0
Oen \O .I.Z \O
< Ovm
EN A Ex 9 5
5 & & 5827
© U u © 3 o E
L JNe) e O
|
|

400
Lattice temperature [K]
53

400
Lattice temperature [K]

= o

I S I =

A IS\

1 1 O 4y O

] -] -] S S ] =) -] S ] ] )
] ] S S S S S S S =]
O v < o N — F A Q —
[, 1,311 ™ way dyroadg [, 83r] " 1eay oyyroads

Figure 4.6: GaN specific heat as a function of lattice temperature.
Figure 4.7: InN specific heat as a function of lattice temperature.

.v_m,to__n_m_cm_>>DFEE_aEm_nm__mSmm_m_mms:m_ogooum_sioco_w_m>_mc_m:oum>oaammﬁ < ..._ﬁuuu_;aise,zf;
*TeqBnyan ayloljqig UaIp NL Jap ue Isi uoneuassiq Jasalp uoisianfeulbuo aponipalb auaigoidde aiqg v—@r_u.c__ﬂum n.L



Die approbierte gedruckte Originalversion dieser Dissertation ist an der TU Wien Bibliothek verfligbar.

The approved original version of this doctoral thesis is available in print at TU Wien Bibliothek.

[ 3ibliothek,
Your knowledge hub

CHAPTER 4. PHYSICAL MODELS

4.3.1 Band Gap Energy

The Varshni formula [313] well describes the temperature dependence of the band gap in nitrides
with:

2
a1y,

5g:Eg,0_ﬁ T
g

The values for Eg o (energy band gap at 0 K), o, and 3, (empirical constants) for GaN, AIN and
InN are summarized in Table 4.6. The parameters for GaN are an average of various reported
results as summarized in [209], those for AIN are based on the experimental work of Guo et
al. [314]. For InN the parameters are taken from [315], where three different techniques were
used to study the band gap energy and its properties. The results are in agreement with the
recently reevaluated band gap energy of InN as discussed in Section 3.3.

The band gap of semiconductor alloys is interpolated by Vegard’s law [316]:
é?BC = Eg‘c(l —z)+ Efcx + Cg(1 — 2)z,

with the bowing parameter Cs. The reported values for Al,Ga;_,N of the latter show a large
variation ranging from —0.8 eV [317] to +1.33 eV [318]. However, several experiments [319],
[320] show a linear variation (Cy ~0 eV) which is adopted here.

For InGaN a bowing parameter Cy=1.4 eV in agreement with the work of Walukievicz et al.
[315] is well established. It corresponds to the theoretical value given by Caetano et al. [321]
(Cg=1.44 V). Other theoretical studies show that a single bowing parameter cannot be used
for the whole alloy band gap [322], [323]. While the dependence of the bowing parameter on the
composition in the aforementioned works is weak, it still remains to be experimentally verified.
Until such studies are available, C;=1.4 eV and Cy;=2.1 eV for unstrained and strained samples,
respectively, are adopted [324]

Several works suggest a bowing parameter with a value ranging from 3.0 eV and 6.1 eV [315],
[325] for InAIN. Those large disagreements can be attributed to low crystalline quality and high
doping levels. Recent calculations and experimental studies showed, however, that the bowing
parameter for InAIN is strongly dependent on the material composition [326], [327]. In order to
account for this dependence the following expression is proposed in [327]:

Cg,l

Cel) = 14+ Coox’

Table 4.6: Summary of band structure model parameters.

Material Ego [eV] oy [eV/K] By [K]

GaN 3.4 9.09x10~* 800

AIN 6.2 18.0x107% 1462

InN 0.69 4.14x10~* 454
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Figure 4.8: Material composition dependence of the band gap of In,Al;_,N.

In the same work, the authors propose a value of 15.3 eV and 4.81 eV for C, ; and C, 5, respec-
tively. As shown in Fig. 4.8 this model achieves a very good agreement with the experimental
data from various other studies [328], [329], [330]. The dependence of the band gap on com-
position should be attributed to charge transfer effects, related to the large electronegativity
differences between III-V atoms [322]. However, as pointed out in [331] Vegard’s law is applica-
ble for lattice matched composition (~217% as reported in [332]), which is mostly interesting for
HEMT applications. For reference the result obtained using a constant Cy=3 eV is depicted,
too.

4.3.2 Band Gap Energy Offset

An energy offset (Eo) is used to align the valence band of different materials. In this work GaN
is chosen as the reference for the III-V materials (E,g = 0 €V). The energies of the conduction
and valence band edges are calculated by

gv = 5‘off
fo = E+&

The valence-band-offset of AIN 53le is chosen as 1.12 eV, which is equal to 40% of the total
band gap discontinuity as reported by Westmeyer et al. [333] obtained from a measurement of
the linewidth of the excitonic transition in an Alp 18GaggeN alloy. This value is larger than the
previously reported 0.7 eV as in [334] obtained by x-ray photoemission spectroscopy. However,
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Figure 4.9: Band alignment of InN, GaN, and AIN at room temperature.

it is closer to the intrinsic value as it is free from effects introduced by interface defects and
inhomogeneities.

The most widely cited value for the valence band offset of InN/GaN is the one reported by
Martin et al. [334] (€N = 1.05 eV). It was however determined over a decade ago, and the
recent reevaluation of the band structure have rendered it dated. Recent studies show a valence
band offset between 0.58 [335] and 0.62 eV [323]. The band alignment is shown schematically
in Fig. 4.9.

For alloys the offset energy is calculated by the following expression [138]:

SABC _ 5%0(‘5?]30 B 5ch> B g?ffc(gé;ABC — ggAC)
off - ggAC _ ggBC ’

where S?HC and Sfﬁc are the offset energies for the binary materials.

As an example, for Al,Ga;_,N with £=0.22 the valence-band-offset against GaN is 0.25 eV.
Our setup provides a value of 0.225 eV for x=0.2, which is in a good agreement with the
experimentally determined offset of 0.25 eV [336] for the same composition.

4.4 Carrier Mobility

Mobility models which account for the specific physics in a given semiconductor material are
crucial for device modeling. While for Silicon there exist well established models [337], the
ITI-V material system still poses certain challenges (e.g. negative differential mobility) and
nevertheless, is not so well studied (especially concerning InN). Also certain device specific effects
such as high electric fields and very strong gradients of electric fields have to be considered for
the simulation of HEMTs.

Several groups have proposed various models and model parameter sets for the simulation of
GaN-based devices. Farahmand et al. [253] provide a low-field model which accounts for temper-
ature and ionized impurity concentrations as well as a high-field model based on Monte Carlo
simulation results. Another low-field model, valid in a large temperature and concentration
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range is proposed by Mnatsakanov et al. [338]. A highly parameterized field-dependent model
based on an extensive data pool was developed by Schwierz [175]. Turin et al. [339] propose an-
other high-field model which delivers excellent agreement with the results from MC simulations.
All those models are suited only for the drift-diffusion transport model. However, the latter
is not able to deliver accurate results for sub-micron devices [340], therefore a hydrodynamic
transport model is necessary, too.

4.4.1 Low-Field Mobility

Ionized Impurity Scattering: The low-field mobility is modeled by an expression similar to
that proposed by Caughey and Thomas [341], [138]:

L min
LI min o=
= + .
rm T (o ereny

Cr denotes the concentration of ionized impurities, p is the mobility in undoped material, ™"
is the mobility in highly doped material, limited by impurity scattering. The maximum (z")
mobility, and minimum (x™") mobility, and the parameters describing the mobility decrease
with rising impurity concentration (C™f and ~g) are calibrated against an extensive analysis of
available MC simulations results and experimental data.

For GaN our model for electrons assumes the high mobility consistent with the defect-free sub-
strates of the simulated devices (Fig. 4.10). It is calibrated against own Monte Carlo simulation
results presented in Section 3.2.2. The values of the parameters for GaN and other materials
are given in Table 4.7.

The model for electrons in InN is calibrated against own Monte Carlo (Fig. 4.11) simulation
results, too, described in Section 3.3.2. The latter assumes an updated band gap of ~0.7 eV
and proper electron masses.

While for GaN and InN experimental data exist for the transport properties, for AIN such
data are hardly available as the grown AIN films are normally semi-insulating. Most authors
therefore rely on MC results [342]. We verified our model against the measurements of Taniyasu
et al. [343] who achieved a high mobility in Si-doped AIN. They supplemented the experimental
data with simulations (Fig. 4.12). The higher maximum mobility used here is in agreement with
the value proposed in [253]. It is higher than the measured values, due to our model assumption
of dislocation-free conditions.

The hole transport in GaN is plagued by several doping technique issues as discussed in Sec-
tion 3.2.3. Therefore, it is difficult to give a profound model. Based on the limited experimental
data an initial setup is proposed (Fig. 4.13).

Due to the lack of experimental data on the transport properties of holes in InN and AIN, no
corresponding parameter setups are given here. Such can be found in [342], however solely based
on Monte Carlo simulations.

The low field mobility of alloys is calculated by a harmonic mean:
I 11— T

= + .
ABC MAC MBC

1
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Figure 4.10: Electron mobility versus concentration in GaN.
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Table 4.7: Parameter values for the low-field mobility.

Material carrier ,ulgoo uggél C'?fgg Yo Y1 Yo 3
[cm?/Vs] [em?/Vs]  cm™3
n 1600 100 3x10'7 0.7 -1.5 -0.2 1.3
GaN
p 175 10 2.5x10'7 15 -37 -15 1.0
AIN n 683 29 5x1017 0.8 -3.21 1.21 -0.18
InN n 10200 500 3.4x10'7 0.65 -3.7 2.39 -0.33

Temperature Dependence: In order to model the temperature dependence, the mobilities
are parameterized using power laws [15]:

T st
L _ L L
. . 11, 72
min  __ min
TL 73
Cref — Cref L )
300 < 300K >

Similar expressions have been also used in [253], [175].

Monte Carlo simulations by other groups [253], [181] and experiments [345], [346] for the electron
mobility in bulk GaN as a function of the temperature are shown in Fig. 4.14. Over the years
the electron mobilities increase due to the improved quality of the material samples. Models
proposed by other groups [175], [338] are also displayed. Fig. 4.15 shows the electron mobility as
a function of temperature in the two-dimensional electron gas as experimentally determined by
various groups [347], [348], [14], [179], [349], [350]. The mobility exhibits overall higher values
especially at high temperatures, while retaining the trend for improved results over time. The
parameter values we chose are listed in Table 4.7. The maximum (%) and minimum mobility
(u3in) are calibrated against own MC simulations. A decrease of the maximum mobility with
temperature (y; = —1.5), in agreement with the power term of the acoustic phonon mobility
expression [110] is assumed. Our MC simulation results and recent experiments from [351]
confirmed that the latter is the dominant scattering mechanism at high temperatures. A weak
temperature dependence (72 = —0.2) of the electron mobility at high concentrations is adopted.

Experimental data for the mobility dependence on temperature for InN and AIN is scarce.
Therefore, the values from [342] are adopted here.

The hole mobility at different temperatures of GaN is discussed in Section 3.2.3. Based on the
experimental data, a value of 73 = —3.7 is chosen which describes the decay in mobility with
higher temperature well.
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Figure 4.14: Electron mobility versus temperature in bulk GaN.
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Figure 4.15: Electron mobility versus temperature in 2DEG GaN.
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CHAPTER 4. PHYSICAL MODELS

4.4.2 High-Field Mobility for DD Equations

The models proposed for the high-field mobility are based on the mobility expression of the
form [352]:

W (B) n (4:66)

¢+ ((1_§)ﬂ+ (Ff:j)ﬂ>l/ﬂ.
L

p! is the low-field electron mobility as calculated previously, v, is the electron saturation
velocity, F is the electric field. The same expression was used in [353].

For the DD high-field mobility two different models are available. The first is the convenient
model used for Silicon, referred as Model A. The second one is a modified model which can
account for negative differential mobility (NDM), referred as Model B. The latter is especially
tailored to describe the transport properties of electrons in Nitrides. Further, based on Model B
a corresponding HD model can be synthesized.

Model A: The basic high-field mobility model has the form:

[l

e (F) = z 5, V=mnp (4.67)

Ll \ P /By

<1 + </"LI/ V) >
Usat,v,,
where F), is the driving force, defined as:
1 kpT;

F, = ‘w}— v ( Ban)

for electrons and holes, respectively. The saturation velocity vsas,., can be calculated in a separate
model, accounting for temperature dependence. The parameter § models the slope of the
mobility increase with increasing electric field, respectively driving force. While in the DD
model it can be varied, a corresponding HD model can be obtained only for certain values.
Therefore, for electrons in all three materials a value of =1 is adopted.

The model is derived from (4.66), with {=1/2 and using the driving force F' instead of the
electric field E. It offers excellent convergence behavior and a straight-forward calibration
method. However, it cannot account for the velocity decrease at higher electric fields. Yet it
offers a reasonable agreement with the experimental data and MC simulation results for electric
fields below the maximum velocity for all three materials (Fig. 4.16, Fig. 4.17, and Fig. 4.18)
using the parameter setup provided in Table 4.8.

Model B: The model is based on the same expression for the mobility (4.66), with =1 and
&£=1/2. In order to approximate the mobility decay due to intervalley transfer at high fields, two
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4.4. Carrier Mobility
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Figure 4.16: GaN electron drift velocity versus electric field: simulations with
different mobility models compared to MC simulation results and

experimental data.
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Figure 4.17: AIN electron drift velocity versus electric field: simulations with
different mobility models compared to MC simulation results.
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CHAPTER 4. PHYSICAL MODELS

Table 4.8: Parameters for DD high-field electron mobility Model A.

Usat, B
[em/s]  [1]
GaN 3.0x10" 1.0
AIN  3.7x107 0.45
InN  5.0x107 1.3

sets of p are used. One describes the mobility pr(F') in the lower valley and the other one in the
higher puy(F) (while T and U are the lowest two valleys only in GaN, this notation is retained
for the other materials for simplicity):

B pg
pr(E) = L (AEY (4.68)
1 + (vsat,r‘)
_ pit
pu(E) = AR (4.69)
1+ (LU
<vsat,U)
6 . . .
st ]
I - + own MC
I —- DD Model A ]
47 — DD Model B ]
— HD Model B
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Figure 4.18: InN electron drift velocity versus electric field: simulations with different
mobility models compared to MC simulation results.
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4.4. Carrier Mobility

A weighted mean is built:

_ pr(E) 4+ pu(E)Pop(E)
' (B) = T+ Pop(E) (4.70)

where Ppp(F) is the valley occupancy [354]:

(4.71)

£\ /2 AE
Ppop(E)=6 A <mg> exp SRS B
mp kgTi, (1 + Eﬂo)
my and my; are the electron masses in the I' and U valleys, respectively, and AFE¢ is the
difference in the conduction bands.

This model allows to set a lower electron mobility and velocity in the higher conduction band.
Thus, the characteristic electron velocity decrease of most Nitrides can be described well.

Since all MC simulations and experiments, on which we rely to calibrate the low-field mobility in
GaN, were performed at low electric fields, we set ur=p! as calculated by the low-field mobility
model. Using a down-scaled mobility (uy = 0.1 x L' supported by MC data) and velocity in the
higher band results in a decrease of the electron velocity at higher fields. With the parameters
listed in Table 4.9, the model delivers an acceptable approximation in comparison to MC simu-
lations, accounting for as much as six bands [355] (Fig. 4.16). Results from different groups vary
widely (e.g. peak velocity from 2.5 x 107 cm/s to 3.5 x 107 cm/s), therefore our goal is not really
a perfect agreement with this particular MC simulation. The model (and the corresponding HD
model) is a carefully chosen trade-off. On the one hand they provide a velocity-field charac-
teristics close to the one obtained by MC simulation, while on the other hand they maintain
low calculation complexity and a good convergence behavior. An extension accounting for three
valleys is possible, however, it was ruled out due to the downgraded convergence of the solution
process.

For AIN, the model cannot be applied due to the very slow increase of the velocity versus electric
field. In order to model the latter properly 5=0.45 is needed, however, while being straightfor-
ward for the DD model, this will increase considerably the complexity of the corresponding HD
model. Therefore, no parameter setup is given here for AIN.

Based on the recent MC simulation studies for InN (accounting for the re-evaluated band gap),
a parameter setup is extracted (Table 4.9). Due to the value of (3 close to 1, a good agreement
can be achieved (Fig. 4.18) for velocity characteristics below the maximum, while a low value
of Fy accounts for the intervalley transfer at fields starting at 50 kV/cm.

4.4.3 High-Field Mobility for HD Equations

In order to obtain a consistent hydrodynamic mobility expression, the local energy balance
equation:

2 _ ng(Tn - TL)

E%y (4.72)

2.q-7c
is solved for E(T,), which is then inserted into (4.66). This is performed again with £&=1/2 for
both models, and with =2 for the first model and S=1 for the second model, respectively. 7.
is the energy relaxation time.
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CHAPTER 4. PHYSICAL MODELS

Table 4.9: Parameters for DD high-field electron mobility Model B.

Usat,I’ VUsat,U  MT 1230 AEC mf‘/mé m*U/mEk) Fy
[cm/s] [em/s] [1]  [1] eVl [1] 1] [V/m]
GaN 3x107 10" M 0axp 14 0.2 0.3 0.26

InN  6x107 107 M o0axpM 178 0.25 04  0.035

Model A: The expression obtained with the chosen values for £ and ( is identical with the
one proposed by Hénsch et al. [356]. In order to account for NDM effects it is modified by
introducing two parameters (4 and ;) [20]:

H (Tn/TL)74

LIT
fiy (Th) (4.73)
(1+ a2 (1, - 11)"1°) "
3k
37“”2 (4.74)
2qre (vr)

In the standard Héansch model vf corresponds to the saturation velocity vst (as in (4.66)).
However, due to the powered temperature term (7},/71,)"* in the numerator the velocity is
steadily decreasing at high-fields. Hence, vy does not describe the saturation velocity as a physical
quantity, although it does affect the high-field transport characteristics. The parameter 5 has
a more pronounced effect at low fields, while 4 influences primarily the high-field mobility,
though their impact cannot be isolated to a specific field region. The conventional Hédnsch
model corresponds to the parameter set 74 = 0, 75 = 1. However, in order to approximate
the simulation and experimental data, a set with 74 = —0.3 and 5 = 2.4 is chosen for GaN
(Table 4.10). It delivers good agreement with the velocity-field characteristics obtained using
the DD Model B (Fig. 4.16). A similar good match with DD Model A can be achieved for AIN,
too (Fig. 4.17). Only for InN it is not possible to model the very strong NDM effect.

Table 4.10: Parameters for HD high-field electron mobility Model A.

Y4 V5
Hansch 0.0 1.0

GaN -0.3 24
AIN 0.1 3.3
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4.4. Carrier Mobility

Model B: Inserting (4.72) into (4.66) with £&=1/2 and =2 gives the following expression for
the high-field mobility:

2@1}#1
HUT (Tn = s 4.75
) 2+ar ++/ar (4+ar) (4.75)
2/;{4]1
o (T) = (4.76)

2+ ay +ay (4 +ay)’

kg (T, — T
ar = 3kppup (T L)7 (4.77)

2qmr (vir)?
kppug' (Tn — 1)

2qry (vev)?

(4.78)

ay

In order to approximate the intervalley transfer at high fields, two sets of u, are used as in DD
Model B. In this model too, vf does not denote the saturation velocity. The weighted mean is
built:

LIT pr(Tn) + pu (Tn) Prap (Th)
T,) = . 4.79
e T) 1+ Pun (1) (4.79)
The expression for Pyp is analogous to that for Ppp:
N 3/2
m AFEc
Pup(T,) =6 —2 - : A,
o (Tn) =6 (mlt) P ( kBTn) (4.80)

Fig. 4.19 compares the valley occupancy as a function of the electric field as calculated in this
model and MC simulation in GaN. The used parameter setup is the same as for DD Model B
(Table 4.9). The only additional values needed, are the scaled energy relaxation times listed in
Table 4.11 (the base relaxation times 7. gaN, Te,AIN, and 7¢ N are discussed in Section 4.4.4. An
excellent agreement between all models is achieved for GaN (Fig. 4.16). For InN the model can
describe the abrupt decay in velocity very well (Fig. 4.18), while the maximum velocity value is
slightly higher than the one achieved by the DD model (which is possibly due to the high energy
relaxation times used).

While the models deliver consistent results, the two approaches expose some differences. HD
Model A is close to already established models and offers a straightforward calibration with only
two auxiliary parameters (within a narrow value range). HD Model B is more complex, however,
it allows for a more flexible calibration. Its parameters are derived from physical quantities.

4.4.4 Energy Relaxation Times

The energy relaxation times are used in the HD mobility models, in the energy balance equations
of the hydrodynamic transport model, and in the lattice heat flow equation. They can be either
set constant or calculated using the following model depending on the carrier energy:

Ty
Tem = Te,0 T Te 1 (300 K) (481)

67



Die approbierte gedruckte Originalversion dieser Dissertation ist an der TU Wien Bibliothek verfligbar.

The approved original version of this doctoral thesis is available in print at TU Wien Bibliothek.

[ 3ibliothek,
Your knowledge hub

CHAPTER 4. PHYSICAL MODELS

1.0 —
eI MC
ouMC

0.8 r — I'model A
—- U model

>

2

506t

=

3

o)

2 0.4

5 0 °,
> e
///
02t o, :
/
v
/
//
0.0 boe==="

0 200 400 600
Electric Field [kV/cm]

Figure 4.19: GaN valley occupancy as a function of the electric field.

Table 4.11: Parameters for the energy relaxation times for HD high-field electron
mobility Model B [ps].

s TU

GaN 8.0><T€7G3N Te,GaN

InN Te,InN 0.1><T€71nN

For GaN and InN we use the parameter sets as listed in Table 4.12, while for AIN a constant
relaxation time of 7. = 0.1 ps is assumed. Special care is taken that the relaxation times never
reach negative values even at high electric fields (for which Si models indeed yield negative
erroneous results).

Table 4.12: Parameters for the energy relaxation time model [ps].

GaN 0.21 0.004 0.0
InN  0.21 0.012 0.0
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4.5. Spontaneous and Piezoelectric Polarization

4.5 Spontaneous and Piezoelectric Polarization

A good understanding of the electrical polarization effects at the material interfaces is key
to proper device simulation. III-V nitrides are the only III-V materials that show spontaneous
polarization Psp. This has been found to increase from GaN over InN to AIN [172] and it also has
a negative sign. The reason is an intrinsic asymmetry of the bonding in the equilibrium wurtzite
crystal structure. However, mechanical stress also results in polarization, which is then called
piezoelectric polarization Ppyz. It is negative for tensile and positive for compressive strained
AlGaN layers. Therefore, the orientation of the spontaneous and piezoelectric polarization is
parallel in case of tensile strain and antiparallel in case of compressive strain. AlGaN layers grown
on GaN buffers are always under tensile strain, thus only this case will be further discussed. As
both polarizations have the same direction the total polarization is simply the sum:

P = Ppy + Psp.

Further, the total polarization of the AlGaN layer is stronger than that of the underlying re-
laxed GaN buffer layer. The negative spontaneous polarization of both layers and the negative
piezoelectric polarization vector under tensile strain points from the Nitrogen atom towards
the nearest Gallium atom along the [0001] axis. Thus, for Ga-faced polarity crystals the total
polarization is directed towards the substrate, while for N-faced crystals it is directed towards
the surface. It is found that the polarization-induced sheet charge is positive for AlGaN on top
of GaN with Ga-face polarity and GaN on top of AlGaN with N-face polarity.

In the following the polarization induced charge at an AlGaN/GaN interface is calculated. Using
the provided parameters and the same approach, the polarization for different material interfaces
can be determined accordingly.

The spontaneous polarization Psp at the AlGaN/GaN interface is calculated by [358]:

Psp = Psp AN + Psp,gan(1 — ),

The piezoelectric polarization Ppy is calculated by:

a — agp 013
Ppz =2 (6’31—6’33'>,
a 033

0

without taking partial relaxation into account. The parameters a and ag are the lattice constants,
e13 and es3 are the piezoelectric coefficients, and C73 and C33 denote the elastic constants.
The parameter values for both the spontaneous (Table 4.13) and piezoelectric (Table 4.14)
polarization are achieved by the revised calculations of [359].

Table 4.13: Spontaneous polarization parameters [C/m?].

GaN AIN InN  Refs.

PSP -0.029 -0.081 -0.032 [172]
PSP -0.034 -0.090 -0.042 [359]
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CHAPTER 4.

PHYSICAL MODELS

Table 4.14: Piezoelectric polarization parameters.

Material a agp €13 €33 Ci3 Cs3
[A]  [A] [C/m?] [C/m?] [GPa] [GPa]
GaN 3.197 5.210 -0.37 0.67 68 354

-0.62 1.50 94 377
-0.45 0.81 70 205

AIN 3.108 4.983
InN 4.580 5.792

Using the provided method and the listed values, the polarization induced charges for AlGaN/GaN,
InAIN/GaN, and InGaN/GaN interfaces are calculated and shown in Fig. 4.20. While using
slightly different values than Ambacher et al. [358], we still obtain a good agreement with their
results. Furthermore, the significantly larger charges at the InAIN/GaN interface must be noted
(due to the higher spontaneous polarization in AIN).

The dependence of the spontaneous polarization coefficients for GaN, AIN, and InN on temper-
ature has been measured to be minimal [360], [361]. There are no reports on the temperature
dependence of the piezoelectric polarization.

—
W

—
=)

I

\

|
|
\

[a—
=]
\
\
\
\

—— Ambacher AlGaN/GaN
——— model Al Ga, N/GaN
""""""" model In Ga, N/GaN
—-—- model In Al,_  N/GaN

o/q Polarization induced sheet charge [cm_z]

12

0.0 0.2 0.4 0.6 0.8 1.0

Composition x

—
)

Figure 4.20: Piezoelectric and spontaneous polarization-induced charge

o/q(Psp + Ppg).
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4.6. AC Simulation:
Equivalent Circuits and Parameter Extraction

4.6 AC Simulation:
Equivalent Circuits and Parameter Extraction

The small-signal response of a two-port network (Fig. 4.21) can be described by several equivalent
parameter sets. The Y-matrix (admittance matrix) gives the relation between input voltages
and output currents:

Ly (Y Y2\ (W
(b) B <Y21 Y22> (V2> (4.82)

with
I I
11 Vi o 12 v s ( )
IQ I2
Yo = — Yoo = — (4.84)
Vi V2=0 Va V1=0

Another established relation is the Z-matrix (impedance parameters), which links the output
voltages to the input currents:

Vi Zu Zi2) (L
<V2> B <Z21 Z22> <I2> (4.85)

with
Vi Vi
Zy = — Zyy = - (4.86)
I I,=0 I =0
1% \%
Zo1 = 72 Ty = Tz . (4.87)
L 1I5=0 21n=0

However, measurement of those parameter sets requires open or shortcut conditions, which are
difficult to achieve at high frequencies. To avoid this problem, matched loads can be used. Thus,
the device is embedded into a transmission line with a specific impedance (Zj). For a traveling
wave, the inserted network acts as an impedance, different from the characteristic impedance of
the line. S-parameters are the complex valued reflexion and transmission coefficients (Fig. 4.22):

by S11 Sz (@
<b2> B (521 522> <a2> (4.88)

O—— ——O
— -

Vi| I, |Two—PortNetwork | I, | Va2
O— —O

Figure 4.21: Voltages and currents at a two-port network.
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Figure 4.22: Incident and reflected waves at a two-port network.

with
b1
S = —
ai a2=0
by
Sop = —
ai as=0

b
Sio = 171 (4.89)
2 a1=0
b
Spy = —= (4.90)
az a1=0

The power waves can be expressed as a function of the currents, voltages, and the complex

reference impedance [362].

In order to obtain important figures of merit for the frequency characteristics of the devices, such
as the cut-off frequency and the maximum oscillation frequency, an equivalent circuit is useful.
Here, the one used by Dambrine et al. [363] for FETSs is applied (Fig. 4.23). The expressions to
calculate the values of its circuit elements are as following [363], [364]:

w=2rf
Yas =Y + Yo
Yom = Yo1 — Y12
Yps = Yaz + Y12

Yop = —Yi2
-1
Cep =
1
Im (Y3
Cps = ™ (wDS)
-1
CGS - 7 . N
1
1
RGS = Re (Y,GS>
1
R =
P ™ Re (Yps)

(4.99)
(4.100)

(4.101)

(4.102)

As the cut-off frequency is defined as the frequency at which the gain is unity, based on the
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4.6. AC Simulation:
Equivalent Circuits and Parameter Extraction

G o

1
85 C
Rgs g€m 8 &ds — LUds

O
S

Figure 4.23: Equivalent circuit for a HEMT.

given equivalent circuit the following expression for fi can be obtained:

fr= Im
27 (Cgs + C(;s)

with
gm =| Yem(1 + jwRasCas) | -

In order to separate eventual errors introduced by the measurement equipment it is helpful to
embed the device in a parasitic equivalent circuit, independent of the biasing conditions. Such
a parasitic equivalent circuit is shown in Fig. 4.24 [365]. The values for those elements are given
in Table 4.15.

Cgd
I
I

oO—1 H- Intrinsic Device —L _+—=0

Figure 4.24: Extrinsic parasitic elements.
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Chapter 5

Simulation Studies

ARIOUS hydrodynamic simulation studies of different HEMT structures are presented in

this chapter, which can be divided into two main parts: the first part deals with normally-on
devices and their characteristics, while the second one focuses on normally-off structures. At the
beginning, three different generations of normally-on devices are analyzed by using the models
discussed in Chapter 4. Both the DC and AC characteristics are studied. As several applica-
tion areas require the devices to operate at elevated temperatures, simulations of AlGaN/GaN
HEMTs at high temperatures are presented, too. The simulator delivers good predictive results
for the DC and RF characteristics of various devices after initial calibration. The tempera-
ture dependence of the maximum current and cut-off frequency of submicron devices is further
studied.

One of the drawbacks of GaN-based HEMTSs is the pronounced decrease of the transconductance
gm at higher gate bias, due to increasing source-gate and gate-drain resistances. Via simulations
it is proved that the electric field distribution and the resulting carrier velocity quasi-saturation
are the main source for the transconductance collapse, consequently also for the resistance rise.
A shorter source-gate distance leads to a higher g, peak value, but a more abrupt collapse at
high gate bias. These effects are further discussed with respect to device linearity.

An investigation on the field plate technique in AlGaN/GaN power HEMTs follows. The crit-
ical geometrical variables controlling the field distribution in the channel are determined and
optimized for improved device reliability. The results are implemented in the actual design of
later device generations.

InAIN/GaN HEMTs have been recently proposed to provide higher polarization charges without
the drawback of high strain. Relying on experimental work a simulation study of InAIN HEMTs
is conducted. Using the calibrated setup, specific device effects are explored and the AC device
performance is estimated.

Only a few approaches to obtain normally-off device characteristics exist, as described in Chap-
ter 2. First, the trade-off between high-frequency performance and threshold voltage achieved
by a gate recess technique is analyzed. Another approach is a thin InGaN cap layer, which
introduces a polarization field which raises the conduction band of the AlGaN/GaN interface.
Relying on the experimental work of Mizutani et al. [18] a simulation study of the proposed
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CHAPTER 5. SIMULATION STUDIES

Figure 5.1: SEM image of two HEMTs (IAF Freiburg).

devices is conducted. The characteristics of the devices are compared to those of structures
featuring the gate recess technique.

All of the presented simulation studies are based on experimental data from real devices. The
AlGaN/GaN structures were produced and measured at the Fraunhofer-Institute for Solid-State
Physics (IAF), while the InAIN/GaN structures were fabricated at the Institute for Solid-State
Electronics, TU Wien.

5.1 Depletion-Mode HEMT's

A traditional HEMT structure is conductive at zero gate bias voltage, due to the polarization-
induced charge at the barrier/channel interface. Consequently, D-mode transistors are well-
studied and have been further developed for several years. The major part of the devices
produced currently are therefore normally-off devices.

5.1.1 AlGaN/GalN Devices

All of the measured AlGaN/GaN devices share some basic properties like identical substrate,
layer sequence, and material quality. However, there are differences in the general geometry
and AlGaN layer composition in the particular structures. As an illustration of the device
surface geometry a scanning electron microscopy (SEM) image is shown in Fig. 5.1. The top
metalization is the gate, the middle one is the source, and the bottom one is the drain. The
active transistor area is the shallow channel between the source and drain metalization, with
the thin gate electrode running along. In this figure two transistors are shown.
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5.1. Depletion-Mode HEMT's

Table 5.1: Charge density [cm™2] for three AlGaN/GaN HEMTs.

Device A Device B Device C

channel /barrier 1.14x10'%  1.22x10"  0.94x10'3
barrier/cap ~ —0.4x10% —0.4x10" —0.25x10"
cap/passivation —0.4x10'3  —0.4x10" —0.4x10'3

5.1.1.1 Device Structures

The AlGaN/GaN HEMT technology is based on multi-wafer Metal Oxide Chemical Vapor De-
position (MOCVD) growth on 3-inch semi-insulating SiC substrates. The gate is e-beam defined
with different gate lengths (Ly=0.25 pm, 0.5 pm, and 0.6 pm). Device isolation is achieved by
mesa isolation. An Al,Ga;_,N/GaN heterointerface is grown on top of a thick insulating GaN
buffer. All layers are unintentionally doped except for the supply layers in some of the devices.
A metal diffusion of the metal source and drain contacts reaching into the channel is assumed.
The positive charge (introduced by polarization effects) at the channel/barrier interface is com-
pensated by a commensurate negative surface charge at the barrier/cap interface. The charge
density values for the three devices are listed in Table 5.1. Using the methodology as described
in Section 4.5 theoretical values of 1.7x10"3 ¢cm™2 and 1.2x10'3 cm™2 for the Aly3Gag7N/GaN
interface and Aly22Gag 7sN/GaN interface, respectively, are calculated. However, in real devices
several effects such as dislocations and surface states reduce the total sheet charge. Thus, lower
values are used in the simulations, adapted in order to achieve a density similar to the one
extracted from Hall measurements.

For good control of the sheet carrier concentration in the two-dimensional electron gas (2DEG),
the alloy composition and the abruptness of the AlGaN/GaN interface has to be determined.
Various methods such as high resolution X-ray diffraction, transmission electron microscopy,
and elastic recoil detection have been used [358], [366], [367]. A good estimate of the effective
channel thickness of the conducting region is required for the simulator. A nominal value for
the thickness of the 2DEG region has been found in the literature to be in the order of 2—3 nm,
see e.g. [368], depending on the Al mole fraction in the AlGaN layer. However, the effective
thickness of the conducting region may be wider than the 2DEG, albeit with a lower density. For
the purpose of calibrating the simulator to produce the same current density as in the measured
devices, various effective thicknesses of the defect-free conducting GaN layer were analyzed. A
value of 50 nm was used in all simulations throughout this chapter. Self-heating effects are
accounted for by using a properly adapted ambient temperature. The barrier height of the
Schottky contact to GaN was experimentally determined to be 1.0 eV at room temperature in
agreement with experiments by other groups [273].

Devices from three different HEMT generations are measured and simulated: first a device with
field-plate structure (Device A), next a device with shield-plate structure (Device B), and last
a state of the art device with T-gate only (Device C) [4]. The layer properties are summarized
in Table 5.2 and the geometry is shown in Fig. 5.2.
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5.1. Depletion-Mode HEMT's

Table 5.2: Layer properties for three AlGaN/GaN HEMTs.

Device A Device B Device C

barrier thickness [nm)] 17 17 22
Al composition [%)] 30 30 22
0 doping yes yes no

cap thickness [nm)] 5 5 3

Device A has gate length L, = 0.6 ym, field-plate extension length Lrp=0.6 um, and gate width
100 gum. The Al composition in the AlGaN supply layer is 30%. The latter is d-doped in order
to provide additional carriers and to improve access resistance. Contact resistances of 4 2 mm
are assumed.

Device B is a Ly = 0.5 pm device featuring a source shield-plate. The gate is T-shaped. The Al
composition in the barrier layer is 30% with a § doping, too.

The last device has a T-shaped gate with Ly = 0.25 pm and a gate width W,=2x50 pm (taken
as 1x100 pm in the simulations). The Al composition in the supply layer is 22%, contact
resistance is 0.2 Qmm.

5.1.1.2 Simulation Results

Using the same setup the three generations of AlGaN/GaN based HEMTs are simulated and
the results are compared to experimental data. In the following the results are discussed.

Device A: Fig. 5.3 compares the measured transfer characteristics (Vgs = 12 V) with the
simulations using the two models described in Section 4.4.3. Both setups provide a good agree-
ment. The minor overestimation of the drain current at high gate voltage is due to either gate
leakage or real-space transfer [370]. HD Model B (Section 4.4.3) delivers a slightly higher drain
current. The reason is a small difference in the velocity characteristics at very low electric fields
(<50 kV /em), which, however, are crucial for the steady state transport. Fig. 5.4 shows the out-
put characteristics. Again an overall good agreement is achieved with a pronounced self-heating
effect at high gate voltages.

Device B: The transfer characteristics is measured at Vg, = 12 V but also at Vg = 50 V.
Fig. 5.5 compares the experiment with simulations, where the results agree very well. The
corresponding output curves are provided in Fig. 5.6.

Device C: Fig. 5.7 compares the measured transfer characteristics at Vgg = 7 V with simula-
tions. The results achieved with electron mobility Model A match slightly better, however the
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Figure 5.3: Comparison of measured and simulated transfer characteristics
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Figure 5.9: Comparison of measured and simulated cut-off frequency (Device C).
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Figure 5.10: Comparison of measured and simulated S-parameters (Device C).
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Figure 5.11: Simulated electron temperature and velocity along the channel.

model delivers a lower current at low Vpg than measured (Fig. 5.8). One possible reason is a
higher electron velocity at lower fields in the real device due to low dislocation scattering effects.

AC simulations are performed to compare the calculated and experimental figures of merit e.g.
cut-off and maximum frequency. Fig. 5.9 shows the measured and simulated cut-off frequency
ft (again at Vgs = 7 V. In order to account for the parasitics introduced by the measurement
equipment, the intrinsic parameters obtained in the simulation are transformed using a standard
two-port pad parasitic equivalent circuit. Both models provide a very good agreement with the
experiment.

Fig. 5.10 compares the measured and simulated (using Model B) extrinsic S-parameters at
Ves = —1.5 V and Vgs = 7 V. An excellent agreement is achieved for all parameters in the
frequency range 100 MHz—26 GHz.

The electron transport in the channel under the gate is studied at the same bias point. As the
electric field reaches its maximum under the drain side of the gate [371], the peak of the electron
temperature is also found there (the gate edge is at x = 2.25 pum in Fig. 5.11). Consequently,
in the same region a pronounced velocity overshoot is observed. Interestingly, temperature and
velocity profiles obtained using both models do not differ significantly.

5.1.2 High Temperature Simulations

Several groups have studied the high-temperature DC operation of AlGaN/GaN HEMTSs on
different substrates (sapphire [372], [373], [374], SiC [373], and Si [374], [350]). AC measurements
at elevated temperatures, however, are sparse: e.g. the temperature dependence of the cut-off
frequency is compared to that of the transconductance by Akita et al. [375]. An investigation of
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5.1. Depletion-Mode HEMT's

the influence of high temperature on the microwave power performance of AlGaN/GaN HEMTs
is conducted by Arulkumaran et al. [376].

The theoretical studies of GaN-based transistors at higher temperature are also rare. There
are few analytical models developed [377], [378], [379], however, those are tailored for use in
circuit simulation, not for device optimization. To our knowledge there is only one work which
focuses solely on high-temperature HEMT device simulation [380], however, it relies on dated
experimental data [375] and does not feature AC performance.

Based on the temperature dependent material and model parameters as discussed in Chapter 4,
the simulator is calibrated with the Ly, = 0.25 pm structure (Device C in the previous section)
serving as a calibration device [15]. HD electron mobility Model B is chosen for this study.
The already mentioned values for the interface charges (Table 5.1) are retained, as are the
other material and model parameters as e.g. the Schottky barrier height. However, it should
be mentioned that the changes in the barrier height with temperature (in the range under
investigation) are found to be negligibly small [381].

Using the same set of models and model parameters a L, = 0.5 pm benchmark device is
simulated. All other device properties (layer thickness and composition and geometry) are the
same. The ambient temperatures at which the devices were measured and are simulated are
300 K, 365 K, and 425 K. For the gate-variation study, two more devices with Ly = 0.1 pm and
Ly = 0.15 pm are simulated. Also a fourth ambient temperature of 485 K is explored.

5.1.2.1 DC Results

Using the values for the polarization-induced interface charges from Table 5.1 a very good
agreement between measurement data and simulation results for the transfer characteristics of
the calibration device is achieved (Fig. 5.12). Our setup allows for a proper modeling of the drain
current also at elevated temperatures. As an example, Fig. 5.13 shows the output characteristics
at 425 K. Two curves are shown for Vs = 2 V: without self-heating, which greatly overestimates
the current; with self-heating, which delivers a significantly better match, but requires a higher
computational effort. While others [382] have observed a significant threshold voltage (Vi)
shift, in our measurements such a shift is almost non-existent. As Vi, depends on the carrier
density, carrier trap density and the Schottky barrier height [383], we can assume that trapping
effects in the devices are also temperature-independent in this range (the carrier density change
is also negligible).

Fig. 5.14 shows the lattice temperature in the device at Vg = 20 V and Vg2 bias. The area
where the lattice is heated from high-energy electrons, is the high-electric field region under the
drain side of the gate and the gate-extension.

The same simulations are performed for the benchmark device. Retaining the same interface
charge values, a good prediction of the threshold voltage is obtained (Fig. 5.15). Raising the
ambient temperature, once again yields a good agreement between simulation results and ex-
perimental data, also for the output characteristics (shown at 425 K in Fig. 5.16).
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Figure 5.12: Calibrated transfer characteristics (lines) versus experimental data

(symbols) for L, = 0.25 um HEMT.
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Figure 5.13: Calibrated output characteristics versus experimental (symbols)
data for L, = 0.25 um HEMT at 425 K. Dot-dashed lines -
without self-heating, solid lines - with self-heating.
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Figure 5.14: Lattice temperature in the calibration device, Vgs =2 V, Vgs =20 V.
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Figure 5.15: Predicted transfer characteristics (lines) compared to measured data
(symbols) for L, = 0.5 um HEMT at different temperatures.
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Figure 5.16: Predicted output characteristics versus experimental data for
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Figure 5.18: Simulated cut-off frequency f; (lines) compared to measurements
(symbols) for L, = 0.25 um HEMT.

5.1.2.2 RF Results

The RF device performance is studied by small-signal AC analysis [365]. Fig. 5.17 shows the
current gain |hgq| for the 0.25 pm device for three temperatures. The gain decreases for higher
temperatures and the simulation agrees well with the measurements. The calculated cut-off
frequency f; is compared to the measured one in Fig. 5.18. In order to account for the parasitics
introduced by the measurement equipment the intrinsic parameters delivered by the simulation
are transformed into extrinsic ones by using a standard two-port pad parasitic equivalent circuit.
The values of the circuit elements are listed in Table 4.15. As already mentioned the measured
device has two gate fingers of 50 pm width each, which leads to a higher gate capacitance due
to three-dimensional parasitic effects, than the simulated single device with Wz=100 pm.

A very good agreement between measured and simulated S-parameters is achieved at all temper-
atures both for the calibration device (Lg = 0.25 ym) and the benchmark device (Lg = 0.5 pm).
Fig. 5.19 and Fig. 5.20 compare the simulated and measured intrinsic S-parameters in the range
100 MHz—26 GHz at Vg = 7 V and Ip=260 mA /mm for the Ly = 0.25 pm HEMT at 300 K
and 425 K. Fig. 5.21 and Fig. 5.22 compare predictive simulation results for the Ly = 0.5 pm
device in the same frequency range, Vy, =7 V, and Ip=130 mA /mm at 300 K and 425 K.
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Figure 5.19: S-parameters for the L, = 0.25 pm device at 300 K.
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Figure 5.20: S-parameters for the Ly = 0.25 pm device at 425 K.
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Figure 5.21: S-parameters for the Ly = 0.5 pm device at 300 K.
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Figure 5.23: Simulated maximum Ip (Vgs = 7 V) as a function of ambient
temperature normalized to 300 K values.

5.1.2.3 Gate Length Variation

The geometry of the transistors is pointed out to be an important factor for high-temperature
operation. Consequently, several authors have studied the reduction of Ip with rising tempera-
ture for different gate lengths e.g. [350], [349]. There is agreement that for short channel devices
(Lgjl pm) the carriers under the gate travel with saturation velocity. Therefore, the decrease
of Ip is lower, because the decrease of the velocity in the saturation region is also lower. While
only submicron devices are studied, the results for L = 1.0 — 0.25 pm structures agree well
(Fig. 5.23) with the ones presented by Tan et al. [350]. However, for very small gates an even
lower temperature dependence is observed. The same effect is more pronounced for the nor-
malized f;, where the devices with L, = 1.0 — 0.25 pm deliver a similar reduction of f; with
temperature, while f; of the sub-quartermicron devices decreases less (Fig. 5.24). We believe
that for such gate length, not only L, but also the gate-drain and gate-source distances and the
exact geometry gain on importance, as for small gate lengths the parasitic contributions have to
be scaled according to typical scaling rules in order to harvest the high-speed performance. In
this case the relative contributions of the ohmic elements and thus their temperature dependence
are reduced.

5.1.3 Transconductance Study

One of the difficulties, which still hampers the wide use of HEMTsS, is the very strong dependence
of the transconductance on the gate voltage. As the derivatives of the transconductance with
respect to the gate voltage are detrimental to intermodulation distortion [384], [19], a profound
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Figure 5.24: Simulated maximum f; (Vgs =7 V) as a function of ambient
temperature normalized to 300 K values.

knowledge of the causes for the transconductance nonlinearity significantly helps the selection of
a proper load resistance. The problem has been addressed in numerous works, e.g. [385], [386].
Interface roughness and hot-phonon scattering have been ruled out as possible reasons for the
strong dependence of the transconductance on gate voltage. While real space transfer effects are
relevant in GaAs-based pHEMTs [370], the lack of a significant leakage current in the studied
structures counts against it. Recently, the decrease of transconductance has been attributed
to the strong nonlinearity of the source-gate resistance. This has been shown in a couple of
studies relying on experimental measurements combined with simulations [385], [386], which
employ specially tailored carrier velocity — electric field characteristics. Here, a good agreement
with experimental data is achieved by using electron mobility Model B based on Monte Carlo
simulation results. The electron transport in the source-gate and gate regions is studied in a
wide range of gate-source voltages and the impact of scaling the source-gate distance Ly on
transistor performance is discussed [19]. It is shown that the transconductance decrease should
not be attributed to negative differential mobility effects, which is also reproduced by using a
velocity-field characteristics from MC simulation results. Device C is used for the study with
L, = 0.25 pm, which has been already described in the previous sections.

5.1.3.1 Simulation Results

Fig. 5.25 shows the measured and simulated transfer characteristics of the device. Without any
changes in the models or model parameters a very good agreement is achieved for the drain
current as well as for the transconductance. The simulated transconductance exhibits roughly
the same maximum value as the measurement and adequately follows the decrease at higher
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Electric Field

. -4
Distance x Gate Voltage

Figure 5.27: Electric field along the channel [V /cm].

gate voltage. In order to gain a better understanding of the carrier transport process in the
device, the transconductance can be expressed as:

_AIp [ An I Av ne (5.1)
I = AVas  \AVas AvVes ) ¢ :

The first term describes the contribution of the change in carrier concentration An. The sim-
ulations show that it is substantial only under the gate, as in the source-gate and gate-drain
areas no variation of the carrier concentration with Vg is observed. The rapid increase in con-
centration in the bias range near the maximum transconductance combined with a high electron
velocity (Fig. 5.26) indeed results in some contribution of this term to the overall g,,. However,
this contribution is limited to a small area under the gate in a narrow voltage range, therefore
for the further studies we focus primarily on the second term (the change in carrier velocity Av).

Fig. 5.26 shows the velocity along the channel of the device for Vs = —4 V to +3 V (the gate is
located from = = 2.0 um to z = 2.25 um). There are two distinguishable regions: the source-gate
region and the effective gate region (Lg ). The latter exhibits a high velocity up to Vgs = -1V,
which then decreases abruptly. This is to be attributed entirely to the electric field profile, which
is depicted in Fig. 5.27. The complex form at low Vg is due to the negative differential velocity
at high electric fields, for which the mobility model accounts. As the channel under the gate is
entirely depleted at this bias, there is no notable effect on the DC characteristics of the device.
The flat distribution of the product Avn (second term in (5.1)) in the gate region as shown in
Fig. 5.28 confirms this reasoning.

In the source-gate region a steady increase of the velocity is observed between Vo, = —3 V
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Figure 5.28: Avn (scaled) along the channel [em—2s~1].

and 0 V, which corresponds to the increase in the electric field. Notably, the electron velocity
is very low for Vgg< —3 V and almost constant for Vgg> 1 V. The resulting product Avn
shows a distribution which is very similar to the transconductance characteristics. The decrease
of the electric field and, consequently, of the electron velocity under the gate at Vgs~ 0 V
produces a significant negative region. Furthermore, the electron mobility in the source-gate
region decreases significantly with higher Vizg, which results in the higher source-gate resistance.

Based on these observations several conclusions are self-evident:

e The electron velocity at low electric fields in the source-gate region has the highest impact
on the transconductance.

o The decrease of transconductance is caused by the quasi-saturation of the electron velocity
in the source-gate region, due to the reached maximum electric field in this region.

e At very high gate bias the electric field reduces further the velocity under the gate and
causes the secondary collapse of the transconductance.

5.1.3.2 Source-Gate Distance Scaling

Some authors have pointed out the positive effects of downscaling the source-gate distance
(Lsg) on the transconductance [386], [388]. Based on the structure described above, four more
devices are introduced, which share the same geometry except for the source-gate distance: one
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Figure 5.29: Transconductance g, versus gate voltage Vgg for five devices with
different source-gate length (Vas =7 V).
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Figure 5.30: Change of electron velocity Av along the channel at Vys = —1 V and
1V for two devices with different Lgg.
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device with a source-gate distance 0.2 pm longer than the nominal value (Lgg+0.2 pm), and
three devices with source-gate distances 0.2—0.6 pm shorter than the nominal value (Lgg —
0.2/0.4/0.6 um). In agreement with previous works, decreasing the source-gate distance results
in a higher peak transconductance (Fig. 5.29). Also with shorter distance a flatter peak is
achieved. These improvements are, however, at the cost of a transconductance collapse at lower
Vas. In order to find the source of this effect the impact of the carrier velocity and concentration
is studied separately as in (5.1).

The simulations show that the change of carrier concentration An/AVgg is roughly equal for
devices with shorter Lgq, thus the different transconductance characteristics are due to the
different change of the electron velocity with gate bias Av/AVgs. Fig. 5.30 shows the velocity
change in the real device (nominal Lgg) and a device with a Lgg 0.6 um shorter for two gate
voltages Vos = —1 V and Vg = 1 V. The former corresponds to the peak gy, in which the
transconductance of the shorter device is higher. The reason is the higher Av in the source-gate
region of the smaller device due to the considerably higher electric field. In the second point
(Ves = 1 V) Aw in the shorter device is lower overall, causing the lower gn,. It must be noted that
Awv is lower not only in the source-gate region due to reaching the maximum velocity earlier, but
also in the region under the gate. There the electric field decreases more rapidly in the shorter
structure, which results in the lower value of Aw.

These results show that the transconductance can be extensively tailored by appropriate scaling
of the source-gate distance. However, down-scaling of Lgg is limited by breakdown effects.
Contrary to other studies, here the introduction of a channel implantation or a n™" cap layer is
not supported, as the higher donor concentration deteriorates the electron mobility. Last, it is
shown that with a carefully calibrated setup various effects can be successfully explored.

5.1.4 Optimization Techniques

A significant improvement of the device performance has been achieved by adopting the field
plate technique [68]. With its origins in the context of high-voltage p-n junctions [10] the main
purpose of the field plate is to reshape the electric field distribution in the channel and to
reduce its peak value on the drain side of the gate edge. The benefit is an increase of the
breakdown voltage and a reduced high-field trapping effect. Overall the power density could be
increased from 10 W/mm [389] to 40 W/mm [65]. Although sharing the same principle with
FETs/MESFETSs the effect of the field plate on HEMTs has to be studied extensively with
account of the different transport mechanisms in the later devices.

5.1.4.1 Device Structures

The devices share a similar design with the already simulated structures (especially to Device A,
excluding the field plate). The gate is so far e-beam defined with a gate length of Ly = 150 nm,
300 nm, and 600 nm. Device isolation is achieved by mesa isolation. Fig. 5.31 gives an example
of a typical fully planar AlGaN/GaN HEMT. An Aly3Gag7N/GaN heterointerface is grown on
top of a thick insulating GaN buffer. All layers are non-intentionally doped, except the J-doping
which is introduced in the AlGaN supply layer to provide additional carriers and to improve
the access resistances. The maximum drain current density is larger than 900 mA /mm and the
transconductance is larger than 200 mS/mm at Vgs = 7 V. The current gain cut-off frequency
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Figure 5.31: A schematic layer structure of single heterojunction AlGaN/GaN
HEMTSs with field plates.

ft is well beyond 30 GHz for devices with Ly = 300 nm. The density of the positive charge at
the channel/barrier interface is found to be ~1.1x103cm~2 (see Fig. 5.32).
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Figure 5.32: Transfer characteristics for different polarization charge densities at the
AlGaN/GaN heterojunctions.
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Figure 5.33: Comparison of measured (solid lines) and simulated (dashed lines)
output characteristics of Ly=Lrp=600 nm HEMTs.
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Figure 5.34: Comparison of measured (symbols) and simulated (lines) transfer
characteristics of HEMTs with and without field plate.
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Figure 5.35: Simulated electric field along the channel of L, = 600 nm HEMTSs with
and without field plate for Vos =0V and Vgg =7 V.

5.1.4.2 Simulation Results

The critical variables associated with the field plate for a given gate length L, are the field
plate length Lpp and the SiN thickness (see Fig. 5.31). While the gate length is crucial for the
transit time, the field plate length is the major factor for the size of the electrical field-reshaped
region [371]. The nitride thickness controls the onset voltage but has also significant influence
on the maximum electric field.

Calibration and Field Plate Optimization of L, = 600 nm HEMTs: AlGaN/GaN
HEMTs with L, = 600 nm nm have been used for device analysis and model calibration.
Fig. 5.33 shows measured (solid lines) and simulated (dashed lines) output characteristics of
L, = 600 nm HEMTSs. Modeling issues remain for Vg =1 V.

Fig. 5.34 compares measured (symbols) and simulated (lines) transfer characteristics of HEMTs
without and with field plate. Very good agreement between simulation and measured electrical
data is achieved for both devices. The difference caused by the field plate is better demonstrated
by the electrical field distribution in the channel as shown in Fig. 5.35. A 50% reduction of the
maximum electric field, located at the drain side of the gate edge, is achieved by the introduction
of the field plate. A second peak occurs at the field plate edge.

The choice of an optimum field plate length is made with respect to the desired electrical
properties [130]. Here, the aim is the highest reduction of the peak electric fields in the channel
for Vas=Vrps=—7 V, Vg = 60 V, thus securing a reliable device operation up to this bias.
The optimum field plate length Lrp=L, = 600 nm is found after variation of Lgpin the range
200 nm-800 nm (see Fig. 5.36).
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Figure 5.36: Simulated electric field along the channel for various field plate lengths
Lyp (Lg = 600 nm).
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Figure 5.37: Simulated electric field along the channel for various gate lengths
(Lyp=Lg).
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Figure 5.38: Simulated electric field along the channel for various field plate lengths

Lyp (Lg = 300 nm).
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Figure 5.39: Simulated electric field along the channel for various field plate lengths

Lyp (Lg = 150 nm).
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Figure 5.40: Schematic layer structure of the investigated device.

Field Plate Optimization of Shorter HEMTs: Fig. 5.37 shows simulation results for
HEMTSs with shorter gate lengths down to 150 nm. While such devices are economically favored,
the simulation results show that for small L, the maximum electric field increases by up to 60%,
thus requiring a mechanism to compensate the negative impact. The field plate length is kept
equal to Lg. The optimum value for the thickness of the nitride passivation in Ly = 600 nm
devices is further preserved.

The next simulations involve devices with L, = 300 nm (Fig. 5.38). Increasing Lgp is advan-
tageous up to Lpp=500 nm regarding the peak electrical field. Fig. 5.39 shows electrical field
distribution in the channel of L, = 150 nm HEMTSs. Lgp varies from 100 nm to 400 nm.
Compared with the previous simulations a clear improvement for longer field plates is observed.
The increase of Lgp from 150 nm to the optimum of about 350 nm helps to decrease the peak
electrical field by up to 40%.

5.1.5 InAIN/GaN Devices

InAIN/GaN HEMTs have been proposed to provide higher polarization charges without the
drawback of high strain [62]. Several groups have demonstrated devices based on InAIN/GaN
[390], [391] with maximum current capabilities surpassing those of AlIGaN/GaN structures.

Optimization of the structures has been carried out by using analytical models [62]. In order to
fully develop the potential of the device, proper modeling of the materials is required. Based
on the material parameters discussed in Chapter 4, a simulation study is conducted. The
HEMT structures described in [391] and [392] are used to benchmark the DC and AC simulation
results against measured data. A schematic layer structure of the investigated Ing 2Alp gsN/GaN
device [392] is shown in Fig. 5.40. All layers are non-intentionally doped.

5.1.5.1 Simulation Results

A band gap bowing factor of 3 eV is assumed for InAIN as discussed in Section 4.3.1. This
yields a band gap of 4.58 eV for Ing2AlpgN at 300 K (Fig. 5.41). The values for the band offsets
are AEc=0.66 eV and AFEy=0.59 eV, corresponding to a 53%/47% setup. The calculated
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dielectric permittivity of IngoAlpgN is £,=9.86, which is in a good agreement with the value
listed in [392]. The barrier height of the gate Schottky contact is 1 eV. The value of the sheet
charge density at the InAIN/GaN interface induced by the polarization effects is found to be
3.3x10" ¢cm~? from the DC characteristics (simulation results for different values are given in
Fig. 5.42). A commensurate negative surface charge (as the device is not passivated, a low value
of 1013 cm™2 is assumed) at the top of the InAIN surface is also considered in the simulation.
Simulation results for the transfer characteristics assessing different charge values are shown in
Fig. 5.43. Self-heating effects are accounted for by using a thermal resistance of Ryp,=3 K/W at
the substrate thermal contact. Fig. 5.44 compares transfer characteristics without self-heating
effects and with different values of Ryy,. This value lumps the thermal resistance of the nucleation
layer and the sapphire substrate, and possible three-dimensional thermal effects.

The simulation exhibits good agreement with the experimental data under consideration of
Ohmic contact resistances Rg=Rp=1.3 Qmm. The simulated output characteristics show a
good agreement with the experimental data (Fig. 5.45). By AC analysis of the device a cut-
off frequency fi~7 GHz is obtained. This low value can be explained with the conservative
design of the device and the low carrier mobility in the channel (¢=230 cm?/Vs). Downscaled
devices are analyzed (Ly = 0.5/0.25 pm) and the effect of higher quality GaN material on the
AC performance is studied. In our simulation of a device with Ly = 0.25 pm reported in [391]
(carrier mobility ©=530 cm?/Vs) f;=36 GHz is reached.

5.2 Enhancement-Mode HEMT's

The possible approaches to obtain a normally-off device characteristics have been summarized
in Section 2.3. Here, two of them are studied: the recessed gate approach and the InGaN cap
layer approach. For the former experimental data from devices produced at the IAF Freiburg
are available, while for the latter, the data were extracted from corresponding publications. The
comparison is based on the same InGaN cap devices and experimental data provided in [49].

I AEC A
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GaN In 0 2Al 0 8N
3.33 eV 4.58 eV
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Figure 5.41: Band alignment of the heterointerface.
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Figure 5.42: Transfer characteristics for different values of the polarization charge
density at the InAIN/GaN interface and —10'3 cm~2 at the InAIN top
surface (Vgs =8 V).
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Figure 5.43: Transfer characteristics for different values of the total charges

(polarization and traps) at the InAIN top surface and
3.3x10" cm~2 at the InAIN/GaN interface (Vgs = 8 V).
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Figure 5.44: Comparison of simulated transfer characteristics for different values of
the thermal resistance and experimental data (Vgs =8 V).
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Figure 5.45: Comparison of simulated output characteristics and experimental data.
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Figure 5.46: Schematic layer structure of the recessed device.

5.2.1 Recessed Gate

In order to analyze the trade-off between high-frequency performance and threshold voltage
achieved by the gate recess technique [42], results from two-dimensional hydrodynamic simula-
tions supported by experimental data [44] are presented [393].

AlGaN/GaN DHEMT and EHEMT structures with T-gates of 250 nm length share the same
layer specification and are processed on the same SiC wafer. The devices consist of GaN buffer,
22 nm thick Alg22Gag7sN (Alp.18GaNgg2N for the EHEMT device) barrier layer, 3 nm thick
GaN cap layer, and SiN passivation (Fig. 5.46). The cap and part of the barrier layer under the
gate of the EHEMT are recessed by Clo plasma etching. A remaining AlGaN barrier thickness
tpar ~11 nm is assumed. The Ohmic contacts are assumed to reach the 2DEG in the channel.

The densities of the polarization charges at the channel /barrier interface and at the barrier/cap
interface are determined by calibration against the experimental data to be 9x 102 em—2 and
—2x10'2 em~2, respectively. Low Ohmic contact resistances of 0.2 Qmm are considered [44].
Self-heating effects are accounted with a substrate thermal contact resistance of Ry, =5 K/W.
This value lumps the thermal resistance of the nucleation layer and the substrate.

5.2.1.1 Simulation Results

Fig. 5.47 compares the simulated transfer characteristics to experimental data. Both devices are
simulated using the same set of models and model parameters, including the interface charge
densities. A good agreement is obtained, both for the threshold voltage and the transconduc-
tance g, (Fig. 5.48). The mismatch between the drain current at high gate voltages is due
to the high gate leakage current in the real device, for which the simulation does not account.
A possible explanation for the underestimation of the peak g for the recessed device is an
overestimation of the sheet resistance under the gate. Simulated output characteristics for both
structures are compared to measurements in Fig. 5.49 and Fig. 5.50. The RF simulations provide
slightly higher cut-off frequency f; than the experiments for both structures (Fig. 5.51). Note,
that both the measured and simulation data show an increase of f; and fipax for the EHEMT
structures.
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Figure 5.49: Comparison of DHEMT output characteristics, Vzg stepping 0.5 V.
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Figure 5.50: Comparison of EHEMT output characteristics, Vs stepping 0.5 V.
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Since the gate capacitance depends on the gate channel distance, several simulations are per-
formed with variable recess depths, which means a variable barrier thickness tp,, under the
gate. As expected a shift in the threshold voltage is observed (Fig. 5.52) and gm increases with
decreasing tpar (Fig. 5.53) due to the lack of charge control for thicker layers. However, the
simulated f; characteristics do not show any noticeable change (Fig. 5.54). Fig. 5.55 shows the
gate source capacitance which increases with decreasing tp.,. It compensates the increase in
gm, thereby resulting in a constant fi. Thus, the major reason for the rise of fi and fiax of
EHEMTsS in comparison to DHEMTs (Fig. 5.51) is the absence of barrier/cap negative interface
charges under the gate. The exact depth of the recess has less influence on f; and fiax, but has
a significant impact on the threshold voltage and the transconductance.

5.2.2 InGalN Cap
5.2.2.1 Device Structure

The investigated InGaN/AlGaN/GaN device structure as described in [394] is shown in Fig. 5.56.
A 3 pm thick GaN layer is grown on a sapphire substrate. A 20 nm thick Alp25Gag 75N layer
is deposited next: the first 5 nm undoped, 10 nm highly-doped (2x1018cm‘3) supply layer, and
5 nm undoped material. On-top a 5 nm thick IngoGaggN layer is deposited. All layers are non-
intentionally doped, except the supply layer. The gate length L, = 1.9 um, source gate distance
is 1.5 pm, and gate drain distance is 2.4 ym. Three different HEMT structures are studied:
the proposed novel normally-off device (Fig. 5.56), a device with the InGaN layer removed in
the access regions (only the InGaN film under the gate is left), and a conventional normally-on
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CHAPTER 5. SIMULATION STUDIES
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Figure 5.52: Simulated transfer characteristics for devices with different barrier
thickness tpar under the gate.
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Figure 5.53: Simulated transconductance for devices with different barrier thickness
thar under the gate.
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5.2. Enhancement-Mode HEMTs
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Figure 5.54: Simulated cut-off frequency for devices with different barrier thickness
thar under the gate.

2.0

1.8

1.6

[e—
~

C,, [PF]

—
(W)

1.0

Vs V]

Figure 5.55: Simulated gate-source capacitance for devices with different barrier
thickness tpar under the gate.
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i—AlGaN

Sapphire

Figure 5.56: Schematic layer structure of the three HEMTs under investigation.

device (as in Fig. 5.56, but without the InGaN layer) [395]. A diffusion of the metal source and
drain contacts reaching the highly-doped layer is assumed.

5.2.2.2 Simulation Results

The simulation results for the transfer characteristics of the three devices are compared to the
measurements of Mizutani et al. [394] in Fig. 5.57 for Vgs = 5 V. Good overall agreement is
achieved. All simulations were conducted using the same parameter setup, except for the work-
function energy difference of the gate Schottky contact (depending on the underlying material).
The values for the interface charge density are summarized in Table 5.3. A positive charge at
the channel/supply layer interface is used, a negative charge between the supply layer and the
passivation (in the case of D-mode and recessed E-mode), a negative charge between the InGaN
cap layer and the AlGaN supply layer (both E-mode devices), and a positive between the InGaN
cap layer and the passivation (E-mode non-recessed).

Fig. 5.58 shows the effective conduction band energies of D-mode and E-mode HEMTs at Vs =
0V, Vg =5 V in a vertical cut under the gate metal, as computed by the simulator. The band
diagrams are shifted so that both Fermi levels are at 0 eV. Indeed, as suggested by Mizutani
et al., a 2DEG channel is present in the D-mode device, while the negative piezoelectric charge
at the InGaN/AlGaN interface raises the conduction band in the E-mode structure. Thus, the
channel is depleted even at Vgs0 and the threshold voltage increases to positive values.

Fig. 5.59 compares the simulated DC g,, for the three structures. The drop in the measured g,
at higher gate bias might be caused by non-idealities in the source and drain ohmic contacts,
which are not considered in the simulation. A relatively good agreement between the simulated
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Figure 5.57: Comparison of simulated and measured transfer characteristics for the
three devices.

and measured output characteristics for a device with InGaN layer is achieved (Fig. 5.60).

Small signal AC analysis using the calibrated setup delivers cut-off frequencies of fi=7 GHz
for the device featuring a complete InGaN layer and f;=10 GHz for the recessed structure,
respectively. The simulations suggest that reasonably higher values can be achieved by shorter
gate lengths: e.g. peak fi=30 GHz for Ly = 0.8 pum.

Table 5.3: Summary of values of interface charge density [cm_2] for the three struc-

tures.
Interface D-mode  E-mode Recessed E-mode
GaN/AlGaN 1x10%  1x10® 1x1013
AlGaN/InGaN - -2.2x10% -2.2x1013
InGaN/Passivation - 1.4x1013 -
AlGaN/Passivation -0.6x1013 — -0.6x10'3
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CHAPTER 5. SIMULATION STUDIES

5.2.3 Comparison Gate Recess versus InGaN Cap Layer

For this comparison the same InGalN cap device is used as described in the previos section. The
gate recess structure and its fabrication is reported by Palacios et al. [49]. The 11 nm thick
GaN channel is grown on-top of a 1 nm thick Ing1GaggN back-barrier. A 1 nm thick AIN layer
between the channel and the 25 nm Al 33GaggrN is grown in order to improve the electron
mobility. After the AlGaN surface treatment a 12 nm gate recess is performed, resulting in a
gate-to-channel distance of 13 nm. The gate length L, is 160 nm, source-gate distance is 0.6 pm,
and gate-drain distance is 0.9 pm.

5.2.3.1 Simulation Results

Fig. 5.61 shows the results for the transfer characteristics of both devices. After the calibration of
the sheet charges a good agreement is achieved. The InGaN/GaN device exhibits lower current.
However, a higher threshold voltage is achievable without recessing the InGaN cap layer [18].
The threshold voltage of the recess device can be increased, too, (Fig. 5.62) by increasing the
recess depth.

Fig. 5.63 compares the DC transconductance g, for both devices. The decrease in the measured
gm of the InGaN/AlGaN/GaN transistor at higher gate bias might be due to non-idealities in
the source and drain ohmic contacts, which are not considered in the simulation. As expected,
the recessed gate device exhibits a higher g,, due to the much shorter gate length L, and the
reduced gate-to-channel separation.
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Figure 5.58: Energy band diagrams of a HEMT with (dot-dashed line) and without
(solid line) InGaN layer.
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Figure 5.59: Simulated DC g, for the three devices.
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Figure 5.61: Comparison of the measured (symbols) and simulated (lines) transfer
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Figure 5.63: Comparison of the measured (symbols) and simulated (lines) DC
transconductance g, at Vgs =5 V.

AC analysis of the transistors is also performed. The recessed gate structure (L, = 0.16 pm)
exhibits a cut-off frequency f;=85 GHz, compared to f;=10 GHz for the InGaN/AlGaN/GaN
device (Lg = 1.9 pm). Note that the product fixLy=19 GHz-pum is higher than 14.4 GHz-um
of the recessed-gate device. The simulation of an InGaN cap structure with L, = 0.8 um shows
that fi=30 GHz can be achieved, which even gives f;xLy,=24 GHzum.
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Chapter 6

Conclusion and Outlook

HE objective of this work was to specify a profound simulation setup for the investigation

of GaN-based heterostructure devices and subsequently to study a number of structures.
Available material properties (both experimental and theoretical) were summarized with special
emphasis on electron transport characteristics. For the latter Monte Carlo simulations were
performed while accounting for recent findings (e.g. InN band structure). Based on this exten-
sive compilation and with respect to device peculiarities new models for the electron mobility
were developed and calibrated. All other model and material parameters were reexamined and
reevaluated according to the current state of knowledge. Relying on this setup several gener-
ations of AlGaN/GaN HEMTs were simulated and excellent predictive results were achieved
for both the DC and AC characteristics. An optimization study of the gate geometry was per-
formed, which had major influence on the design of subsequent transistor generations. Further
investigations included high temperature performance and down-scaling phenomena as well as
transconductance collapse. Two different approaches towards realizing normally-off operation
were examined supported by experimental data and compared: the recessed gate technique and
the InGaN cap layer technique. InAIN/GaN structures were also simulated in order to estimate
the advantages against common AlGaN/GaN devices.

All those studies showed that the simulation setup describes adequately numerous devices pro-
duced by different processes and featuring several material setups and geometries. The simula-
tions proved to allow valuable insights into device physics. This knowledge can be broadened by
gate leakage studies which require a modified Schottky contact model accounting for tunneling
effects from the channel.

Another possible direction for future work is the addition of proper treatment of quarternary
alloys to the simulator. Devices with an InAlGaN barrier have been proposed recently, as
the barrier layer can be grown lattice-matched to GaN and offers superb sheet charge density.
The simulation of such structures requires models for quarternary alloys to be developed and
calibrated.

HEMT performance is still confined by surface traps. This phenomenon is manifested mainly
by drain source current collapse or current lag in pulsed mode. The investigation of this effect
will require transient simulations and some additional time-variant sheet charge at the surface.
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CHAPTER 6. CONCLUSION AND OUTLOOK

Last but not least the presented setup allows the simulation of heterostructure bipolar transistors
with some minor model expansion for hole transport. Such simulation studies can answer,
whether the reduced device performance is due to intrinsic problems or flawed Ohmic contacts.

Those exciting new investigations will help to further advance Nitride device technology. While
they can (and most probably will) offer excellent challenges (either due to the required additional
models or through reduced computational stability), this work can serve as a basis for those
focused studies.
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