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STEM Degrees: 2 STEM Participants: 3

Major Goals: : The goal of this effort with Army Research Laboratory was to overcome some of the

limitations in the development of diamond-based nanoelectronic components associated with stable doping,
defects and fabrication issues and lower carrier mobility. The theoretical effort focuses on understanding the effects
of 2D phonons both optical and acoustic phonon scattering is modified because the carriers in these transistors are
2D holes produced by surface transfer doping. During the period of the grant the theoretical thrust of this effort has
been on the formulation of the effects of the remote polar phonons and the contribution of the effects of the surface
acoustic phonons on the scattering rates and thus on the mobility of these transistors. In parallel we are also
fabricating the devices experimentally and discussing and comparing these fabricated devices with the ones that
are being fabricated at ARL After the end of the second year, there was no further funding unfortunately due to cuts
at ARL. However the grant has inspired a search for better materials systems for the capping layer for lower
phonon scattering and thus higher mobilities and work on c-BN as the surface layer was completed and published
before the end of the grant. In addition we also looked at fabrication of liquid ion gate transistors in collaboration
with Argonne National Lab and that work too was published during the period of the grant.

Accomplishments: During this period of the grant we completed and reported on a number of significant
contributions to the theoretical efforts proposed. We completed and published an evaluation of the scattering rates
of holes by remote-IF-polar phonons in the diamond structure is formulated for the first time, and in additional the
effect of surface acoustic phonons on mobilities in diamond with 2D holes and in c-BN compared the effects of the
two scattering mechanisms, These results show that hole scattering from remote polar phonons can dominate over
other hole-phonon scattering mechanism by seven or more orders of magnitude; thus, while the use of polar
overlayers may contribute to desired doping effects, there is a substantial penalty associated with hole remote-
polar-phonon scattering. This model adopted in the case of remote-IF-polar phonons is suitable to describe several
promising polar materials, such as AIN, w-BN and c-BN. The remote polar phonon scattering work has been
written up and published in Diamond and Related Materials, Vol 101 (2020) 107650. G. Bonomo, A Mohamed, S.
Farid, K. Park, M. Dutta and M.A Stroscio. “Contribution of remote interface polar phonons in the hole mobility of
diamond”. It has also been presented at the WOCSEMMAD conference at Palm Springs, CA in Feb 2020.

We then studied a similar approach to study the effects of surface-acoustic phonon scattering on the charge
transport behavior of diamond based FET devices. This work focused on detailed formulation of relaxation times
due to the hole-surface-acoustic phonon scattering, which appears to have been an overlooked scattering
mechanism important to diamond-based devices. The matrix element, scattering rates and relaxation times have
been calculated by taking into account, for the first time Rayleigh waves near the surface. This is achieved by
quantizing the Rayleigh waves and using the corresponding acoustic phonon to calculate the Fermi golden rule
based scattering rate of holes in the two-dimensional hole gas. The results show that the scattering of holes with
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surface acoustic Rayleigh waves reduced relative to scattering from bulk 3D acoustic phonons. Moreover, the
mobilities are found to be higher than those based on the theory for 3D acoustic phonons. The results reveal
significant insights to diamond based electronics having acoustic phonons Rayleigh waves thus opening new
research endeavors. This was submitted and has been published in Carbon, Vol 169, Pages 488 -500, "Surface
acoustics phonon scattering in 2D-hole gas of diamond based FET devices, " Ramiji Singh, Giorgio Bonomo, Sidra
Farid, Mahesh R. Neupane,. Glen Birdwell, Tony G. Ivanov, Mitra Dutta, Michael A.Stroscio.

We then looked at the effect of c-BN layer on top of the diamond and investigating the effect that the overlayer has
on the mobility compared to the previous efforts. We investigates phonon-dominated mobilities for carriers in a
diamond field effect transistor with a cubic Boron Nitride (cBN) overlayer. We investigate the intra-subband
scattering due to interaction of electrons with acoustic phonons, treated properly as quantized surface acoustic
Rayleigh waves, and include, for the first time, the interaction with remote polar phonons originating in the cBN
overlayer. We concluded that the surface acoustic phonon scattering is the dominant mechanism limiting the
mobility of electrons for temperatures below 375 K. This was published in IEEE Electron Device Letters “Phonon-
Dominated Mobilities for Carriers in a Diamond Field Effect Transistor With a cBN Overlayer” Ramiji Singh, Michael
A. Stroscio, and Mitra Dutta.

We also performed some experimental work on fabricating Diamond transistors with hole gas and liquid ion gate
and were able to demonstrate fairly high mobilities with there. These results were published in Nanotechnology. B.
Hsu, S Farid, J Averion-Puttrich, AV Sumant, MA Stroscio, M Dutta, ‘High performance ionic-liquid-gated air doped
diamond field-effect transistors’ Nanotechnology 32 (13), 135205.

Training Opportunities: During the period of the grant, Giordio Bonomo received his MS degree and left to
pursue his PhD in Italy, Ahmed Mohamed graduated with a PhD and accepted a postdoc at University of
Pennsylvania, Willilam Troy worked briefly on this project before working a different project and has since
graduated.with a PhD and Ramiji Singh is close ot receiving his PhD. Two postdocs, Bo Hsu and Sidra Farid, were
also involved, mainly in the experimental portion of the grant and worked with Argonne National Laboratory.

Results Dissemination: Regular meetings were held with ARL scientists during the period of the grant. These
were every two weeks with Glen Birdwell and with Mahesh Neupane. After the pandemic started these were held
monthly. In addition to the papers, the work was presented at WOCSEMMAD and also at the Diamond workshop
organized by Michigan State University in October 2020.

Honors and Awards: Nothing to Report
Protocol Activity Status:

Technology Transfer: No patents though the interaction with DoD scientists was reported in Dissemination
portion of the report.
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Abstract: The role of remote interface polar phonon modes on the electronic transport properties of
dimensionally confined diamond structures have been investigated in detail. By employing a dielectric continuum
model, scattering rates, hole mobility and relaxation times in mesoscopic diamond-based devices are calculated.
The performance has been analyzed by inserting polar over layers on diamond with wide-band gap materials such
as AlNor w ? BN. We have shown that a Frohlich potential due to the interface optical phonon modes in the upper
layer is created, that decays into diamond resulting in the existence of a remote polar phonon potential in the
material. Hole scattering from remote polar phonons dominate on the order of two or more in magnitude resulting
in substantial decrease in hole mobility in diamond. Thus, the present research will provide a milestone for
understanding interface phonons that penetrate to the two-dimensional hole gas (2DHG) in confined diamond
structures as compared
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Abstract: We report on the effects of surface-acoustic phonon scattering on the charge transport behavior of
diamond based FET devices. Motivated by the promising role of diamond in the realization of high power and high
frequency electronic devices, the present work is focused on detailed formulation of relaxation times due to the
hole-surface-acoustic phonon scattering, which appears to have been an overlooked scattering mechanism
important to diamond-based devices. The matrix element, scattering rates and relaxation times have been
calculated by taking into account, for the first time Rayleigh waves near the surface. This is achieved by
quantizing the Rayleigh waves and using the corresponding acoustic phonon to calculate the Fermi golden rule
based scattering rate of holes in the two-dimensional hole gas. The results show that the scattering of holes with
surface acoustic Rayleigh waves reduced relative to scattering from bulk 3D acoustic phonons.
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Abstract: We report successful fabrication of high performance ion-gated field-effect transistors (FETs) on
hydrogenated diamond surface. Investigations on the hydrogen (H)-terminated diamond by Hall effect
measurements shows Hall mobility as high as 7200 cm2 V?1 s?1. In addition we demonstrate a rapid fabrication
scheme for achieving stable high performance devices useful for determining optimal growth and fabrication
conditions. We achieved H-termination using hydrogen plasma treatment with a sheet resistivity as low as ?1.3 k?
/sq. Conductivity through the FET channel is studied as a function of bias voltage on the liquid ion-gated electrode
from ?3.0 to 1.5 V. Stability of the H-terminated diamond surface was studied by varying the substrate
temperature up to 350 °C. It was demonstrated that the sheet resistance and carrier densities remain stable over
3 weeks in ambient air atmosphere even at substrate temperatures up to 350 °C.
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Abstract: In this letter we investigate phonon-dominated mobilities for carriers in a diamond field effect transistor
with a cubic Boron Nitride (cBN) overlayer. We investigate the intra-subband scattering due to interaction of
electrons with acoustic phonons, treated properly as quantized sur-face acoustic Rayleigh waves, and include, for
the first time, the interaction with remote polar phonons originating in the cBN overlayer. We conclude that the
surface acoustic phonon scattering is the dominant mechanism limiting the mobility of electrons for temperatures
below 375 K.
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Major Goals

: The goal of this effort with Army Research Laboratory was to overcome some of the limitations in
the development of diamond-based nanoelectronic components associated with stable doping,
defects and fabrication issues and lower carrier mobility. The theoretical effort focuses on
understanding the effects of 2D phonons both optical and acoustic phonon scattering i1s modified
because the carriers in these transistors are 2D holes produced by surface transfer doping. During the
period of the grant the theoretical thrust of this effort has been on the formulation of the effects of
the remote polar phonons and the contribution of the effects of the surface acoustic phonons on the
scattering rates and thus on the mobility of these transistors. In parallel we are also fabricating the
devices experimentally and discussing and comparing these fabricated devices with the ones that are
being fabricated at ARL After the end of the second year, there was no further funding unfortunately
due to cuts at ARL. However the grant has inspired a search for better materials systems for the
capping layer for lower phonon scattering and thus higher mobilities and work on c-BN as the
surface layer was completed and published before the end of the grant. In addition we also looked at
fabrication of liquid ion gate transistors in collaboration with Argonne National Lab and that work
too was published during the period of the grant.

Accomplishments Under Goals

During this period of the grant we completed and reported on a number of significant contributions
to the theoretical efforts proposed. We completed and published an evaluation of the scattering rates
of holes by remote-IF-polar phonons in the diamond structure is formulated for the first time, and in
additional the effect of surface acoustic phonons on mobilities in diamond with 2D holes and in
c-BN compared the effects of the two scattering mechanisms, These results show that hole
scattering from remote polar phonons can dominate over other hole-phonon scattering mechanism
by seven or more orders of magnitude; thus, while the use of polar overlayers may contribute to
desired doping effects, there is a substantial penalty associated with hole remote-polar-phonon
scattering. This model adopted in the case of remote-IF-polar phonons is suitable to describe several
promising polar materials, such as AIN, w-BN and c-BN. The remote polar phonon scattering work
has been written up and published in Diamond and Related Materials, Vol 101 (2020) 107650. G.
Bonomo, A Mohamed, S. Farid, K. Park, M. Dutta and M.A Stroscio. “Contribution of remote
interface polar phonons in the hole mobility of diamond”. It has also been presented at the
WOCSEMMAD conference at Palm Springs, CA in Feb 2020. We then studied a similar approach
to study the effects of surface-acoustic phonon scattering on the charge transport behavior of
diamond based FET devices. This work focused on detailed formulation of relaxation times due to
the hole-surface-acoustic phonon scattering, which appears to have been an overlooked scattering
mechanism important to diamond-based devices. The matrix element, scattering rates and relaxation
times have been calculated by taking into account, for the first time Rayleigh waves near the surface.
This is achieved by quantizing the Rayleigh waves and using the corresponding acoustic phonon to
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calculate the Fermi golden rule based scattering rate of holes in the two-dimensional hole gas. The
results show that the scattering of holes with surface acoustic Rayleigh waves reduced relative to
scattering from bulk 3D acoustic phonons. Moreover, the mobilities are found to be higher than
those based on the theory for 3D acoustic phonons. The results reveal significant insights to diamond
based electronics having acoustic phonons Rayleigh waves thus opening new research endeavors.
This was submitted and has been published in Carbon, Vol 169, Pages 488 -500, "Surface acoustics
phonon scattering in 2D-hole gas of diamond based FET devices, " Ramji Singh, Giorgio Bonomo,
Sidra Farid, Mahesh R. Neupane,. Glen Birdwell, Tony G. Ivanov, Mitra Dutta, Michael A.Stroscio.
We then looked at the effect of c-BN layer on top of the diamond and investigating the effect that
the overlayer has on the mobility compared to the previous efforts. We investigates
phonon-dominated mobilities for carriers in a diamond field effect transistor with a cubic Boron
Nitride (¢cBN) overlayer. We investigate the intra-subband scattering due to interaction of electrons
with acoustic phonons, treated properly as quantized surface acoustic Rayleigh waves, and include,
for the first time, the interaction with remote polar phonons originating in the cBN overlayer. We
concluded that the surface acoustic phonon scattering is the dominant mechanism limiting the
mobility of electrons for temperatures below 375 K. This was published in IEEE Electron Device
Letters “Phonon-Dominated Mobilities for Carriers in a Diamond Field Effect Transistor With a
cBN Overlayer” Ramji Singh, Michael A. Stroscio, and Mitra Dutta. We also performed some
experimental work on fabricating Diamond transistors with hole gas and liquid ion gate and were
able to demonstrate fairly high mobilities with there. These results were published in
Nanotechnology. B. Hsu, S Farid, J Averion-Puttrich, AV Sumant, MA Stroscio, M Dutta, ‘High
performance ionic-liquid-gated air doped diamond field-effect transistors’ Nanotechnology 32 (13),
135205.

Plans Next Period

Results Dissemination

Regular meetings were held with ARL scientists during the period of the grant. These were every
two weeks with Glen Birdwell and with Mahesh Neupane. After the pandemic started these were
held monthly. In addition to the papers, the work was presented at WOCSEMMAD and also at the
Diamond workshop organized by Michigan State University in October 2020.

Honors and Awards

Nothing to Report

Training Opportunities

During the period of the grant, Giordio Bonomo received his MS degree and left to pursue his PhD
in Italy, Ahmed Mohamed graduated with a PhD and accepted a postdoc at University of
Pennsylvania, Willilam Troy worked briefly on this project before working a different project and
has since graduated.with a PhD and Ramji Singh is close ot receiving his PhD. Two postdocs, Bo
Hsu and Sidra Farid, were also involved, mainly in the experimental portion of the grant and worked
with Argonne National Laboratory.
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Technology Transfer

No patents though the interaction with DoD scientists was reported in Dissemination portion of the
report.

Participants
Name Role Person Months
Stroscio, Michael Co PD/PI 3

Bonomo, Giorgio Graduate Student (research assistant) 1
Mohamed, Ahmed Graduate Student (research assistant) 4
Singh, Ramji Graduate Student (research assistant) 10
Dutta, Mitra PD/PI 3
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ARTICLE INFO ABSTRACT

Keywords: The role of remote interface polar phonon modes on the electronic transport properties of dimensionally con-
Diamond fined diamond structures have been investigated in detail. By employing a dielectric continuum model, scat-
Mobility tering rates, hole mobility and relaxation times in mesoscopic diamond-based devices are calculated. The per-
Pho“"‘fs . formance has been analyzed by inserting polar over layers on diamond with wide-band gap materials such as AIN
i;‘rtstermg mechanism or w — BN. We have shown that a Frohlich potential due to the interface optical phonon modes in the upper
Heterostructures layer is created, that decays into diamond resulting in the existence of a remote polar phonon potential in the

material. Hole scattering from remote polar phonons dominate on the order of two or more in magnitude re-
sulting in substantial decrease in hole mobility in diamond. Thus, the present research will provide a milestone
for understanding interface phonons that penetrate to the two-dimensional hole gas (2DHG) in confined dia-
mond structures as compared to their bulk counterpart and can also be applied to other polar materials used for

doping.

1. Introduction

Charge carriers in 2D materials, diamond, graphene and carbon
nanotubes can remotely couple to surface polar phonons (SPP) when
brought in close proximity to a polar substrate via a mechanism usually
known as remote interface phonon (RIP) scattering [1,2]. In this phe-
nomenon, the remote coupling between charge carriers and surface
polar phonons in the underlying polar substrates is facilitated by os-
cillating electric fields created by SPPs and accompanied by energy
exchange and momentum. Because of the inelastic nature of SPPs, they
also provide a pathway to saturation of current in conjunction with
intrinsic optical phonons [3]. Indeed, remote interface phonons, such as
Rayleigh waves, can penetrate (with an exponential fall-off) up to 10s
of nanometers and thus plays a critical role on scales of 10 nm or even
less.

Since the experimental realization of diamond devices owing to its
outstanding properties including high breakdown field, thermal con-
ductivity and high carrier mobility, next generation of outperforming
nanoelectronic devices is predicted to be led by diamond implementa-
tion industry. The extremely high intrinsic carrier mobilities along with
extra ordinary characteristics of diamond will naturally lead to its

* Corresponding author.
E-mail address: amoham55@uic.edu (A. Mohamed).

https://doi.org/10.1016/j.diamond.2019.107650

utilization in high speed transistors and radio frequency (RF) electro-
nics. It is extremely critical for such high frequency devices to be able to
accurately determine low-field mobility issues and scattering rates. The
importance of RIPs have already been realized in other materials like
graphene/SiO, devices (Ong et al; Koh et al.; Li et al.)) [4-6] and on Si/
SiO, inversion layers (K. Hess et al.; B. T. Moore et al.) [7,8]. They have
realized the importance of RIPs for graphene/SiO, devices where as
Pernot et al. has discussed the Hall hole mobility of homo epitaxial
boron-doped diamond taking into account only bulk acoustic phonons
and nonpolar optical phonon modes [9]. Thus, all previous efforts on
dimensionally confined diamond structures for the phononic effects are
based on bulk phonons. To our knowledge, there has not been any ef-
forts that consider interface phonon modes instead of bulk phonons,
when calculating hole mobility values in both H-terminated diamond
and diamond devices with other surface acceptor donors such as V,0s,
MoOs;, WO5 or AIN.

These interface phonons in diamond devices penetrate to the two-
dimensional hole gas (2DHG) which is located only a few nanometers
from the diamond surface exhibiting p-type conductivity. Researchers
have provided a good starting point in the comprehension of the me-
chanisms leading to the formation of a high mobility 2DHG under the

Received 23 September 2019; Received in revised form 5 November 2019; Accepted 26 November 2019

Available online 11 December 2019
0925-9635/ © 2019 Elsevier B.V. All rights reserved.
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surface of H-terminated diamond [10]. It is found that the presence of
H-terminated diamond is one necessary requirement for the appearance
of the surface conductivity as exposure to atmospheric agents is es-
sential to provide a water layer on the surface of diamond, necessary for
the creation of the 2DHG. Further research demonstrated the possibility
of exploiting transition metal-oxides characterized by a high electron
affinity material such as vanadium oxide V,Os [11] or molybdenum
trioxide MoOj3 [12] to induce surface transfer doping. This is done to
improve the thermal stability and carrier concentration in respect to the
doping obtained by atmospheric adsorbates. A serious limitation to the
2DHG is its propensity to degradation when prone to higher tempera-
tures or stability over time. To overcome this problem, a passivation
layer of AIN, Al,O5 or BN are proposed by researchers as exploitable
polar materials in order to encapsulate the 2DHG. Other solutions
contemplate the insertion of oxygen-terminated diamond, characterized
by a highly insulated surface, able to provide the required passivation.

The aim of this work reveals a detailed study and formulation of the
contribution of hole-remote interface polar phonon interaction me-
chanism. We have also taken into account the insertion of a polar
material on top of the diamond substrate; which is often neglected
during the study of the mobility in diamond-based devices in order to
understand its effectiveness and importance in depth. In order to de-
scribe the mechanism, we exploit the dielectric continuum model in our
research [13]. This model is based on the idea that lattice vibrations
give rise to an electrostatic polarization that can be described through
the classical equations of electrostatics and is used to model remote
interface polar phonons. Therefore, we have formulated the interaction
Hamiltonian, and calculated the scattering rates through the Fermi
Golden Rule approximation. By the mathematical formulation of the
mechanism, its contribution is finally taken into account, in an effort to
obtain a complete picture of the phenomena determining the mobility
inside dimensionally confined nanoscale diamond-based devices and
giving new guidelines for their development.

This paper is organized as follows: In Section 2 we specify the model
system and develop formulism for optical phonon interaction Ha-
miltonian and introduced Fang-Howard wavefunction to describe
2DHG at the surface vicinity and inserted polar over layers. Section 3
describes the scattering rates and matrix element predicted by the
Fermi Golden rule for the proposed structure. Section 4 presents para-
meters and constants utilized for characterizing the remote interface
optical phonon modes for the electron-phonon interaction Hamiltonian
along with a quantitative analysis of scattering rates and mobilities
from proposed heterostructures with polar over layers. Section 5 shows
the conclusions whereas derived expressions and auxiliary formulas for
the integrals used can be found in Appendixes A and B.

2. Hole-optical-phonon interaction Hamiltonian model

The investigation is carried out to study the leakage of remote polar
phonons from the polar over layer into the diamond substrate. A polar
layer is inserted as a passivation layer or for the realization of the gate
dielectric that generates an evanescent interface phonon mode that
decays into the diamond. In particular, structures exploiting AIN and
w — BN as layer materials are under investigation in this work, due to
their advanced physical and electrical properties such as wide bandgap
and high breakdown voltage that makes them promising choices for the
realization of diamond-based FETs. Herein, the remote polar phonons
originating from AIN (or w — BN) are remodeled assuming a high-
quality surface of the material at the interface with diamond as shown
in Fig. 1. The c-axis of the upper layer material is assumed to be per-
pendicular to the diamond surface, consistent with what was reported
in Imura et al. [14], where the authors have discussed the growth of
AIN on diamond for the fabrication of h-FETs.

The Hamiltonian obtained for proposed structure is derived from
the Frohlich interaction Hamiltonian in a wurtzite structure with two
heterointerfaces and proper modifications related to the insertion of
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AIN
Vacuum (w-BN) Vacuum

€ €1 (w) &
-d 0 y

Fig. 1. Schematic drawing of double heterointerface system composed of polar
overlay (AIN or w-BN) of width d and vacuum systems for evaluation of the IF
phonon potential.

vacuum as external material with correct positioning of the axis [15].
In such a structure, two possible solutions arise for the electrostatic
potential, generally called symmetric and antisymmetric modes ac-
cording to the symmetry/asymmetry of the potential in respect to a
reference plane placed in the middle of the structure.
For the symmetric mode, it holds:

1

4mefhs™t 2 1 ¥ t
Hip = [ a ] X?e“”’(a +a )><
ir = 2 [(9/0w)(eL 1€y tanh((fer1/€y19d/2) = €o)| Nezd a -q

el+d  y< g
cosh(\Je11/6,19(v + d/2))
cosh(\/e1,1/€y,1q9d/2)

e y>0 (@)

—-d<y<0

where the frequency ) is obtained by solving
Jera6y1 tanh(yJer1/€y19d/2) — ¢ = 0, within the ranges determined by
the conditions €, 1¢,, » < O and e, 1€, 1 > 0, € represents the va-
cuum permittivity and S represents the cross-sectional area of the
sample. For the antisymmetric mode, it holds:

'
Zhs~1 | +
HA = [ Amep x—e"“’(a +a )X
v = Zq [[0/3w)(Jerrey 1 coth(Jera/eyaad/2) -l ™ J2a 17 "

—e10+d) < g
sinh( (/€1 176,100y +d/2))
sinh(|/€1,1/€y,1qd/2)

e y>0 (2)

and the frequency ® is
JeL 1€y coth(fe 1/€),19d/2) — €= 0.
The dispersion relation for both the symmetric and antisymmetric
modes types of IF phonon modes are depicted in Fig. 2.
The Howard-Fang wave function, used to describe the 2DHG is:

—-d<y<o0

extracted by solving

ra 1 etkip
W(r) = Ik =\/— —De 20D _ y_ >0
(r) = 1k) > o-D N 3)
with [ representing the distance of the 2DHG from the surface,
k| = (ky,k,), p = (%, z) and b is a variational parameter determined by
minimizing the total energy of the system [16,17];

1
b 33m*e; Ny |
T 8epe,i?

4

with e, representing the positive hole charge and Nj representing the
2DHG sheet density.
Fig. 3 illustrates the Fang-Howard wavefunction, while Fig. 4

T T T T T T T

Phonon Frequency [cm™']

—— Symmetric
Antisymmetric 1

w)

50 L L L L L L
2 4 6 10 12 14 16

8
Wave vector q [1/m] x10°
Fig. 2. Dispersion Relation for symmetric and antisymmetric IF modes in AIN
(5 nm thickness), where w,.s represents the symmetric and antisymmetric re-
sonance frequency, w,;, is the longitudinal-optical phonon frequency and w, is
the lattice dispersion frequency.
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Depth (nm)

Fig. 3. Fang-Howard wavefunction of AIN-diamond structure under investiga-

tion.

d AIN

Diamond
y /

Cc

Fig. 4. Schematic representation for AIN-diamond structure under investiga-
tion.

v

A

illustrates the overall structure under analysis.

It is important to emphasize that when the exponentially decaying
tail of the electrostatic potential ®(r) reaches the diamond substrate, it
is subject to a screening effect, leading to,

<I>(r)
Dy(r) = —2
r) = a y>0 )

Finally, considering the leakage of the exponentially decaying tail of
the electrostatic potential due to the polar layer on the diamond sub-
strate (y > 0):

1

amefn(sqel) " g

s _v | "« emay iap _ 4l g-iap
Hir Z‘l llta/ae)( /ﬁlvley,]tanh(‘/elvl/eyiqd/z)feu)\] xe (aqe 49 ) (6)

e 2mefn(sqel) ] “ay iap _ fo—iqp
it = 2o |G et aiaa ol < ° (aqe aje™?) @)

3. Matrix element and scattering rate

The matrix element M* %(q) for the symmetric case is formulated as,

Ml (q) = <k’,Nn +1a

1 11
+ — |Hgrl K,N, + — F
2T t3F3 >

2
1

B 2meth(Sqed) 2
1(8/0w)( [eL1€y1 tanh(fer 1/€y,19d/2) — €p)l

1
K e o k@) n+ 5 = 3 )

(8

while for the antisymmetric case,
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1 1 1 1
Mied (q) = <k’,N + = & — [Hyl K,N, + = —>
(Q) n 2 2 def 2 2
1
B 2mef h(Sqed)™ ?
1(8/0w)(\[eL1€y1 coth(\Jer 1/€y1qd/2) — €)l
1
_ 1 1)z
k' leFe0| k)(F)|[n + = + =
(i lerie X”(" 2 * 2) ©

Using Hyr, p as given by (6) and (7), one has for the overlap integral,

(K'| e¥9Pe~P | k) = F(D 81 1aq (10)

where the mathematical steps required and the final symbolic expres-
sion for F(q) are provided in Appendix A. Thus, the matrix element for
the symmetric case is

1

2me?h(Sqed) ™! 5
[(8/9w)( JeL 1€y,1 tanh(JeL 1/€,,19d/2) — €p)l

1 1)
(Q)(TL)(” to* E) Ok/I—kq

M (q) = [

(1)

while for the antisymmetric case it is,

1

Mieal () = 2mef h(Sqe2)~ 5
[(8/3w)([eL1€y,1 coth(y/e,1/€)1qd/2) — €p)l

@®(n+ 3 %3 ) 8

(12)

where the upper sign (+) corresponds to phonon emission and the
lower sign (—) to absorption. It follows that:

1 1
. 2 — 22
Mied (q)? = ICRF (l’l + 2 + )6k I-kj+q 13)

where C is a variable introduced for simplicity, represented for the
symmetric as,

- -1

2melh(Sqe)™" ?
| 1(8/0w)(feL€y tanh(JeL1/ey19d/2) — &)l | (14)

while for the antisymmetric case,

C =

2me?h(Sqed) ! .
| 1(8/0w)(,[eL1€y,1 coth( e 1/€)1qd/2) — €p)l ] (15)

Therefore, the total scattering rate (1/t) predicted by the Fermi
Golden Rule is given by:

C=

1

T

S 21 1
— dz = C2F2 il
(27[)2‘/ 15, ¢ ("+z

(E(K') — E(k) = ha,)

1
E)Sk I_kyeqd

- % &% ICI2F2( % + %)5,(/\\_,(”1,15@ () — E(K) + ha,)
- ‘:_'%fdzq@(n + % + %)5,{/”,,(”1,15(E(k') — E(k) + hw,)
(16)
where the term D(q,w) variable for the symmetric case is,
F2
D(g.w) = 1(8/60)( e 16y tanh(\Jer /651 9d/2) — &)l an

In order to obtain the total contribution of both the symmetric and
antisymmetric solutions, the two terms are eventually summed ex-
ploiting Matthiessen Rule:
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1 1 1
= 4 =
T T Tq (18)

As shown in Fig. 2, a strong relationship between the phonon wa-
venumber and frequency exists, that has to be taken into account ex-
plicitly when deriving the scattering rate through the Fermi Golden
Rule. For this reason, a set of transformation analogous to the one re-
ported in [18] is applied to the formulation obtained in Eq. (16).
Considering P(q,w) = ef/e’D(q, co)(n + % + %) and L
(q,®,0) = Exzq — Ex * hw, it holds:

—1

Loy SE(L)dq = [ Psydgdo = [P ‘% de

- =
dL|™" | do
=fp_ s
dq dw

The details of the transformation are provided in Appendix B.
Therefore, the final formulation obtained is:

1 1 Vb h 1 1
(}’l + 2 * E)D(q’w)a[(? Zm*)vg - E] d
W

* E,
[g F (V= I@)]\/#(ZE -3 F hcu) -V

dw

19

1 _m'e} fwz
=7
7, e2h? Yo

a

(20)

1 Ey _ 2
0 if —|2B— L Fho|-V2<o0
m* 2
1 otherwise 21

where the conditional variable o is introduced to ensure energy and
momentum conservation in accordance to Ref. 19, and the range
[w1,w-] is determined by the region of existence of the IF modes de-
picted in Fig. 2.

4. Numerical results and discussions

The numerical results obtained for the formulation of the scattering
rate for remote IF optical phonons as calculated in Eq. (20) are pre-
sented in this section. The values of the numerical constants exploited
for calculations are provided in Tables 1 and 2.

A MATLAB code based on the one developed by Mohamed et al.
[23] is realized for the purpose of performing the numerical integra-
tion: the built-in function trapz is exploited to numerically evaluate the
required integration. The results for both AIN and w-BN are evaluated
in the following section: for both the cases, the polar layer is char-
acterized by a thickness d = 5 nm, and the density of charges in the
2DHG is considered to be N, = 2 x 10*3cm ™2, localized at I = 0 nm.

4.1. AlN layer

The dispersion curve for the IF modes in AIN is depicted in Fig. 2,
while the phonon's phase and group velocities for the optical phonons
are plotted as in Fig. 5.

As noticeable, the lowest velocities happen to be in the surroundings
of the resonance frequency of symmetric and antisymmetric modes.
According to Eq. (21), this leads to the fulfillment of the momentum
and energy conservation conditions, leading to higher emission

Table 1

Parameters used in the calculations.
Parameter Value
my* 0.303 mg kg [20]
mg,* 0.394 mg kg [20]
. 0.588 my kg [20]
m* 0.908 mg kg [20]
o 3515kg/m® [21]
€ 5.7 [21]
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Table 2
AIN [13] and w — BN [22] material parameters.
AIN w-BN

€.’ 4.6 4.50
€Y 4.6 4.67
€0t 8.5 6.8
€0’ 8.5 5.1
ot (em™) 916 1281
o' (cm™h 673 1053
o (em™) 893 1258
@ (cm™Y) 660 1006

Phonons Phase Velocity
T T

T

oo E

—— Symmetric
0%k Antisymmetric 3

Phase velocity [m/s]

L L L L
700 750 800 850 200
Phonon frequency [cm™']

x108 Phonons Group Velocity
T

—— Symmetric E
Antisymmetric ! 4
Wy Wres |

Group velocity [mis]
T T
L L

L L L L i
700 750 800 850 900
Phonon frequency [cm™']

Fig. 5. Phase (top) and Group (bottom) velocity for the IF polar phonons in AIN
layer.
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Fig. 6. Frequency distribution of the phonon emission for the case of a AIN
layer for difference hole energies Ej.

associated to the resonance frequency. This behavior is depicted in
Fig. 6, in which the number of phonons emitted with respect to the
frequency is represented for three different values of hole energies Ey.
The localization of the emission of phonons in a narrow range of values
close to the resonant frequency is also related to the relatively high
effective mass of diamond.

The scattering rates obtained via the numerical integration are de-
picted in Fig. 7. As predicted, the emission contributions appear for a
value of hole energy equivalent to the resonance frequency of the IF
modes.

4.2. w - BN layer

The dispersion curve for the IF modes in w — BN are shown in
Fig. 8. It is worth noticing that, in comparison to the curves obtained for
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Fig. 7. Scattering rate for symmetric and antisymmetric absorption and emis-
sion (a) and their summation (b) for the AIN case.
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Fig. 9. Phase (top) and Group (bottom) velocity for the IF polar-phonons in w-
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Fig. 10. Frequency distribution of the phonon emission for the case of a w-BN
layer for difference hole energies Ej.

resonance frequency of the IF modes, leading to a sharp increase of the
scattering rate localized at higher energies in respect to the AIN case.

The numerical evaluation performed for the remote IF polar pho-
nons shows that the scattering rate is only weakly dependent on the
layer thickness; this is expected physically since the Frohlich polariza-
tion, which determines the effective charge density on the surface of the
layer- and therefore the interface phonon potential, is independent of
the layer thickness as discussed in detail on page 68 of Ref. 13.

On the other hand, a higher density of holes localized at the dia-
mond surface leads to an increase in the scattering rate, consistent with
what has been reported in the evaluation of the same contribution for

x10%

Fig. 8. Dispersion Relation for symmetric and antisymmetric IF modes in w-BN
(5 nm thickness).

the case of AIN layer, the resonant frequency for the w — BN layer
happens for a higher value of phonon frequency. Based on the disper-
sion curve depicted in Fig. 8, the phase and group velocities for the IF
optical phonons are obtained as in Fig. 9.

Also, in this case, the lowest velocities happen to be in the region
surrounding the resonance frequency of symmetric and antisymmetric
modes, leading to a higher emission associated to the resonance fre-
quency, as depicted in Fig. 10. In comparison to the AIN case, the
emission of phonons appears to be more localized in a narrow range of
values close to the resonant frequency. This could be explained with the
higher phonons' phase velocity in the case of w — BN. The scattering
rates obtained via the numerical integration are plotted as in Fig. 11.
The emission contribution appears for hole energies equivalent to the

the case of SiO,/Si [3,4]. Concerning this topic, it is important to un-
derline that the depth of the 2DHG has been fixed to be [ = 0 nm. This
choice is related to the representation of the 2DHG through Fang-Ho-
ward wavefunction. As depicted in Fig. 3, for such a configuration the
probability to find the holes (|y|?) is already localized a few Angstroms
below the surface of diamond, in accordance with what has been dis-
cussed in the literature [24]. In order to obtain a useful comparison
with the existing models trying to obtain an estimation of the 2DHG
mobility in H-terminated diamond, as the one reported in [21], the
mobility related to the calculated scattering rates is computed. There-

fore, the conduction mass m." is introduced as [21]:
_ (mp?* + m

. =
(m[x;II/Z

%3/2 *3/2
wh |t Mg, )

+my'?)

*

*1/2

+ my;, 22)

and the 2DHG mobility is obtained as:

W= et
m (23)
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Fig. 11. Scattering rate for symmetric and antisymmetric absorption and
emission (a) and their summation (b) for the w-BN case.

Fig. 12 shows the mobility results for the AIN case. Fig. 12a shows
the dependence of the mobility to the hole energy while Fig. 12b and
12c show the dependence of the mobility to the hole density and to the
temperature, respectively (for Ex = 0.5 eV).

Thus, the model under investigation allows us to obtain a more
faithful representation of the overall mobility in diamond-based devices
realized through the insertion of polar materials.

5. Conclusions

The scattering rates of holes by remote-IF-polar phonons in the
diamond structure is formulated for the first time. The results indicate
clearly that the hole scattering from remote polar phonons can be
comparable to, or dominate over the, other hole-phonon scattering
mechanisms representing a fundamental contribution in the determi-
nation of the hole mobility. Thus, while the use of polar overlayers may
contribute to desired doping effects, there is a substantial penalty as-
sociated with hole remote-polar-phonon scattering. The model adopted
in the case of remote-IF-polar phonons is suitable to describe several
promising polar materials, such as AIN, w — BN and ¢ — BN, MoO5 and
WO, currently adopted for the realization of diamond based MISFETs
and HFET due to their wide-band gap. The obtained formulations fa-
cilitate taking into account the scattering mechanisms in the calculation
of holes mobility in diamond, affording a more complete picture of the
involved contributions.
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Appendix A. Overlap Integral
This section demonstrates the overlap integral solution. The expression is obtained solving:

. 3 pL © .. ,
(K 17| k) = [ W*HyypWdx dy dz = é’—s fl v - e t0-Deedy f ; eFitit=kpgy,

b, [ 1Pe0ral — [2e-t+al 2 [lef(mq)z _ Le+DL o+l _ e—(b+q)l]
=—e¢ + - -
2 b+9 b+q b+q (b + g
—(b+q)l _ L —(b+q)L —(b+q)L _ ,—(b+ql —(b+q)l _ ,—(b+q)L
te ¢ - ¢ 2| ¢ ¢ Sl kg = F (81—, +q
®+9q (b +q)? ®+9q 1 I (A1)
where the integrals have been evaluated using:
g g
2,~(b+q)l _ 72,—~(b+q)L —(b+! _ T p—(+QL  p—(b+q)L _ ,—(b+q)l
fL y2e~@+bygy = Le®rd! - DeCrol |2 [le T — Lem®rOL om0 ez +q ]
! ®+9 b+ ®+9 ®+9 (A2)
L @by g le=b+l _ [ o—(b+q)L e~ (0+@L _ o—(b+q)!
e = -
S Y ) ®+q7 (A3)
fL @by gy = e—(+q)l _ o=(b+g)L
l ®+9q (A4
1 pte too L ialkg—ky) ix(e—kp) _ s ,
5 /:oo dx./:oo dze™ e = O/l kyzq (A5)

with L representing the thickness of the diamond sample.
Appendix B. Integral Transformation

This section discusses the required calculations for the integral transformation step-by-step. First of all, the momentum conservation is enforced,
in the form:

Wk —q) mk 2m*w
Ek:q—EkithZ—m* P + hw = g2 —2chos6+T:0
cos® = 4 + me
qkn
0= arccos(l + m oa)
2k = gkn (B1)

where parabolic carrier bands are assumed. Thus, it holds:

(a1 Ve
1 aq q— ma _ ki \ 2m* Vg = g q Vg

@ _ [
do . 2k o © ¢ m* > 1 By _ 2
1- (% + Zk:) kh\/ (ZEk S hw) -V W(zEk -8 3 he) - 12 ®2)

where V, = Z—‘” and V, = % represent respectively phonon's group and phase velocities. It is immediate to derive,

dL _ Wq hzk aw h2 m* dw
= q — kcos® + ——
dg  m "o h oq (B3)
Recalling (B1), the derivative reported in (B3) can be expressed as:
2 * 2 * £3 2 *
d_L:h_*q_k(iimm)imaw h(q+mco_gim6_w):h*[g_m(iVP¢Vg)]
dg m 2k = qkh h oq nq 2 n dq m* | 2 n (B4)
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ABSTRACT

We report on the effects of surface-acoustic phonon scattering on the charge transport behavior of
diamond based FET devices. Motivated by the promising role of diamond in the realization of high power
and high frequency electronic devices, the present work is focused on detailed formulation of relaxation
times due to the hole-surface-acoustic phonon scattering, which appears to have been an overlooked
scattering mechanism important to diamond-based devices. The matrix element, scattering rates and
relaxation times have been calculated by taking into account, for the first time Rayleigh waves near the
surface. This is achieved by quantizing the Rayleigh waves and using the corresponding acoustic phonon
to calculate the Fermi golden rule based scattering rate of holes in the two-dimensional hole gas. The
results show that the scattering of holes with surface acoustic Rayleigh waves reduced relative to
scattering from bulk 3D acoustic phonons. Moreover, the mobilities are found to be higher than those
based on the theory for 3D acoustic phonons. The results reveal significant insights to diamond based
electronics having acoustic phonons Rayleigh waves thus opening new research endeavors.

Heterostructures

© 2020 Elsevier Ltd. All rights reserved.

1. Introduction

Recently, the demand for devices that can operate in harsh
conditions such as high temperature, high power or high frequency
has been increased significantly. Silicon, a traditional industry
material is not suitable for such purposes because of its narrow
band gap. As an alternative, wide band gap semiconductor mate-
rials have been explored [1]. In particular, diamond has evolved as a
promising material due to its exceptional physical properties such
as intrinsically high break down field (>10 MV/cm) [2], wide
bandgap (5.46—5.6 eV) [3] and high thermal conductivity [4]. One
of the most outstanding diamond properties includes its high car-
rier mobility and particularly for holes in comparison with its
neighboring semiconductors such as Si or SiC [5]. Progress in the
development of diamond based electronic devices has been made

* Corresponding author. Department of Electrical and Computer Engineering,
University of Illinois at Chicago, Chicago, IL, 60607, USA.
E-mail address: dutta@uic.edu (M. Dutta).
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on a number of fronts ([IEEE TED, Vol 67, No 6, June 2020, PP-2270-
2275], Crawford et al.; Pernot et al.; Zhang et al.) [6—8]. So far most
of the efforts that have been directed at understanding the factors
affecting conductivity are associated with external doping such as
using surface acceptor oxide layers or scattering in bulk materials
only [9]. Another most important factor in the mobility of diamond
is the scattering mechanisms resulting from the two dimensional
hole gas (2DHG) instead of bulk material which is induced at the
surface of hydrogen terminated (H-terminated) diamond. There
have been very few reports to date that present a detailed quan-
titative description of scattering mechanisms responsible for
mobility limitation in 2DHG of diamond devices.

When diamond is terminated by hydrogen, it induces a negative
electron affinity along with high room-temperature p-type surface
conductivity [10,11]. Five scattering mechanisms that play a key
role in the mobility of 2DHG in H-terminated diamond include: (1)
surface impurity scattering; (2) non-polar optical phonon scat-
tering; (3) surface roughness scattering; (4) acoustic phonon scat-
tering and (5) interface phonon scattering [12]. In our previous
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study, Bonomo et al. presented in detail the role of remote interface
polar phonon modes on the electronic transport properties of
diamond structures [13]. Our work laid a milestone for under-
standing interface phonons that penetrate to the two-dimensional
hole gas (2DHG) in confined diamond structures. With the excep-
tion of Bonomo et al. work, past studies of phonon-hole in-
teractions in diamond-based electronic devices have been modeled
based by considering only bulk phonons. There is now a growing
understanding of carrier-phonon interactions for confined and
interface phonon modes as well as applications of phonon engi-
neering in electronic and optoelectronic devices [14—16]. Moti-
vated by the relatively unique properties of the 2DHG-phonon
system in diamond that include high phonon velocity and close
proximity of the 2DHG to the diamond interface, an examination of
the difference between the bulk acoustic phonon scattering rate
with holes and the interface phonon — Rayleigh wave — scattering
rate with holes has been undertaken to explore the how the proper
treatment of the acoustic phonons as interface phonons might
affect to hole mobility. Thus, we have modeled the interaction of
acoustic phonons with the 2DHG by properly taking into account
the fact that the acoustic phonons in the vicinity of the 2DHG are
Rayleigh waves and not bulk acoustic waves. We find substantially
smaller scattering rates for the case of the Rayleigh wave interface
phonons than for bulk phonons.

Considering the lattice vibrations in nanostructures, principle
phenomena that alter the process of scattering include the
following: firstly, reduction of hole momentum space dimension-
ality that originates interesting properties related to the hole-
phonon interaction kinematics, secondly modifications of the
phonon modes caused by the dielectric and acoustic mismatches in
the nanostructure materials causes changes in properties of these
materials [14]. Thus for the design of diamond based FETs, effects
from surface acoustic phonon limited mobility and the screening of
free carriers are of high relevance. In this work, we present a model
to theoretically understand carrier transport mechanism due to
surface acoustic phonon scattering in diamond based devices. The
acoustic phonon scattering mechanism has been investigated using
deformation-potential theory, matrix element calculations, scat-
tering rates and taking into account the Rayleigh waves near the
surface for the first time.

The paper is organized as follows: In Section I, we explain the
existence of Rayleigh waves under consideration in diamond
structures for surface acoustic wave analysis. Section III describe
the peculiarities of the acoustic-phonon modes and its quantiza-
tion. Section [V addresses the analytical expressions for the matrix
elements of the hole-phonon interaction and deformation potential
while Section V presents the conclusions.

2. Rayleigh surface waves existence

The surface acoustic wave relevant for this system is the Ray-
leigh wave. Considering the general case for Lamb waves, if the
shear velocity (V;) in the plate and shear velocity (Vs) in the sub-
strate differs significantly (Vs >>Vs), a generalized single Lamb
wave solution exists that reduces to Rayleigh wave in the system
(for which BH— 0) where 3 is the wave propagation constant and H
as the thickness of the elastic plate over diamond structure. For (Vs
< Vs), an infinite number of solutions exists, that are divided into
M7 and M, series families of modes. When H (plate thickness) tends
to zero, M;; mode tends to a Rayleigh surface wave in the substrate
whereas higher M; and all M, modes appear to be leaky waves [17].
When BH— oo, all modes from My and above tend to be the shear
velocity (Vi) of the plate while for BH— 0, only the Rayleigh waves
exist in the substrate (My;); thus, Rayleigh waves in diamond
structures are going to be analyzed solely.

3. Acoustic phonon quantization model

In this model, we have investigated scattering rates for holes in
the 2-dimensional hole gas (2DHG) with surface acoustic waves for
a diamond-based field effect transistor (FET). The 2DHG wave
function is taken to be the Fang-Howard variational function. In this
regard, the initial hole state obeys the equation as,

b3 1p eikuru
(1) = — 2 (y—]ezby-D =
Wi(r) = (rik) = \/5 v -De 7 (1)
While the final hole state is defined as,
, b3 . e—ik"‘ru
We(r) = (k|r) = /= (y—1)ezb0-D = ___ 2
p(r) = kin =/ 0-) 7 (2)
Thus, the probability density function is given as below:
o z=Zx=X
b3 1 e—kiIrll - etklirll
W, (r Z:J ded dz| |2y —pe-tbo-n€ e
IWi(r) | y > 0=D 75
y=1z=0x=0
2

T 3
- de \/g (y— 1% eb0-D

1

(3)

where || direction corresponds to x-z plane (we will drop the ||
subscript in the following sections), b is a variational parameter

1

. 3
such that b — (33’" eﬁ”“) [18] and N, = 1.8x 107 m-2, [20].

8egeh?

represents the area of substrate in x-z plane and [ represents the
depth below the surface at which the infinite barrier of triangular
potential well is located which in our case is the diamond surface,
hence | = 0 in the present case. It is to be noted that the upper
limit of y has been taken to infinity because the area under the
curve evaluates to 99.99% for a depth of [ + 3 nm, hence for all
practical thickness of substrates greater than [ + 3 nm it does not
affect if the upper limit is taken to infinity. The probability density
function is plotted in Fig. 1; it is observed that the function peaks at
a depth of 660 p.m. which can be taken as the depth at which 2DHG
is located.

Herein, the particle displacement expression for classical Ray-
leigh waves is second quantized so the matrix element of the
Rayleigh wave with the hole wavefunctions corresponds to the
emission or absorption of a single phonon. The Rayleigh wave
amplitude has been studied extensively and the basic elements are
described by Graff et al. [19] for Rayleigh waves, it is possible to
formulate the displacement of the particles for a wave traveling to
the right on an isotropic substrate along the z axis:

2
uy = — A<ade0‘ny _ 220(#&{2 e%s)’) ei(ﬁRZ*‘Ut) (4)
6R + Qg
u, = iABg <e““y -2 7;{“&” S et ) ellfz—wD) (5)
5R + s

where fr ay and oy represents the Rayleigh wave propagation
constants respectively and the imaginary parts of the transverse
wave vector components for the longitudinal and shear partial
waves respectively.

For these Raleigh waves, we can write the expressions as:
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9 T T T
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Fig. 1. Fang-Howard Probability density function for hole in 2DHG in diamond showing peak at 660 p.m.

2
Br — od = (%) (6.1)
2 2 W 2
Br — o = (Vs) (6.2)
w
V=g (6.3)

Where Vg, V; and V; are the Rayleigh wave, longitudinal wave and
shear wave velocities respectively.
The dispersion relation for these Rayleigh waves is given by;

aaay = (o — 63)° 7)

which can be approximated as presented by Auld et al. [17].

Vi 087+1.120
Vs 1+0 ®)

where ¢ is the material’s Poisson ratio.
From well known standard elastic theory relations, we may
recall as:

_ e
Vs — \/; (9.1)
v = " *pz“ (9.2)
_ 1= 2Wyw)? 93)

2[1 = 2 (Vy/Viy’]

where p is the density of diamond and A and u are the first and
second Lame parameters for diamond.

Introducing the displacement vector which is known to be of
the form,

ux,y,z) = V@ + V¥ . X) (10)

where ¢ and y satisfy,

1 °p
2y - _ (11.1)
2 ar2
Vi ot
1 9?
v2y - Wan: (11.2)
and it follows that,
g = Ae Y ei(ﬁRZ_wt) =gy el(Brz—wt) (11.3)

l// _ A(- ZiaflﬁR2> e*arsy ei(BRZ*(‘)t) — l// (y) ei(ﬂRZ*(‘)t) (114)
OC?S + ﬁR
Thus the Rayleigh wave phonon may be quantized as outlined in
Stroscio and Dutta [14] using the condition,

(o

gl [ uGeya v Gryzay =1 (12)
0 0

where c and L are the normalization lengths along the horizontal
and vertical axis of the diamond film respectively. Further wg, is
considered to be the angular frequency of the mode with wave
vector as Sg.

The quantities,

¥ oA2,.2 —agy
uy.uy_Aozt,<e -2

2 2
BR eozfsy)

2
Br+ ok

2
ZL e—(arl + )y
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are needed to define the integrand of the normalization condition
and to obtain,

_ Azﬁlzi <62a[,y _4 e~ (s + an)y
(14)
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® 2
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Using the previously defined relations between the wave ve-
locities and (g, this last result may be simplified to,

2 2 2 2
i 1% , A2 | (Br+ afs Jau | 2Bray Br (ﬁR+“?s)+ﬂ -1
+ 4ﬁe’2““y dy + I [AZﬁR g2y 2 as(ag+ o) dad 0 20 (ag+as) 2
6R + Qg 0 (18)
Z“fsaflze*(ats +an)y 4 4af5 tl ze2arsy> dy =1
Br+ ag (B + o2) and it follows that,
(15)
2 2,2 2 2 2
5 20203 (o + as) 3 2(Br + a5 >0‘t10‘t5 ﬁﬁaﬁ(ad + ays) ﬁ}%aﬁ(atl + as) 2a0q (512+ “ts)
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Accordingly, or equivalently,
2 2 2
A2 Za%safl_ 2(Br + o )ernous Bragi " Brag 1
2020y 20k oy 20k oy 20kay
Azafl e*zauy 1o B ﬁ% e*(“rl + as)y 10 (20)
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which implies that the phonon normalization factor is,
+ 4 G Sl B +
2 2 2 —20. 0 202
Bk + a)” A= |- S (21)
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L 20| O 5R + a2 —(aes + )| O 4. Rayleigh wave displacement pattern
a?safl e2aY| 4 oo Recalling the displacement expressions from eqs. (4) and (5),
+4 > 22 20| O =1 and noting that the displacements are real quantities, only spatial
(Bg + af) component of displacement are taken into consideration thus
expressed as below;
uy =Re(uy) = —A(aﬂe“f’y za”ﬁR “fsy) cos(Brz2) (22)
A | 1 4fg 1 46z Br + o
L 205[1 61%_'_ a%g 0 —+ Os (ﬁ + at 2(1[5
S
- 200t .
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I 2__ 5 25 = R ts
A BR+ o it s (6% + o2)” 2%

which may be simplified to,

where S is area in x-z plane that is 1 nm?2. Now, since we know that
cos?(Brz) + sin®(Brz) = 1, substituting for cos(8zz) and sin(Bzz),
from eqgs. (1) and (2) as:
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The above equation represents an ellipse in y-z plane. However,
for different values of y (which represents depth inside the surface)
we get a family of ellipses with coordinates of center = (y, 0). The
other properties of ellipse are shown below:

Major axis: along y-axis, length of major axis: 2A<at,e‘““y -

20&15; —asy |-
Gzt )

Coordinates of foci: (y +c,0) and (y —c,0) , where expression of ¢
is given below:

2
Mew) . (at,eaﬂy_

2 2
ﬂR + 0[?5

2
Br+ak

c=A,|f2 (e“rry -

(25)

In the context of diamond we observe that uy, undergoes a phase

shift by m at depth of “4—“; hence, the elliptically polarized displace-
ment pattern undergoes change in sense of rotation from anti-

clockwise to clockwise at depth of “4—'*. Further, for depth less than *4—‘*
since the sense of rotation is anti-clockwise for direction of prop-
agation along positive z-direction; thus, we say that such elliptical
motion is retrograde in nature. Fig. 2 represents the normalized Y
and Z component of Rayleigh wave displacement vectors for Az =
500 pm where as displacements patters at various depths below
the surface are presented in Fig. 3.

Fig. 2 depicts the normalized Y and Z component of Rayleigh
wave displacement vectors for A\x = 500 pm. The dashed line
represents the Z component and solid line represents the y-
component. The y-component changes sign at y = 124.6 p.m. = %“,
it is at this point the sense of rotation changes. The elliptically
polarized displacement pattern becomes progressive from retro-
grade. The change of the sign of the y-component of displacement

0.7
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:14—“ indicates that the ellipse representing the displacement tran-
sitions from anti-clockwise to clockwise as a function of depth. This
behavior and the depth dependence of the Fang-Howard depen-
dence on N, — see Eq. (3) and the associated discussion — indicate
that Rayleigh waves open a new avenue for tuning the mobility as a
function of N, due to the depth variation of the Rayleigh wave
displacement pattern which is absent for bulk phonons.

5. Analytical expressions for hole-acoustic phonon
interaction

Motivated by past phonon engineering techniques [14], the full
calculation of the scattering rate of Rayleigh wave phonons with
holes has been undertaken to determine the proper acoustic-
phonon related mobility and compared with the previously re-
ported result based on bulk acoustic phonons. Accordingly, in this
section, the analytic expressions for the deformation potential is
introduced and the scattering rates are determined by computing
the matrix element obtained using Fermi-golden rule.

5.1. Deformation potential interaction

The deformation potential interaction arises from the local
changes of the crystal potential that is caused by the displacement
of the atoms due to an acoustic phonon. It follows that the diver-
gence of the displacement, which is required to calculate the
deformation potential, is given by:

2 .
V()= Vo = — 0 p= Ae W elhe o)

v, (26)

Since:q = 0 i+ ﬂRE (q is effectively a 1-D vector as Rayleigh
waves only propagate along z-direction); q.r = gz
Hence,
Vu(r)= =Ae W eldTelWt) — y(y)eld" (dropping ellwt >)
(27)
Now, U = T;(Lus (uW)aqg + c.c
Also,
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Fig. 2. Normalized Y and Z component of Rayleigh wave displapement vectors for \g = 500 pm. The dashed line represents the Z component and solid line represents y-
component. The y-component changes sign at y = 124.6 p.m. =4, it is at this point the sense of rotation changes. The elliptically polarized pattern becomes progressive from

retrograde. (A colour version of this figure can be viewed online.)
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Fig. 3. Rayleigh wave displacement pattern plotted at y = 1,100, 150 and 200 p.m. depth below surface, showing change of sense of rotation from retrograde (for depth less than %“)

to progressive as we progress down the surface.

h
Hger = —Eq zq:V.U = —E, TS Xq:v.(u(y)aq + c.0)

(28.1)
Hence,
w? h iq.r T ,—iqr
Hagg = ~Ea D5\, 10) (€97 + alge87)  (282)
q Vi
Hyer = — CZu(y) <aqeiq" + atqe*"q") (28.3)

q

where, C = Ea‘” ,/% and u(y) = Ae~*Y . The absorption of a

phonon corresponds to the transition, (Ng —1| and emission
of a phonon corresponds to the transition [Ng) —(Nq + 1].
Now, the scattering rate expression is given as:

1 . S 2 2w {a} 2 o
o Jd 2T IMI) (q) *0(Ey; — g+ o) (29)

5.2. Matrix element computation

In order to evaluate the scattering rate expression we first
compute matrix element |[M{®d}|:

._L
,_x

1 1
IM{EDH = (k' Ng + 5 % 5 Haer [k.Ng + 5 £ 5) (30)

d3 efk‘-r+k~ré_rq-r

fea)| — _ 2e-wyeby) 11
IMieat| ACJ - Pe e (Nq+212>

e—ik'-r+ik-r1iq-r

S
[ dy( l)ze*atl)/e*b(y ) N J’,l 1
. 272

|Mieat| = AC J d*r

11
IMEH | =AC O _y.q (Nq+2 2)

[Note: F is evaluated in appendix B as;

- / (y — )2e-we=b0=D gy |.
!

Now,

ab|2 _ a20212 11 1 2
zq:}M{ea” =A“C*F (nq+§i§) 2n? Jd q 6,‘;,‘1‘1

5.3. Scattering rate expression

Since, Scattering rate is given by Ref. [14]:

; 27rsZ|1\/1{”}| 3(E,; — Ege 1) (31)

Substituting the square of matrix element in above expression of

scattering we get:
1 1
hw) (Nq to* 2)

1 1
5(E 7Ek+h(;))<Nq+§ 5)

1 _@AZC‘ZFZ 1

2
1 e o Jd 0 0 1rqd B —Eict

S 22 [ g2
T ACFquék kg

When above expression is simplified it becomes:
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k q cos ¢

Fig. 4. Momentum conservation vector diagram for phonon absorption when.0 < ¢ <
™

1 E23A2

T A4mpVv

1 1
F szq 5"‘*’&!1 O(Ey — Ep £hw) (Nq +ji§>
(32)

In the above integral the Kronecker delta function imposes the
momentum conservation condition for electron-phonon interac-
tion, whereas the Dirac delta function imposes the energy conser-
vation. We proceed henceforth by simplifying the integrand for
absorption and emission condition separately as follows:

Case a. Condition for Absorption: The Kronecker delta in the above
integrand is expressed below through the vector equation:

. _ 1, ifk=k+q
Ok kg 0 = { 0, otherwise

We would like to point out that, the above vectors are contained
in the x-z plane (azimuthal plane). Hence the incident phonon can
be absorbed from any angle ranging from O to 27 spanning the
entire azimuthal plane.

Ifk = k+ g, we can draw the vector diagram for incident angle
inranges 0 < ¢ < mand 7 < ¢ < 27 respectively (we are doing this
because, the argument of Dirac-delta function in eq. (32) is in terms
of magnitude of vectors k'and k so we need to find how does the
vector equation implied by Kronecker delta holds true for the
condition imposed by Dirac-delta function), we draw the vector
diagrams as shown in Fig. 4:

Applying Pythagoras theorem, we get:

k [>= (k| + |g| cos ¢)* + (|q| sin ¢)*

which is equivalent to, k2 = k% + g + 2kq cos ¢ (33)

Similarly, if 7 < ¢ < 2w, then the vector diagram becomes as
shown in Fig. 5:
Applying Pythagoras theorem, we get:

k 2= (k| — |q| cos ¢)* + (Iq| sin )
which is equivalent to,

k? = k> + ¢* — 2kqcos ¢ (34)

Case b. : Condition for Emission:
The Kronecker delta function for case of emission is given as:

Y _[1ifk =k—q
k-k+q, 0 0, otherwise

|gcos(¢p — m)| = qcos¢

Fig. 5. Momentum conservation vector diagram for phonon absorption
when.m < ¢ <27

conservation  vector emission

Fig. 7. Momentum
when.w < ¢ <27

diagram for phonon

Similar to the case of absorption, the electron can emit the
phonon in any angle ranging from 0 to 27. We consider 0 < ¢ <
and 7 < ¢ < 27 separately as below:

For 0 < ¢ < m the vector diagram for phonon emission is
shown in Fig. 6.
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Ik 2= (k| — |q| cos ¢)* + (q| sin ¢)*
which is equivalent to,

k? = k* + q> — 2kqcos ¢ (35)

whereas for, m < ¢ < 27 : the vector diagram for phonon emission
is represented in Fig. 7.
Applying Pythagoras theorem, we get:

K1>=(k| + |q|cose)?+(q]sing)?
which is equivalent to,

k? = K* + q* + 2kq cos ¢ (36)

Now, consider the Dirac delta function for case of parabolic
band:

n2k2  n2k?
6(Ek' 7Ekih(,1)q) = 6(2””1* 7ﬁihVRq

In the above equation we have V; ¢ = w. The upper “plus” sign
corresponds to emission whereas the lower “minus” sign corre-
sponds to absorption (we will adhere to this notation throughout
this work).

Now the argument of above Dirac delta function can be
simplified using eqs. (33)—(36) for emission and absorption for 0 <
¢ <mand 7 < ¢ < 27 respectively as below:

ForO0 < ¢ <

n2k? n2k? = —
o~ 2w~ 2 (@ F2kqcoso) (37)

And, form < ¢ < 27

n’k? o’k n?
I o = g (T E2kA0s0) G8)

Thus, the argument of Dirac delta function can be written as:

= i <q2 F 2kq cos (p) +hVgq (39)
2m* =R

#2q? _ 2n%kq cos ¢
=0 (Zm* T

+ hVRq) (40)

Similarly, form# < ¢ < 2m:

#2q%  2h2kq cos ¢
e )

We know by the property of delta function that: é(ax) = ‘}7‘ 0(x),
thus applying this property above we obtain:

m" m'Vg\ _
5(E]<'—Ekihwq):h2—kq5((%i hkR) +COS(p) (41)

Similarly, for 7 < ¢ < 2m:

m* m'V,

Now, defining limits of integration in Eq. (32) as below:

q=Qmax ¢=2T q=Qmax ¢=T
szq = qdqde = J qdqde
q=qmin =0 q=Qmin =0
q=(max p=2T
+ ] J qdqde
q=Gmin @=T
Before proceeding further we need to determine

q = Qmin and @ = Qmax in the above integral for0 < ¢ < wand 7 <
¢ < 2w for emission and absorption respectively as discussed
below.

Case (i). Emission (0< ¢ < m): Since, E,; — B = — hw
From Eq (37): 5K2 — 2K _ 12 (g2 _ 2kqcosg) = — hVrq
Where cosp— -1 +m*VR =f(q) (43)
=2k Tak I

The above equation puts constraints on values that q can take for
a given k (hence also on hole energy). Since, — 1 < cos ¢ < 1, the
limits of q is decided by intersection of f(q) and cos ¢,as shown in
graph in Fig. 8.

As we see from graph in Fig. 8, there are two sub-cases (a)

> 1 and (b)

m'Vg
nk

m' Vg
nk

< 1. We would like to point that case (a)
and (b) translates to those holes for carrier energy less or greater
than 0.3242 meV (because for k =™ the hole energy Z%Z =

3
m Vi — 0.3242 meV),
For case (a), from Fig. 8 we observe that Eq. (43) has no solution

+1

f@)

qm ax

Fig. 8. Limitations on phonon wavevector for case (i) of emission from (0< ¢ < 7).
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T e
f@
qmax &
-1
m’Vy
Tk <1
m'Vy
Ak >1

Fig. 9. Limitations on phonon wavevector for case (ii) of emission from (7 < ¢ < 27).

+1

f(@)

*

Fig. 10. Limitations on phonon wave vector for absorption — case (iii) (0< ¢ < ).

whereas for case (b) qpin = 0;qmax is obtained for f (q) = +

1 andwe get: qmax = 2k< 1 - mi;IYR)

Case (ii). Emission (m < ¢ < 2m) as shown in Fig. 9:

g R ) (44)
For case (a) (hole energy < 0.3242 meV): No solution exists
because no value of q satisfies equation (44). Hence, hole with
energy >0.3242 meV cannot emit a phonon for emission angle. 7 <
@ < 2m.
For case (b) (hole energy > 0.3242 meV): qnin = 0 andqmax is

cos ¢ =

obtained for (q) = —14as gmax = 2k( 1 - m;T‘(/R)

+1

fl@)

Fig. 11. Limitations on phonon wave vector for absorption — case (iv) for Absorption
(m< o< 2m).

Case (iii). Absorption (0< ¢ <m) is plotted in Fig. 10 from
following equation as:

q  ,mVg

OS¢ = —5p +p = f(q) (45)

For case (a) (hole energy < 0.3242 meV); g, is obtained for

f@q = +1,wegetqni, = 2k< -1 +%>; Qmax is obtained for

fl@) = —1,we get qmax = 2k<] + %
For case (b) (hole energy > 0.3242 meV); qmin = 0 and Gmax is
obtained for f(q) = — 1, we get: qmax = Zk( 1+ mTl%)

Case (iv). Absorption (m < ¢ < 2m): as presented in Fig. 11

g mVe _
cosg = &~ T _ g (46)

For case (a) (hole energy < 0.3242 meV) ¢, is obtained for

f(@ = —1, we get: Gmin = Zk( -1 +m,:,‘</k> and gy is obtained

for f(q) = + 1, we get: gmax = 2k< 14 mmYR>
For case (b) (hole energy > 0.3242 meV); quin = 0 and qmax is

obtained for f(q) = + 1, we get: qmax = 2"( 1+ m;’YR)_

Hence substituting Vg ¢ = o and applying 6(—x) = 6(x) in Eq.
(32) and setting the limits for q,;,;; and gmax as evaluated above, we
write the expressions for emission and absorption as follows:

Emission:

Case (a) (hole energy < 0.3242 meV): Emission cannot occur as
has been pointed out above. Hence, we observe that the condition
for emission is if the hole velocity exceeds the Rayleigh wave
velocity.

Case (b) (for hole energy > 0.3242 meV)
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q= 2I<(1—"' VR)
=T
1 mEV3 j ’

= @R A3 d d (5(cos
T 47rh2ka,4 1 q{ ¢ ¢
q=0 ¢=0

| ——

o=2T
q m'Vg qg mVg
(s | oo (o 200))
Q=T
(47)
q=2k| 1- "'VR "
Q=T
1 mE2V3
= :W J A1q3 dg{ 2 J dqoé(COSgo
PV q=0 0=0
v e "V
q mVg : q  mVg
_(ﬁ+ Wk >>+2 J dq)é(sm(p—(ﬂ—i- Wk ))
=0
Absorption:
Case (a) (hole energy < 0.3242 meV)
q:2k(1+%)
1 mEV3 o
= :47”27{’0";4 J A dq{ J do 6(cos<p
Zo
q= 2k(—1+m VR> ’
)
+ ifm*VR +"’ Trd 0| cos g mV
2k nk J ¢ P72k Tnk
o=
q:2k(1+”‘#)
1 mEv3 =
= :W J A1q3dg{ 2 de (5(c05qo
! Zo0
q=2k (71+m vR) ’
v e "V
q mVg q mVg
() ez | aea(sine (5-"Y))
=0
(48)

Case (b) (hole energy > 0.3242 meV)

q= Zk( z VR)
p=m

1 mE2VR J 3 J (

— =t A1q°d do 6| cos

T A4rh?kpVi 1aaq ¢ ?
q=0 ¢=0

Q=27

qg mVg qg mVg
() o [ ool (f-729))}

="

"V,
q=2k (1 +%)

1 mEV3 =2
Z=—__9R A1q° dg{ 2 J d 6(cos
T 4rh’kpV} J 14 4q ? ?
q=0 »=0
v, " v,
q mVg q mVg
(ﬁ_ nk ))+2 J dq)é(sm(p (Zk nk ))
=0

(49)

To simplify the Dirac-delta function, we recall Eq. (8.14) from
Stroscio & Dutta [14] as follows:

_ &)
| st0) ¢t0) - @y a0 = E

9=0g

where. f (pg) = a
Evaluating the first integral,

o=7/2

m'V,
J d"’é(“’s""(zqk— hkR))

=0

On comparing the integral in Egs. (47) and (48) with Eq. (8.14)
we observe:

glp) =1

flo) = cos ¢

Nl=
=
o

~
N——

a = f(po) = cos pg = (2 £

Hence,

— = —sing

d .
d—f = [singg| =
® P=@¢q

[1 — cos2gq|

Hence,

* 2
- ’1 - (ilim VR)
=00 2k~ nk
8ly) _ 1

df /d - *
df /del|,—,, N q_mVR 2
2k— nk

Similarly,
o=7/2

qg mVy 1
do 6(5"1 ¢ (Zk nk )) 2
=0 ’1 - <q -+ "R)
2k— nk

Hence substituting in the above results for Dirac-delta function

A’F? <Nq +

df
de

and as well as for A =

_ A b ,-2ngl
%i%) =% a7 © 2ng (N +3 2> (see appendix B for simpli-

fication) we obtain following expressions as plotted in Fig. 12:
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Fig. 12. Emission and absorption scattering rates for 2DHG at 300 K - solid line represents emission and dashed line represents absorption - for 2DHG depth of 660 p.m.

Emission (for hole energy > 0.3242 meV):

m'V,
q=2k| 1- m<R)

1 m*E2VZA, J dg bbe—2aul
T 7Th2’(pVI4 ) (ag+b)®
= (50)
¢
- (Ng+1)
q "V
- ()
Absorption (for hole energy < 0.3242 meV):
q=2k 1+%)
1 B m*EgVI%Az J dq pbe—2aul
T mlkeVf (aq+b)°
q=2k | —14+22% (51)
2
q
_ (Ny)
'V,
Jk(ﬂ%w)
Absorption (for hole energy > 0.3242 meV):
q=2k (1 +'";,‘</R)
1 B m*EngAz J dq pbe—2al
T 7rh2kal4 N (ag+b )6
- (52)
2
q
(Nq)

- (5-m0)

These rates are nearly an order of magnitude smaller than the
rates based on equipartition formula reported by Ridley et al. [21],
for the case of a 3D system. Our results are based on 2DHG

scattering events when the acoustic phonons are those of the sur-
face acoustic Rayleigh waves as opposed to earlier results that as-
sume the acoustic phonons are bulk 3D acoustic phonons. The 2D
mobilities calculated based on these Rayleigh waves using the
following expression for the mobility of this 2D system is calculated
as:

e <Eyrm> JO Ey exp( — Ey /kgT) rmdEy

m <E;>

J Ek E‘Xp( - Ek/kBT) dEk
0
=21315 cmz/V.s

when T = 300 K. The mean free path of hole is given by:

1

Tm (Ek) = ﬁ
(n(Ek) + T(Ek))

Fig. 13 depicts the hole mobility due to hole—Rayleigh-wave
scattering as a function of temperature with a comparison with
corresponding mobility for bulk acoustic phonons as reported by Li
et al. [12]. In calculating this mobility, the depth of the 2DHG (
y = 2/b) has been evaluated for the corresponding hole density as
reported in Ref. 20 for the above temperature range has been used
in these calculations. Fig. 13. The mobility for the case of hole
scattering from Rayleigh waves is seen to be approximately a factor
of three larger than that based on hole scattering from bulk acoustic
phonons. As discussed, Li et al. [12], the mobilities due to interface
roughness scattering and surface impurity scattering are lower
than the mobility for acoustic phonon scattering for currently
realizable roughness and impurity parameters. Thus the current
experimental mobilities are much lower than our calculations since
these effects currently dominate the results. Of course, for low level
impurities and for lower levels of surface roughness, the dominant
mobility-determining effect will be due to hole-acoustic phonon
scattering and, as usual, carrier-phonon scattering sets the funda-
mental limit on mobility.
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Fig. 13. Hole mobility due to hole—Rayleigh-wave scattering of this work (shown in solid line) compared with the mobility for hole-bulk acoustic phonon scattering (shown in
dashed line) as reported in Ref. [13]. In our work the hole density dependence on temperature has been taken as reported in Refs. [20] for the above temperature range.

6. Conclusions

Herein, we have calculated the scattering rates for holes in the
2DHG that scatter from surface acoustic waves — Rayleigh waves —
as opposed to bulk 3D acoustic phonons of previous treatments for
hole scattering in diamond based FETs. It is found that the scat-
tering rates for Rayleigh wave phonons are about an order smaller
than the rates based on 3D acoustic phonons. Moreover, the mo-
bilities are found to be higher than those based on the theory for 3D
acoustic phonons summarized by Ridley et al. [21]. These higher
mobilities associated with the intrinsic acoustic phonon scattering
process for Rayleigh waves as opposed to bulk acoustic phonons
represent an unanticipated benefit of diamond-based devices with
the 2DHG in the region where the acoustic phonons are Rayleigh
waves instead of bulk acoustic phonons.
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Appendix A
L
3
F :% [(y _ l)z e*a[ly e*b(y71> dy
1

L
3
F— bje*aul J (y — D2 e-(@rbio-D gy
1

Let,ay + b = mandy—1 = xandletly = L — |

b il
F = 7e*"‘“’J(X)2 e ™ dy
0

F = E _ % el _ 21y el B 2 (e*mlo _ 1)
2 m m2 m3
Substituting for m and [y , we get:
F — E B (L— 1)2 e—aal g—blo B 2(L—1) E’“f’Lze*blo
2 (e + b) (@g D)

2 efadl(efa[,L e—blo _ ]>
B (ay +b)’ ]

Hence, Now squaring the above expression we get:
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g (L— l)4 e—2aal o—2b(L-]) +4(L _ 1)2 o2l p—b(L—1)

F? =
4 (et +b)° (ag + b)*
( o bl N (e—anl- o b D) _ 1)) N 8(L— l) e—2aqLl o—b(L-])
(e +b)°
3 _ob(L—
(e—a[,L o bl 1) +4(L —nle 204l o—2b(L-1)
(e + b)*
—2atll 2
4e 6<e—aﬂL ebL-D _ 1)
(ag + b)
Also,
6 —2ayl 6,20yl
lim(F)Z:bZ 4e 16 _ b°e 15
[ (ag +b) (ag +b)
Appendix B

2
A2 — 2a%satl/(atl — Qts)
=2
Br + afay /(g — ars)
Since, g = q

2
A2 Za?satl/(atl — Qs)
Q% + o /(g — ous)

Moreover, ay and oy are not constants they are
dependent on fras follows :

But, we already know the relation between Vg and V; as follows:
Hence, to simplify the expressions of F and A we can express ay
and ;s as below:

2
2 w
o =05 — (Vs>

So, let

ars =SPr = sq
And,

@y = nfg = nq

2
Where, s = (l - (#) >and n =

Now, A can be simplified as follows:

(- ()

2
A2 — 2‘)‘?satl/(‘)‘tl — Qts)

q% + ooy / (g — ous)

5 282n/(n—s)” A,

S q(1+s2n/(n—s)) q
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Phonon-Dominated Mobilities for Carriers in a
Diamond Field Effect Transistor With
a cBN Overlayer

Ramiji Singh™, Michael A. Stroscio

Abstract—Inthis letter we investigate phonon-dominated
mobilities for carriers in a diamond field effect transistor
with a cubic Boron Nitride (cBN) overlayer. We investigate
the intra-subband scattering due to interaction of electrons
with acoustic phonons, treated properly as quantized sur-
face acoustic Rayleigh waves, and include, for the first time,
the interaction with remote polar phonons originating in
the cBN overlayer. We conclude that the surface acoustic
phonon scattering is the dominant mechanism limiting the
mobility of electrons for temperatures below 375 K.

Index Terms—cBN, diamond, remote polar phonon,
surface acoustic phonon, Rayleigh wave, scattering, FET.

I. INTRODUCTION

TIAMOND based field effect transistors (FETs) have

attracted widespread attention due to the possibil-
ity of achieving high carrier mobilities of approximately
2500 cm?/V-sec for the holes in the two-dimensional hole
gas formed near the surface of a diamond FET [1]. Recent
studies of diamond-cBN structures [2], [3] have suggested
the possibility of producing a two-dimensional electron gas
(2DEQ) in nearly lattice matched diamond-cBN heterostruc-
tures. Stimulated by the possibility of fabricating n-type FETs,
we have modeled the dominant mobility-limiting carrier-
phonon scattering for electrons in the 2DEG formed in the
diamond near the diamond-cBN heterojunction; in determining
the dominant carrier-phonon limiting mobilities, it is essential
to not only model the commonly considered scattering of
carriers by acoustic phonons but also carrier scattering by
remote polar phonons that originate from the polar cBN
overlayer; indeed, it is well established that such remote
polar — also referred to as interface phonons — may play
an important role in determining the electrical and optical
properties of heterojunction devices [4]-[7]. We compute the
effective mobility of 2DEG limited by carrier scattering with
surface acoustic phonons and remote polar phonons. We have
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Fig. 1. The model cBN/Diamond FET. The cBN/Diamond interface is
contained in the xy plane. The gate metal layer (orange) with an area
S = L2 forms a Schottky contact with the cBN layer. The diamond
substrate thickness is taken to be 100 nm for calculations.
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Fig. 2. (a) Conduction band profile (black) with AEg = 1.7V and the

corresponding volume charge density (n) at no gate bias. The dashed
lined shows the Fermi level. (b) The red curve shows the sheet charge

density predicted by gauss law ng = %‘%@(Vg — Vyy,) for average

2DEG thickness of 0.80 nm (e¢.gn(0) = 7.1 [16]). Ad attains a maximum
value of 1.2 nm at -0.4 V and decreases to 0.36 nm at 1.4 V. The black
curve shows the actual sheet density obtained by integrating volume
charge density in (1) w.r.t z from z = 1.2nm to z = 6 nm. The threshold
voltage Vi, = &g — AEc = —-1.7 V.

used the conduction band offset AE. = 1.7 V [3] at the
interface.

[1. THE TwWO-DIMENSIONAL ELECTRON GAS

We use the 1D Schrodinger Poisson simulator [8], [9]
to simulate the heterostructure consisting of undoped cubic
Boron Nitride (cBN) as the top overlayer over the undoped
diamond substrate (Fig. 1). We find that for ¢cBN thickness,
1.1 < d < 1.8 nm the ground state energy of the electron
below Fermi level. For our analysis we take d = 1.2 nm.

The electrons at the cBN/Diamond interface are confined
by triangular potential well whose slope is modulated by
the applied gate bias, V (Fig. 2(a)). Presently, there is no
experimental data available on the surface density of states and

0741-3106 © 2021 IEEE. Personal use is permitted, but republication/redistribution requires IEEE permission.
See https://www.ieee.org/publications/rights/index.html for more information.
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Fermi level pinning for cBN. For simplicity we have assumed
a 0 eV Schottky barrier (Op) at the gate metal/cBN interface,
we would like to point out that the inclusion of Schottky
barrier height will only change the threshold voltage (the
minimum applied gate voltage required to produce 2DEG).

For a total p bound states in the triangular well the volume
density of electrons is given as:

m* P 2 Ep—Ei
n(Z)ZkBTm;W/i (2)I” log (1+e ‘8T ) (1
=

where, m* is the effective mass of electron, E; is the ith energy
eigen value of electron, T is the absolute temperature, kg is
the Boltzmann’s constant and Er is Fermi level. The Fig. 2(a)
shows the volume density as a function of position z. For the
present case we find 9 bound states out of which the ground
state is 14.7 meV below the Fermi level. The first excited state
is approximately 5.3 kgT above the Fermi level for which
the probability of occupancy less than 0.5% and hence all
the states except the ground states are empty. The electrons
confined by the triangular well are thus confined to the ground
state but behave as plane waves in the plane which contains
the cBN/Diamond interface. The electrons in the ground state
subband interact with phonons to scatter from a momentum
eigenstate | k) to | k’ ) where, k is the wavevector in the plane
containing the cBN/Diamond interface.

The 2DEG sheet density (ng) results from the contribution
of ground state electrons only. The applied gate voltage (V)
modulates the slope of the triangular well causing the ground
eigenstate to move further down below the Fermi level and
the higher excited states move further upwards if the voltage
is increased from OV, accordingly the sheet density increases.
The contribution of higher states to sheet density negligible.

We determine the thickness of 2DEG at a given gate bias
as:

Area under the volume charge density

Ad = :
peak value of volume charge density (npeak)

2)
Il1. ELECTRON-PHONON INTERACTION

A. Description of Remote Polar Phonon

The presence of cBN/Diamond heterointerface causes local-
ization of longitudinal optical (LO) phonons in cBN layer
(medium 1) which appear as evanescent modes leaking into
the underlying diamond layer (medium 2). These modes
can be expressed as linear combination of symmetric and
anti-symmetric components with the Frohlich Hamiltonian
as [10], [11]:

1 _q(r—8
HAS=" g (0,q) —=€'17 (ag + 2’ )e (=1
0 g ()

where,

1/2
A7 he?S—! @
62 (0/0w) (61 (@) £(qd/2) + &2 (@)

g(w,q)=[

and, f (qd/2) = tanh (%) or coth (%) for symmetric and
anti-symmetric modes, respectively.

In (4), q is the phonon wavevector, d is the cBN thickness,
S = L2 is the area of heterointerface, &4 1s the static dielectric
constant of diamond (gq = 5.7 [14]), w is the phonon
frequency obtained by the solution of the following secular
equation for each mode:

&1 (0)f(qd/2) + &2 (w) =0 (&)

B. Remote Polar Phonon Scattering

To obtain the analytical expression of scattering rate of
electrons in the ground state subband, we model the ground
state wavefunction by Fang-Howard approximation [12], [13]:

w(r) = 7(1_)6 T (6)

where, ‘b’ is a variational parameter, b = Aﬁ%ﬁ;g‘s [12], (ng is
numerically estimated as shown in Fig 2(b)), m = 0.57mg [15]
the electron effective mass for diamond, ¢g is the vacuum
permittivity and ry is the position vector in the x-y plane and 1
is the depth of 2DEG from the interface.

The scattering rate given by the Fermi’s golden rule [11]:

1 _ S 2 2 2
Tt W/d Q(g) M (q)| 0 (Ex — ExEthw) (7)

In (7) the upper (plus) sign corresponds to emission and
the lower (minus) sign corresponds to absorption (also the
superscripts e and a corresponds to emission and absorption),
we will adhere to this convention throughout the letter.
Here, [M(q)| is the electron-phonon coupling matrix
element given as:
|M()|—k/Ni1:|:1|HA/S|kN 11! (8)
PI=\* N7 ey T
where, Ng=1/ (exp (kB@Tg —1

) is the phonon occupation
number. Accordingly, (7)

cCcomes:

q9=q2
1 b%S m / 4 2% (w, q) 1

= ©)
i 2m ik a q L mo)
q=q 1— (ﬁ + m)
where, the limits of integration are determined by:
q , mo
1l<l=—+—1)<1 10
- (21( ﬁkq) - (19)

In (10), w is substituted from (5) to obtain the limits on q.

Now, we express the scattering rate due to emis-
sion/absorption by symmetric and anti-symmetric mode as
below:

1 1 1
rleal = T{e,a} {e,a} (1D
sym Anti—sym
and the total scattering rate is given by:
1 1 1
=—+ (12)

The emission/absorption rates are plotted in Fig. 3(a). The
mobility of electron is expressed as:

€ < TTot >
fop = ——— (13)

Authorized licensed use limited to: University of lllinois at Chicago Library. Downloaded on February 11,2022 at 01:36:22 UTC from IEEE Xplore. Restrictions apply.



114

IEEE ELECTRON DEVICE LETTERS, VOL. 43, NO. 1, JANUARY 2022

6
10° b) 6000
T = 300K
7
< 10°
£
A
=
;—g'
S10t
1010
10° 10

0 0.1 0.2 03 04 05 200 250 300 350 400
Energy (eV) Temperature (K)

Fig. 3. (a) Phonon scattering rate: Emission rate for remote polar phonon
(black) and surface acoustic phonon (red); Absorption rate for remote
polar phonon (blue) and surface acoustic phonon (green) (b) Mobility
versus temperature for remote polar phonon (blue) and surface acoustic
phonon (green) [Inset fig: effective mobility g (in cm2/v-s) at various
gate voltage at room temperature]. (The solid lines indicate gate voltage
+1.4 V and dashed line indicates 0V).

C. Scattering by Surface Acoustic Phonon

The presence of interface modifies the bulk acoustic waves
as Rayleigh waves, which are elliptically polarized waves
localized near the interface with a velocity VR = w/q along
the interface, interacts with the carrier through deformation
potential resulting from distortion of the lattice causing local
changes in the crystal energy bands. The particle displacement
in the second quantized form is given as [13]:

A | R
U@ = mu (r) (aq + aiq)

The deformation- potential interaction Hamiltonian is given
as:

Haet = Ea D V-U (@)
q

2 |
w h i + _ia-
= —Ea—V]2 —prS Eq u(z) (aqelq T4 alge iq rn) (15)

where, V.u (r) = — (6—1) u(z)eldm; u(z) = Ae~“%r) is the
1

(14)

" ; A2 = A 2'0/s)’ —
position vector in Xy plane; A° = G = Qe @)’ n=
\£: Vi . .
1- V—‘; and s =,/1 — 5, Eq is the electron deformation
1 S

potential (8.7eV [15]), ag is the imaginary part of the trans-
verse wavevector of longitudinal acoustic wave, p is the den-
sity of diamond (3.51 gm/(:m3 [15]), Vi/Vy is the longitudinal/
shear acoustic velocity (18.21 x 10°/12.3 x 10° cm/sec [15])
and VR = 11.21 x 10° cm/sec [15].

The scattering rate is obtained from (7), (8) and (15) as
below [13]:

q=92

1 B m*Efvngz / q b6e—2alll
o T TRV 4 aath)®

q> 11
X Ng+=£=) (16)
2

2 2

where, 1 is the depth of 2DEG from the interface. The limits of
integration depends on threshold energy of electron [13], By, =
m*VzR

= 0.2038 meV. The limits for emission (upper sign)
and absorption (lower sign) respectively for electron energy
E > Ey, is:

*y
q =0 andq2:2k(1:|:m R) (17)

hk

No emission occurs for electron energy, E < Ey,, whereas the
limits for absorption for is:
m*V
R) (18)

qr =2k (—1+ ) and qp= 2k(1+ K

The effective mobility due to combined effect of remote
polar phonon (uop) and surface acoustic phonon (u,c) can be
represented as:

m*VR

1 1 1

%_#ac

Hop

19)

V. DISCUSSION

The absorption rate of surface acoustic phonon is about an
order of magnitude higher than the remote polar phonon at low
energies which gradually decreases and become comparable
for energies greater than 0.4 eV (Fig 3(a)).

The emission threshold for remote polar phonons is
0.154 eV, whereas, for surface acoustic phonons it is
0.2038 meV. The emission rate is on average 60 times higher
for remote polar phonon than surface acoustic at 1.4V gate bias
which increases to 80 times at 0 V showing higher sensitivity
of acoustic phonon to electron sheet density.

From (9) and (16), it is evident that for a given energy of
electron the maximum contribution to scattering is obtained
from long wavelength phonons, with this approximation we
can estimate that, the scattering rate expression shows a
quadratic ~ n? variation with the 2DEG sheet density. Hence,

S
the mobility varies as ~ ng” 2 as is evident form Fig 3(b) (inset).

V. CONCLUSION

In this letter we investigated the conditions for the formation
of a 2DEG at cBN-diamond interface and found that the
surface density obtained is on the order of 10'* cm™2. At room
temperature for the gate voltage increasing from 0 to +1.4V,
the mean free time of electron due to remote polar phonon
varies from 5.57 ps to 4.36 ps whereas for Rayleigh phonon
it varies from 2.23 ps to 1.61ps, consequently the mobility
limited by remote polar phonon is approximately ~ 2.5 times
higher than Rayleigh wave (Fig. 3(b)). This result is sig-
nificant because it implies that the surface acoustic phonon
(Rayleigh waves) is the dominant scattering mechanism and
the existence of the remote polar phonon effect does not
have a major detrimental effect of the mobility. In particular,
the surface acoustic phonon scattering dominates over remote
polar phonon scattering for temperatures below 375 K.
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