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Abstract: In this paper, a theoretical model of the propagation of a shear horizontal wave in a
piezoelectric semiconductor semi-infinite medium is established using the optimized spectral method.
First, the basic equations of the piezoelectric semiconductor semi-infinite medium are derived with
the consideration of biased electric fields. Then, considering the propagation of a shear horizontal
wave in the piezoelectric semiconductor semi-infinite medium, two equivalent mathematical models
are established. In the first mathematical model, the Schottky junction is theoretically treated as
an electrically imperfect interface, and an interface characteristic length is utilized to describe the
interface effect of the Schottky junction. To legitimately confirm the interface characteristic length,
a second mathematical model is established, in which the Schottky junction is theoretically treated
as an electrical gradient layer. Finally, the dispersion and attenuation curves of shear horizontal
waves are numerically calculated using these two mathematical models to discuss the influence of
the Schottky junction on the dispersion and attenuation characteristics of shear horizontal waves.
Utilizing the equivalence of these two mathematical models and the above numerical results, the
numerical value of the interface characteristic length is reliably legitimately confirmed; this value is
independent of the thickness of the upper metal layer, the doping concentration of the lower n-type
piezoelectric semiconductor substrate, and biasing electric fields. Only the biasing electric field
parallel to the Schottky junction can provide an evident influence on the attenuation characteristics of
shear horizontal waves and enhance the interface effect of the Schottky junction. Since the second
mathematical model is also a validation of our previous mathematical model established through
the state transfer equation method, some numerical results calculated using these two mathematical
models are compared with those obtained using the previous method to verify the correctness and
superiority of the research work presented in this paper. Since these two mathematical models
can better calculate the dispersion and attenuation curves of high-frequency waves in micro- and
nano-scale piezoelectric semiconductor materials, the establishment of mathematical models and the
revelation of physical mechanisms are fundamental to the analysis and optimization of micro-scale
resonators, energy harvesters, and amplifications.

Keywords: piezoelectric semiconductor; Schottky junction; interface effect; shear horizontal wave;
spectral method

MSC: 74H15

1. Introduction

Surface acoustic waves (SAWs) are elastic waves that propagate on a solid surface,
including Rayleigh waves propagating on the surface of a substrate and decaying along
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the depth direction of a semi-infinite medium [1,2], Love waves propagating in a layer over
a substrate [3-5], and so on. As SAWs have been widely used in nondestructive testing,
biological experiments, sensors, and seismology, studying the propagation of SAWs on
the surface of a solid medium or in a layer is of great importance. During the propagation
of SAWs in piezoelectric materials, the piezoelectric effect leads to variation in coupled
mechanical displacement and electric potential. Resulting from the semiconductor effect,
the variation in electric potential can lead to the migration and diffusion of hole and electron
carriers in some practical piezoelectric materials, i.e., piezoelectric semiconductors (PSCs).
Due to piezoelectric and semiconductor effects, PSCs have been used to make devices for
energy harvesting and acoustic wave amplification. Based on the classical piezoelectric
basic equations with respect to stress and electric displacement, some additional equations
concerning charge carrier current density are theoretically added [6-9], which have been
utilized to investigate the propagation of generalized Rayleigh SAWSs in a PSC half-space [1]
and a PSC thin film over an elastic half-space [10], bulk waves in a PSC slab sandwiched
by two piezoelectric half-spaces [11] and a PSC half-space [12], and shear-horizontal (SH)
waves in single-layered and multilayered PSC plates [13].

As a result of the different doping methods used, some practical PSCs can be either
p-type or n-type PSCs, e.g., zinc oxide (ZnO), while some practical PSCs can only be
n-type PSCs, e.g., gallium nitride (GaN). When an n-type PSC and metal are bonded
together, a Schottky junction appears inevitably at the interface between these two bonded
solids [14,15]. Compared with the physical properties of the bulk material, the Schottky
junction often has special physical properties. For instance, the steady electron carrier
concentrations inside the Schottky junction can vary dramatically, which may lead to
drastic changes in the electric potential and electron carrier concentration due to the
piezoelectric effect and the semiconductor effect. The influence of the Schottky junction on
the propagation characteristics of SAWs should also be considered with the decrease in the
geometric dimensions of the metal and PSC employed. Compared with the above literature,
the discussion of the influence of Schottky junctions on the propagation characteristics of a
shear horizontal wave is relatively lacking; this motivated our previous research work [16],
in which the dispersion and attenuation characteristics of a shear horizontal wave in an
n-type PSC substrate with a metal layer were studied. The Schottky junction that appeared
at the interface between the PSC substrate and the metal layer was considered an electrical
gradient layer.

On the other hand, in order to describe the propagation characteristics of SAWs
in micro or nanometer-scale materials, the surface and interface effect theory has been
established, in which the surface or interface can be regarded as an imperfect interface
that leads to a jump in the wave motion quantities between the two sides of the surface
or interface [17,18]. With the consideration of the piezoelectric effect, surface or interface
imperfect boundary conditions, governing equations, and interface characteristic lengths
were introduced, and then some surface and interface piezoelectric theories were also
established and utilized to investigate the propagation characteristics of elastic waves in
micro- or nanometer-scale piezoelectric materials [19]. Based on Hamilton’s principle and
a variational approach, Wang et al. established a generalized dynamic model to depict the
wave propagation properties in SAW nano-devices [19]. Utilizing surface elasticity, surface
piezoelectricity, and surface permittivity, the surface effect was considered to investigate
the Love wave propagation in a typical surface acoustic wave device composed of a
piezoelectric ceramic transducer film and an aluminum substrate and the shear horizontal
vibration of a piezoelectric plate. Based on the surface/interface elasticity (effect), Zhu et al.
derived formulations and carried out the calculation of the wave motion characteristics of
SH and Lamb waves in layered nanostructures [20]. It was found that the surface/interface
effect can be significant when the wavenumber is large and the thickness of the layer is
small, as these characteristics affect the dispersion curves, mode shapes, and kinetic and
strain energy on the wave. Making use of the dual variable and position method, Tian
et al. investigated the propagation characteristics of SH waves in multilayered PSC plates
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with imperfect interfaces and discussed the effect of stacking sequences and imperfect
interfaces [13]. It was observed that the mechanical imperfect interface can increase the
real part of the wavenumber and decrease the imaginary part of the wavenumber for the
1st and 2nd modes, while the electric or electric current imperfect interface has nearly no
influence on the dispersion and attenuation curves. Under the mathematical framework of
surface/interface elasticity theory, Enzevaee and Shodja formulated the propagation of the
torsional surface waves in a medium consisting of a functionally graded substrate bonded
to a thin piezoelectric over-layer [21]. It is observed that the surface/interface effects
result in a reduction in the phase velocity and the phase velocity reduces by increasing
surface/interface parameters for all modes at a specific wave number. Based on the transfer
matrix method and the Bloch theorem, Guo et al. studied the influence of the interface
effect on the dispersion relation of anti-plane elastic waves in nano-scale one dimensional
piezoelectric and PSC phononic crystal [22]. It is found that homo- and hetero-junctions
can be approximately treated as rigid imperfect interfaces, which can enhance the width
of band-gaps of anti-plane elastic waves, especially for high-frequency short-wavelength
anti-plane elastic waves. Based on surface effect of nanostructures and first-order shear
deformation theory, Zhang et al. developed a PSC nanoplate model to investigate the
influence of surface effect on the natural characteristics and electromechanical responses of
the nanoplate subjected to dynamic forces [23]. It is found that surface effect causes the
stiffness to be larger, the natural frequencies to be larger, and the piezoelectric effect to be
stronger of the nanoplate. Based on the Gurtin-Murdoch surface model, Li et al. conduct an
analysis of horizontally polarized shear (SH) waves propagating in an infinite n-type PSC
plate with nano-thickness and elaborate the influence of the surface effect, initial electron
concentration, and thickness of the PSC plate on the propagation characteristics of SH
waves, such as frequency spectrum, phase velocity, and cut-off frequency [24]. It is found
that the propagation characteristics of SH waves are size-dependent, and the macroscopic
effective shear rigidity is softened at the nanoscale due to surface effect, which thus leads
to the reduction of the frequency and phase velocity of SH waves.

Since the geometrical thickness of the Schottky junction is common at the micro-scale
which is much smaller than that of the body materials, it can also be treated as an electrically
imperfect interface without geometrical thickness but with piezoelectric and semiconductor
effects. Based on the physical properties of the Schottky junction and the existing interface
piezoelectric theories, the theoretical model of the interface effect of the Schottky junction
can also be established to better investigate the influence of the Schottky junction on the
propagation characteristics of SAW in micro or nanometer-scale PSC materials, which
motivates this paper’s work. First, considering the coupling mechanical displacement,
electric potential, and charge carrier perturbation, it is mathematically derived that the
basic equations of a PSC semi-infinite medium in Section 2, which consists of a lower n-type
PSC substrate, an upper grounded metal layer, and a Schottky junction that appears at the
interface between these two regions. Two biasing electric fields are further considered in
the basic equations of the lower n-type PSC substrate, which provides evident influence on
the physical properties of the Schottky junction. Then, through the spectral method [25-27],
two equivalent mathematical models are established to investigate the dispersion and
attenuation characteristics of the shear horizontal wave that propagates in this PSC semi-
infinite medium, instead of the state transfer equation method. Searching for complex
roots of complex transcendental equations can be avoided, and the numerical calculation
of the dispersion and attenuation curves of the shear horizontal wave is transformed into
solving the eigenvalues. To improve the efficiency of the above numerical calculation, the
calculating intervals of definite integrals are adjusted reasonably. In the first mathematical
model established in Section 3, the Schottky junction is considered as a two-dimensional
electrically imperfect interface without geometrical thickness but with piezoelectric and
semiconductor characteristics. To legitimately confirm the interface characteristic length
that describes the electrically imperfect interface boundary conditions of the Schottky
junction, the second mathematical model is established in Section 4, in which the Schottky
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junction is considered as an electrical gradient layer. Therefore, the second mathematical
model is also a validation of our previous mathematical model. Finally, based on the
above two equivalent mathematical models, the numerical results of the dispersion and
attenuation curves of shear horizontal waves are provided in Section 5. The numerical
value and variation law of the interface characteristic length are also legitimately confirmed
and studied. Some numerical results are compared our previous numerical results to verify
the correctness and superiority of the research work in this paper. After that, the conclusion
remarks are given in Section 6.

2. Problem Formulation and Basic Equations

Consider a PSC semi-infinite medium, formed by a lower n-type PSC substrate and
an upper grounded metal layer, as shown in Figure 1. The upper grounded metal layer
is isotropic. The lower n-type PSC substrate is transversely isotropic in the Oxy plane.
The z-direction is the polarization direction. The thickness of the upper grounded metal
layer H is at the micro-scale. Both the upper metal layer and lower PSC substrate are
homogeneous. Therefore, a Schottky junction appears at the interface between these two
regions, in which the steady electron carrier concentration is inhomogeneous along the y
axis. The geometrical thickness of the Schottky junction is y,,, which is much smaller than
that of the upper metal layer. The horizontal and vertical biasing electric fields applied
to the PSC semi-infinite medium are E, and E,, respectively. Consider the propagation
of the shear horizontal wave in this PSC substrate in the Oxy plane along the x axis. The
Schottky junction and biasing electric fields provide evident influence on the dispersion
and attenuation characteristics of the shear horizontal wave. To establish the mathematical
models of the shear horizontal wave that propagates in this piezoelectric semiconductor
semi-infinite medium and investigate the influence of the Schottky junction on the disper-
sion and attenuation characteristics of the shear horizontal wave, the basic equations of the
upper metal layer and lower PSC substrate are mathematically derived in this section. To
distinguish these two regions in the latter formulation, the physical parameters of these
two regions are indicated by the superscript ‘U’ and ‘L’, respectively.

Briy

y
e
H The grounded upper
metal layer

— - 0 X
e Ty -

x The lower n-type

hor}"zhoe; :;ej:avr» PSC substrate

Figure 1. Propagation of the shear horizontal wave in a PSC semi-infinite medium.
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Under the supposition of small deformations and the quasi-static electric field approx-
imation and with the consideration of biasing electric fields, the constitutive equations of
the lower n-type PSC substrate [11,12] are

L_ L L L L pL_ L L .L.L
i = Ciitry +eiP Dy = ey — €qd L,

b = —qutup¢ + qntugEp + qdgn’; (1)

O'I%, DL, and JE are the displacement vector, electric potential scalar,

where ulL, (])L, nk,
perturbations of electron carrier concentration, Cauchy stress tensor, electric displacement
vector and electron carrier current density vector, respectively. With the consideration
of the piezoelectric and semiconductor effects, Ciijl' e,%i i sil, VI%I' and dlEl are the elastic,
piezoelectric, dielectric, electron carrier migration, and electron carrier diffusion parameter
tensors, respectively. The carrier charge is g = 1.602 x 10~ 'C. The steady electron carrier
concentration is 7, which is a function of the space coordinate y and the vertical biasing
electric field E, mathematically

Py 9Np
ex N 5 R PN
D p{ L%Z/c§zyz+sly~y _yn S y S 0

(*%y —Ynl — zyn) *ﬁy(wyn)]}
Np —o0 <y < -y,

2

where N are the donor concentration i.e., the doping concentration, in the lower n-type
PSC substrate. The geometrical thickness of the Schottky junction is

( yyz/cyzyz y) (WU - WL)
7*Np

Yn = 3)

where WY and W are the work functions for the metal and n-type PSC substrate, re-
spectively. The detailed derivation of the above two physical quantities is shown in the
Appendix A. Based on plane strain assumption, the displacements, electric potential, and
carrier concentration perturbation of the shear horizontal wave are all functions of space
coordinates x and y and time coordinate ¢ mathematically

uy = uy = 0,u; = ug (x,y,1),¢" = ¢*(x,y,6),n" = n"(x,y,1) )

Inserting Equation (4) into Equation (1) leads to the Cauchy stress components

oul a¢L out opr
L _ L _ L el L _ L z L 99"
Uzx = Uxz = Cxzxz ox Uzy ‘7 Cyzyz ay ay (5)
electric displacement components
out opr out 84)
L_ L L L_ L el
Dx = Cxyz dx —Exx ox D yyz ay yy ay (6)

and electron carrier current density components

ont
Ji = qﬂLufzx(-;P +ant B + g -,

0 onl
]L - _qn ,uyy% +qn Vnyy +qdyy ay (7)



Mathematics 2024, 12, 560

6 of 26

With the consideration of the piezoelectric and semiconductor effects, the governing
equations of the lower n-type PSC substrate [11,12] are

aZM'L P} L
L L~ ] pL L gL n
Tiji =P 5 Pk = =0 Ty = 45 ®)

where pL is the mass density. Inserting Equations (5)—(7) into Equation (8) leads to the

governing equations expressed by the displacements, electric potential and carrier concen-
tration perturbations

CL a i iz ¢L _ pazug
yzyz axz WZ 2 ayz ot2

2
92 82 92 92
L N (9 9N L L
eyyZ(axz 2) yy( 3 ayz)‘l’ qn
2

+
)
o ot ?2 2 ~ 2 ~ 2
L L L L Lt 9 Lt 2\ L
Ty T Vyy(ax2+ayz>4’ +(P‘nyXaxJ“P‘nyyay>”
92 02 onk
L L _
+“’w(zaxz+e>yz)” =

Without the piezoelectric and semiconductor effects, under the supposition of small
deformations, the constitutive equations of the upper metal layer [28] are

u_ uou
Uij = CijaUrk (10)
where u].u ij and cY, ijki are the displacement vector, Cauchy stress tensor, and elastic pa-

rameter tensor of the upper metal layer, respectively. Based on the plane strain assumption,

the displacement component u]l.l is also a function of space coordinates x and y and time

coordinate t mathematically
ul = ull = 0,u¥ = u(x,y,t) (11)

Inserting Equation (11) into Equation (10) leads to the Cauchy stress components of
the upper metal layer

outt outt
u u u z u u u
Uzx = Oxz = Cxzxz ox = Oyz = Cyzyz dy (12)

The governing equation of the upper metal layer [28] is

o%ul
‘Tis‘{i = ! atzj (13)

where pU is the mass density of the upper metal layer. Inserting Equation (12) into
Equation (13) leads to
22 92 o2ull
u U _u
Cyzyz <8x2 + 8y2> =p 8t2 (14)
On the surface y = H, consider the surface condition of the upper metal layer with

respect to the Cauchy stress [28]

u
Uyz

=0 15
- (15)
Equations (9), (14) and (15) provide the basic equations of the PSC semi-infinite
medium, which can be utilized to establish the mathematical model of the shear horizontal
wave that propagates in this PSC semi-infinite medium through the spectral method.
However, as the core part of the PSC semi-infinite medium, the basic equations of the
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Schottky junction are not fully given. Therefore, when the Schottky junction is treated as
an electrically imperfect interface or an electrical gradient layer, two different groups of
basic equations can be given and two equivalent mathematical models can be established
in the next two sections. In order to improve the computational efficiency of these two
mathematical models, we reasonably modify some calculating intervals of definite integrals
in the spectral method.

3. The First Mathematical Model

According to Equation (4), assume the mathematical expressions of the displacement,
electric potential, and carrier concentration perturbation of the shear horizontal wave in
the lower n-type PSC substrate as

(UG, t), ¢t ey, ), (x,y, ) |

= {UZL(y), U(%(y), Uk (y) }exp {J(ka — thﬂ, —00 <y <0 1o

where kI and w’ are the apparent wave number component and angular frequency of
the shear horizontal wave in the lower n-type PSC substrate, respectively. Based on the
spectral method [25-27], the Laguerre polynomials Q,, are used to expand these three
undetermined amplitudes UL, Ufﬁ, and UL, which are all functions of the space coordinate
y mathematically

Ub(y) = Y0 2hRE(y) = Y0 2L RE(y),
Us(y) = Yo ohRE(y) =~ Y0 ohRE (),

o) M
Ug(y) = Y o o mmRu(y) = YR (y), —co <y <0 (17)

where z%, ¢L and nk, are expansion coefficients and

) 3 U .
iy () = €% Qu (=) Ry (—00) = Rf(=20) = 0,Qu(®) =y (7"¢7) (19

Inserting Equations (16) and (17) into Equation (9), multiplying both sides by RZL (y)
and taking the definite integrals lead to

0
M
W Yolzh [ RE()RE()dy

M / 0 "
b M 2 (R%’(O)Rf(O) “REORF(©0)+ [ RL(y)R <y>dy)

—00

sele ot o (REORHO) - REORF O+ [ RE@RE () ) "
= R, T 2k [ REGIRE @y + el X0 o [ RE)RE W)y
e X o7k (REORHO) - REORE(©)+ [ REWRE 1))
~eh, o0 (REORFO) - REORE (0 + [ REGIRE (1)) "

M 0 M 0
9 o [ REIRF@)dy = el Y0 o2k [ RE@)RF()dy

0
M
e, Yoo #h [ RE(RF )y
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M 0
iw )k [ RL()RF@)dy
m=0 -

M , , 0 "
Nbiy 1 9% (RH(O)RFO) - REORF 0+ [ REGRE w)ay )
M

w3 o (REQRHO) - REORE©) + [ REWIRF ()ay )

m=0

M 0
= L
+ikExpy, ) ny / Ry ()R} (y)dy (21)
m=0 -
+ L M L{( pL L 0 L Ly
FEundy L ok (REORFO) -~ [ REWR) )y
0
DVy/kZZ‘Pm | REw)REw)dy

a2 Yty [0 RE()RHw)y
m=0 —o

According to Equation (11), assume the mathematical expressions of the displacement
of the shear horizontal wave in the upper metal layer as

ul (x,y,t) = Uy (y)exz?[ (k” )}0 <y<H (22)

where kY and wY are the apparent wave number component and angular frequency of
the shear horizontal wave in the upper metal layer, respectively. Based on the spectral
method [25-27], the Legendre polynomials P, are used to expand the undetermined
amplitude UY, which is also a function of the space coordinate y mathematically

0 M
U (y) = Y o 2 RA () = Y oz Ri(y),0 <y <H (23)
where z% is expansion coefficients, m = 0,1,2, - - - , M. M is an integer.
2u—H _ dm . m
R%(y)—l’m(y),Pm(y)—zmm!dym(yz—l) (24)

Inserting Equations (22) and (23) into Equation (14), multiplying both sides by RY (y)
and taking the definite integrals leads to

‘H
Uty [ RE @RI )y
H ’ H H 1
sl YL (R R - REORE O]+ [T R R W) @

S D /0 SR (y)dy

Considering the geometrical thickness of the Schottky junction is much smaller than
that of the upper metal layer, i.e., y, < H, the Schottky junction is treated as a two-
dimensional electrically imperfect interface without geometrical thickness but with piezo-
electric and semiconductor effects in this mathematical model. The interface boundary
condition to the Cauchy stress and electric displacement at the Schottky junction is

{n ok, n;D! Hy:o— - {n (fl],o}]y:0+ - {o, D,{l} (26)



Mathematics 2024, 12, 560

9 of 26

where DZI is the electric displacement vector of the electrically imperfect interface,

T SN
Dy = ejjjuj; — €9, 27)

and ¢/, i and ¢! j are the interface piezoelectric and dielectric parameter tensors, respectively.
The interface boundary condition to the displacement and electric potential at the boundary

y=0is
{ubot}| o= {utho}| . = {ubo'} (28)

where ul and ¢! are the displacement vector and electric potential of the electrically
imperfect interface, respectively. Inserting the interface normal vector n; = {0,1,0} into
Equation (26) leads to

L _ _ I
(0t} ~ {0l = {0k g
Inserting Equation (28) into Equation (27) leads to
Dalc = eéyzug,x (30)
and
yyz = frey yyz (31)

where fl is the interface characteristic length related to the interface piezoelectric parameter.
Inserting Equations (30) and (31) into Equations (28) and (29) leads to

{u,%/ 4>L,(7yLz} ’y:O* = {ug 0, ay%} ‘y:m (32)

oL oul oL a‘PL L 0%ub
Cyyz y Eyy dy

= feeyy 2
y
Inserting Equations (16), (17), (22), and (23) into Equations (15), (32) and (33) leads to

(33)

M
Yoo Zn Ry (H) =0 (34)
M M
Zm:O Z%eri (0) = Zm:O anan (0) (35)
M
Yo PR3 (0) =0 (36)
M M M
Cﬁzyzzmzo ZanRan/(O) + eﬁyzzmzo 4)511{%(0) = c]l/lzyzzm 0 %RU/(O) (37)
L M LRL/ _ L vM LRL/ 12 RL 0 38
eyyzzm 0Zm ( ) gyyzm:() P ( ) f yyzz Zim ( ) (38)
and
KM=kl =k o' =wr=w (39)

Inserting Equations (34) and (35) into Equation (25) leads to

H
M
Yoz | REWIRE )y

el o=t (R ORY(0) + RAGDRY (1)~ [ REWIRY (1) )



Mathematics 2024, 12, 560

10 of 26

H
M M
belly Yoo ZhREORI(0) = Relly Yo o2k [ RYGIRH()dy (40

Inserting Equations (36)—(38) into Equations (19)—(21) leads to
0
M
w oY oz /_ _Ru@)Ri (y)dy

el Xt o7k (REORY )~ [ REWRE )

- (41)
M 0 M
el Yoo @ [ REWRE ()dy +clhy Y0 2R (O)RF (0)
2 L Mo 0 oL 2 N L
= kc yzyzzm:() Zm/_oo Ry (}/) (y)dy + ke yyzzmzo 47711/_oo Ry (y)Rl (y)dy
M 0 "
b Lok ([ REGIRE )y — REO)RF0) )
M 0 ,, M -0
~€5y Y o P /_ _RuWRE )y +4Y o i /_oo Ry () RF (y)dy W)
L M 0 L «—M 0
= ey Yooz [ REWIRF)dy =R, Y0l 0k [ RE)RF()dy
R el Y o 2RI (O)RF(0)
0
. M
WY gnk [ RERE()dy
M / ’ 0 "
Nk, Lo ¢ (REORHO) - REO)RE ©)+ [ REGIRE ()ay )
O "
b 0L gk (REORHO) - REORF )+ [ REGIRE (1))
0 Lt
Bl g (REORFO) - [ Rh )R] )y )
0
.3 L M
HKExpy,) o /_ Ry ()R] (y)dy
0
= Ny kY O / Ry (v)R} (y)dy
-0
+AL Y / Ry (y)R[ (y)dy
Combining Equations (40)—(43) and letting ! changes from 0 to M leads to
w?AP + iwBP + CP + ikFP = k>DP (44)
where the unknown expansion coefficients vector is
T
pP= {Z(L]I/Zl]l/ e /Zl]-\l/[/Z(%/Z%/ e /ZLM/(Pé/(P%/ e /¢k4/n3/n%/ e In%/l} (45)

The explicit expressions of coefficient matrices A, B, C, D, and F in Equation (44) are
given in Appendix A. In order to obtain the dispersion and attenuation characteristics of
the shear horizontal wave, define another vector as

Q=kpP (46)
Inserting Equation (46) into Equation (44) leads to

w?AP + iwBP + CP = —ikFP + kDQ (47)
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Combining Equations (46) and (47) leads to

o E][P E O][pP
w?A + iwB + C O] [Q} :k{—iF D] [Q} )

where O and E are the null and unit matrices, respectively. Equation (48) is a generalized
eigenvalue problem for the apparent wave number component k. Given the numerical
values of the angular frequency of the shear horizontal wave w, the dispersion and at-
tenuation curves of the shear horizontal wave can be obtained. Searching for complex
roots of complex transcendental equations in our previous mathematical model established
through the state transfer equation method can be avoided mathematically. Since many
elements of matrices A, B, C, D, and F are related to the definite integrals of Legendre
and Laguerre polynomials, the analytical results of the definite integrals of the above two
polynomials are given in the Appendix A of this paper. Using these analytic results, the
generalized eigenvalue problem in Equation (48) can be calculated efficiently. However, to
obtain the dispersion and attenuation curves of the shear horizontal wave, the interface
characteristic length fL should be legitimately confirmed. To legitimately confirm the
interface characteristic length f~, another equivalent mathematical model is established in
Section 4, i.e., the second mathematical model.

4. The Second Mathematical Model

In this mathematical model, the Schottky junction is theoretically treated as an electrical
gradient layer, in which the steady electron carrier concentration is a function of the space
coordinate y and the vertical biasing electric field E, mathematically, as shown in Equation
(2). Therefore, Equation (21) are modified as

~Yn "
| Ry (WR[(y)dy

. M ~Yn M
iw) [ _ RGWRF()dy — #yyNB Y, O /

M ~Yn "
sty Yoty ok (REORE©) - REORE©)+ [ REGIRF ()

[e9)

M 0 "
—dby ) RE (v)R[ (y)dy

(49)
M Yo — —
Lot [ (WERE (y) + EyRE () R (r)dy

—00

M “n
— Ul NEY L0k [ RE)RF )y

M “Yn
e, Yok [ RE(RE(n)dy

It is observed that the integral range of Equation (49) is different from that of Equation
(21), i.e., the optimized spectral method. The mathematical reason why we set the integral
range of Equation (49) this result is that the steady electron carrier concentration nk is
constant in this integral range according to Equation (2), and such mathematical operation
can simplify subsequent numerical calculations of definite integrals and improve the
computational efficiency of the spectral method. At the boundary y = 0, consider the
following interface condition [10]

u u _f.L L L L
{uz,O,O,ayzHy:0+ = {uz,qb ,n ’Uyz}’y:0* (50)

Inserting Equations (16), (17), (22) and (23) into Equations (52) leads to

Y o ZhRE(0) =Y ZHRE(0) (51)
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M
Y o PR (0) =0 (52)
M
Yoo mmRy(0) =0 (53)
L M L oL L M L pLr u M _upur
Cyzyzzm:() ZmRm (0) + eyyzzm:() ‘PmRm (O) = cyzyzzmzo Zm Rm (0) (54)

Inserting Equations (52)—-(54) into Equations (19), (20) and (49) leads to
0
M
W o"Y o Zhn L _Ru@)Ri (y)dy

e X7 (REORVO) - [ REGIRF Gy )

(55)
M 0 M
ebe Yoo @ [ REWRE ()dy +clhy Y0 2R ()R} (0)

M 0 M 0
= by Yooz [ REWIRF )y + el 30000k [ RE()RF()dy

e Loz (REORHO) - REORF )+ [ RE@RE ()
oo (REORKO) + [ REGIR (i)
0 [ RERE()dy = el T 2 [ RL(RE()dy
—K%el, Y o P [ 000 Ry (y)RF (y)dy
iwY oyt [ : RE () RE(n)dy — by NEY ok [
s ook (REORFO) + [ REWIRF (1))

M 0 "
o[ Ri )Ry

(56)

(57)
M “Yn oy — — L
gy Y o M l _ (IKEsRL () + B4R, (1) RE(4)dy
M —n
— Kl NEY L0k [ REW)RF )y
M “n
e, Yok [ RE(RE()dy
Combining Equations (40) and (55)—(57) and letting ! changes from 0 to M leads to
w*AP + iwBP + CP + ikFP = k*DPa = 1, (58)
where the unknown expansion coefficients vector is
u_u u L L L oL L L oL oL T
P= {Zo P21 ZMAZ0, 2 2 PO DT P T, T /”M} (59)
The explicit expressions of coefficient matrices A, B, C, D, and F in Equation (59) are

given in Appendix A. In order to obtain the dispersion and attenuation characteristics of
the shear horizontal wave, define another one vector as

Q = kP (60)
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Inserting Equation (60) into Equation (58) leads to
w*AP + iwBP + CP = —ikFP + kDQ (61)

Combining Equations (60) and (61) leads to

o E][P E oO][pP
w?A + iwB + C O] [Q} - k{—ﬂ: D] [Q} ©2

Equation (62) is also a generalized eigenvalue problem for the apparent wave number
component k without the interface characteristic length f£. Considering these two mathe-
matical models established in Sections 3 and 4 are equivalent, the interface characteristic
length fL can be inversely confirmed through the comparison of dispersion and attenuation
curves numerically calculated using these two mathematical models in the next section.

5. Numerical Results and Discussion

In this section, the dispersion and attenuation curves of shear horizontal waves are
numerically calculated using the mathematical models established in Sections 3 and 4.
Meanwhile, the interface characteristic length fL are legitimately confirmed through the
comparison of dispersion and attenuation curves calculated using these two equivalent
mathematical models. The upper metal layer and lower n-type PSC substrate are defined
as Au and ZnO, respectively. The constitutive parameters of these two materials in the
Cartesian coordinate system are contained in Table 1 [10]. To study the variation law of the
interface characteristic length f[, the thickness of the upper Au layer is taken as 1 um, 5 um
or 10 um, respectively, and the doping concentration of the lower n-type ZnO substrate is
1x 102! m=3,5 x 10?2 m~3, or 10 x 10*! m~3, respectively. Since the numerical calculation
of the dispersion and attenuation curves of shear horizontal waves is transformed into solv-
ing the eigenvalues, many eigenvalues that do not belong to the dispersion and attenuation
curves of shear horizontal waves are also obtained. To solve the above computational com-
plexity of the spectral method, we set the above numerical calculation examples to compare
with our previous research work and to quickly refine the eigenvalues that belong to the
dispersion and attenuation curves of shear horizontal waves from the original calculation
dates. The horizontal axes of the dispersion and attenuation curves are the dimensionless

angular frequency w = wH/ , /cﬁzyZ /pt. The vertical axis of the dispersion curve is the

wave speed of shear horizontal waves ¢ = real(w/k). The vertical axis of the attenuation
curve is the dimensionless attenuation parameter k = imag(kH).

Table 1. The physical constants of Au and n-type ZnO [10].

Cyzyz P Cyyz Eyy Hyy dyy w
ZnO 43 5700 —0.48 7.61 0.01 2.6 4.45
Au 42 19,300 0 0 0 0 5.1

Note: cyzy.: GPa, p: kgm*?’, eyyz: cm~2, &y 10711 cv-Im1, Hyy: m2v-1g—1 dw: 10~4m2s—1, W: eV.

To verify the correctness and superiority of the research work in this paper, Figure 2
shows the dispersion and attenuation curves of shear horizontal waves calculated by the
second mathematical model without the consideration of biasing electric fields, when the
thickness of the upper Au layer is 1 um and the doping concentration of lower n-type
ZnO substrate is 1 x 102! m~3, 5 x 102! m~3, or 10 x 10?! m~3, respectively. Similar to
Figures 2 and 3 in Reference [16], it is also observed from Figure 2a,b that the phase ve-
locities and dimensionless attenuation parameters of the first and second orders shear
horizontal wave tend to 1475 m/s and 0 m/s, respectively, with the increase of the dimen-
sionless angular frequency; the phase velocities and dimensionless attenuation parameters
of the first and second orders shear horizontal wave both gradually increase with the
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increase of the dimensionless angular frequency. At different doping concentrations, the
dispersion curves of shear horizontal waves coincide approximately, which means that the
Schottky junction has negligible influence on the dispersion characteristic of shear horizon-
tal waves; but the attenuation curves of shear horizontal waves change obviously, which
means that the Schottky junction has evident influence on the attenuation characteristic of
shear horizontal wave. Therefore, the Schottky junction can be theoretically treated as a
two-dimensional electrically imperfect interface. However, different from Figure 2 shown
in Reference [16], the phase velocities and dimensionless attenuation parameters of the
first order shear horizontal waves don’t tend to 2747 m/s and 0 m/s, respectively, when
@ — 0. The reason for these numerical calculation results is that the second mathematical
model is established using the optimized spectral method. On the one hand, searching
for complex roots of complex transcendental equations is transformed into eigenvalue
calculation problems; the initial values which are closely related to the complex roots
and need to be given in advance are no longer given. On the other hand, the numerical
calculation of the transfer matrix of Schottky junction through the truncated Magnus series
in Reference [16] is also avoided as the integral interval of Equation (49) is —oc0 <y < —y,,.
All the above mathematical operations can reduce the numerical calculation errors and
improve the computational efficiency. The robustness of the second mathematical model is
better than that of the mathematical model in Reference [16]. So, we can calculate and plot
the wider dimensionless angular frequency intervals and higher orders of the dispersion
and attenuation curves of shear horizontal waves in this paper.

%108
77777777 ——— T 1 T T r T
L \ \ _ Njp=1x10"m™
2047.1037 0.9F
N —---Njp=5x10"m™®
08} o
2047.1037 e ——==Np =10 x 10%'m™® | |
2047.1036 NS 07 1
: 06F ! !
) !
3 '
I o5} ! '
) \
) )
04 r
\ N
1475m/s 03l ;\I I‘.‘
__________________________________ : b b
Nj=1x10"m™ [| ozl b !
5 P E "l \
---- N5=5x10"m™ || i \
L 21 3 01 i
— N5 =10x 10" m °
. . .
2 4 6 8 10 0 2 4 6 8 10
w w
(a) (b)

Figure 2. The dispersion and attenuation curves of shear horizontal waves calculated by the second
mathematical model without the consideration of biasing electric fields. (a) The dispersion curves
H =1 um; (b) The attenuation curves H = 1 um.

Since the Schottky junction has evident influence on the attenuation characteristic
of shear horizontal wave, the comparisons of the attenuation curves of shear horizontal
waves are utilized to legitimately confirm the numerical value of the interface piezoelectric
parameter. Figure 3 shows the comparisons of the attenuation curves of shear horizontal
waves calculated by the first and second mathematical models without the consideration of
biasing electric fields, when the thickness of the upper Au layer is 1 um, 5 pum, or 10 pm,
respectively, and the doping concentration of lower n-type ZnO substrate is 1 x 10*! m~3
or 10 x 10?! m~3, respectively. The discrete numerical points are calculated using the first
mathematical model, in which the interface characteristic length related to the interface
piezoelectric parameter is

fL = —0.014774258 m (63)
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Figure 3. The comparisons of attenuation curves of shear horizontal waves calculated by the first and
second mathematical models without the consideration of biasing electric fields. (a) The attenuation
curves H = 1 um, Né = 1x10% m=3; (b) The attenuation curves H = 1 um, NB = 10 x
102! m~3; (c¢) The attenuation curves H = 5 um, NIL) = 1 x 102! m~3; (d) The attenuation curves
H =5 um, NB =10 x 10?1 m~3; (e) The attenuation curves H = 10 pum, Ng =1x101 m3;
(f) The attenuation curves H = 10 um, N5 = 10 x 10*! m 3.

Because the Schottky junction is theoretically treated as a two-dimensional electrically
imperfect interface, there is only one interface characteristic length that needs to be deter-
mined. This provides great convenience for the numerical calculations in this section. It is
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noted from Equation (63) that the numerical value of fL is negative. This numerical calcula-
tion result can be explained by Equations (32) that the sum of the electric displacement of
the shear horizontal wave at the boundary y = 0~ and the gradient of the interface electric
displacement is exactly equal to 0, which is the electric displacement of the shear horizontal
wave at the boundary y = 0. The continuous curves are also calculated using the second
mathematical model. Since these two mathematical models are equivalent, all the discrete
numerical points fall on the continuous curves approximately. It is further observed from
Figure 3 that the numerical value of f! is independent of the thickness of the upper Au
layer and the doping concentration of the lower n-type ZnO substrate. This is because the
thickness of the Schottky junction is usually on the order of 10 to the power of —7, which
is much smaller than the thickness of the upper Au layer. Due to the upper metal layer
being a grounded Au, the electric potential in the whole upper Au layer is zero, which
causes the interface electric potential to be zero as well and there is no interface boundary
condition related to the semiconductor effect, as shown in Equation (32). Since the interface
characteristic length fr is a constant, the first mathematical model is more practical, and
can be utilized to investigate the interaction between high-frequency elastic waves and
Schottky junctions.

To investigate the influence of biasing electric fields, the following dimensionless
biasing electric fields are introduced, namely,

Tx = .uﬁyfx \/ pL/Cﬁzyzr Yy = .uﬁyfy \/ pL/Cﬁzyz (64)

Figures 4 and 5 show the dispersion and attenuation curves of shear horizontal waves
with the variation of the above two dimensionless biasing electric fields. It is observed from
Figures 4 and 5 that these two biasing electric fields Ex and E, have almost no influence on
the dispersion characteristic of shear horizontal waves. This numerical calculation result
can be explained by Equation (7) that these two biasing electric fields are only related to
the carrier’s current density components, and the electrical energy accounts for a relatively
low proportion of the total energy of shear horizontal waves. While the increase of E,
makes the attenuation curves of shear horizontal waves shift towards higher values, which
means that the existence of E, can greatly enhance the attenuation characteristics of shear
horizontal waves. But the biasing electric field E,, has negligible influence on the attenuation
characteristic of shear horizontal waves. This is because the direction of the biased electric
field E, is the same as the propagation direction of shear horizontal waves, as shown in
Figure 1.

Figure 6 shows the comparisons of attenuation curves of shear horizontal waves calcu-
lated by the first and second mathematical models with the consideration of biasing electric
fields, when the thickness of the upper Au layer is 1 um, 5 pm, or 10 pum, respectively, and
the doping concentration of lower n-type ZnO substrate is 1 x 10>'m~3 or 10 x 10> m~3,
respectively. The discrete numerical points and continuous curves are also calculated using
the first and second mathematical models, respectively. It is also observed from Figure 6
that all the discrete numerical points fall on the continuous curves approximately, which
means that the numerical value of ! in Equation (63) is independent of biasing electric
fields. This numerical calculation result can also be explained by Equation (32) that there is
no biasing electric field in the electrically imperfect interface boundary condition.
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Figure 4. The dispersion and attenuation curves of shear horizontal waves with the variation of the
dimensionless biasing electric field 7. (a) The dispersion curves H = 1 yum, N5 = 10 x 10> m 3,
1y = 0; (b) The attenuation curves H = 1 um, N IL) =10x1021 m~3, 1y = 0; (c) The dispersion curves
H =5pum, NEL, =10%x10" m™3, 7y = 0; (d) The attenuation curves H = 5 pm, NEL) =10x 10" m3,
1y = 0; (e) The dispersion curves H = 10 um, Ng =10 x 102! m~3, Ty = 0; (f) The attenuation
curves H =10 pm, N5 =10 x 10! m~3, 7, = 0.
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Figure 5. The dispersion and attenuation curves of shear horizontal waves with the variation of the
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vx = 0; (b) The attenuation curves H = 1 um, N ,5 =10x 102 m=3,9, = 0; (c) The dispersion curves
H =5um, NB =10x 10?1 m~3, Yx = 0; (d) The attenuation curves H = 5 um, ng =10x 1021 m~3,
¥x = 0; (e) The dispersion curves H = 10 pum, N,% =10 x 102! m~3, 4, = 0; (f) The attenuation
curves H = 10 um, NIL) =10 x 102! m~3, Yx =0.
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Figure 6. The comparisons of attenuation curves of shear horizontal waves calculated by the first

and second mathematical models with the consideration of biasing electric fields. (a) The attenuation
curves H = 1 um, NB = 10 x 10?2 m~3, vy = 0; (b) The attenuation curves H = 1 pum, NE =
10 x 102! m~3, vx = 0; (c) The attenuation curves H = 5 um, N[L) = 10 x 10?2 m=3, Ty = 0;
(d) The attenuation curves H = 5 um, N,% =10 x 10?2 m~3, 9, = 0; (e) The attenuation curves
H = 10 um, NIL) =10 x 1021 m3, vy = 0; (f) The attenuation curves H = 10 pm, NE =10 x
102! m—3, 7, = 0.

6. Concluding Remarks

The influence of the Schottky junction on the dispersion and attenuation characteristics
of shear horizontal waves in an n-type PSC substrate with a metal layer is the primary
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concerns of the present work. According to the surface and interface piezoelectric theories,
a new interface effect theoretical model of the Schottky junction is derived based on the
physical properties of the Schottky junction. An interface characteristic length that related
to the interface piezoelectric parameter is utilized to express the electrically imperfect
interface boundary conditions of the Schottky junction. To legitimately confirm the interface
characteristic length, the Schottky junction is treated as an electrical gradient layer. Two
equivalent mathematical models are established through the optimized spectral method.
From the dispersion and attenuation curves of shear horizontal waves and the interface
characteristic length calculated and confirmed through these two equivalent mathematical
models, the following conclusions can be drawn:

1.  Compared with our previous numerical results, the more accurate, wider dimension-
less angular frequency intervals and higher orders of the dispersion and attenuation
curves of shear horizontal waves can be calculated through these two equivalent
mathematical models, which embodies the value of this paper’s research work.

2. The second mathematical model is more accurate, but the computational stability
and engineering practicality of the first mathematical model is better than that of the
second mathematical model.

3. Only the biasing electric field parallel to the Schottky junction can provide evident
influence on the attenuation characteristic of shear horizontal waves and enhance
the influence of the Schottky junction; adjusting the biasing electric field can regu-
late attenuation characteristics of shear horizontal waves and optimize the acoustic
characteristics of energy harvesters formed by PSC semi-infinite medium

Since the influence of the Schottky junction mainly concentrates on the attenuation
characteristic of the shear horizontal wave, the discussion in this paper provides theo-
retical guidance for the design and manufacture of SAW resonators, energy harvesters,
and acoustic wave amplifications [29,30]. Through the first mathematical model and the
interface characteristic length, we might consider the propagation characteristics of shear
horizontal waves in more complex PSC materials in subsequent work, such as the PSC
layered composite structures containing multi-layer Schottky junctions.
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Appendix A

To obtain the geometrical thickness and steady electron carrier concentration of the
Schottky junction, consider the constitutive equations of the Schottky junction

UyLz (y) = C;Jzyz ué,y (}/) + e§yz¢,[9 (}/) (A1)

Dy (y) = eyt (y) — gy dl (v) (A2)
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_ det _ - dm*
Iy () = —qi" (), ¢dy(y )4 g™ (y)y, Ey + qdy, d;y ) y<y<o (a3)

Consider the Cauchy stress tensor in the Schottky junction is zero

0y(y) =0,—yn <y <0 (Ad)

Inserting Equation (A1) into Equation (A4) leads to

L
e
uzy(y) = —ngy; 5(y), —yn <y <0 (A5)

Inserting Equation (A5) into Equation (A2) leads to

eL2
Dy(y) = - <Cy£”y + e@) (), —yn <y <0 (A6)

Consider the governing equations of the Schottky junction

Dy, = qNp, —yn <y <0 (A7)

where N} are the donor concentration i.e., the doping concentration, in the lower n-type
PSC substrate. Inserting Equation (A7) into Equation (A8) leads to

NL
4’,Lyy(y) =T D

Ty <y <0 (A8)
iz / Czyz + €y !

The mathematical solution of ¢ can be obtained from Equation (A8)

Loy _ gNp 15 <y
¢ (y) - e}egz/cgzyz'i_e%y( zy +Ay+B ’ yi’l —y—o (A9)

where A and B are two unknown constants. To determine the expression of A, the potential
boundary conditions at the lower boundary of the Schottky junction are introduced

() = By (A10)
Combining Equations (A9) and (A10) leads to

L
qNp
2 /L I
Cyiyz/ Cyizyz + €y

1 -
¢ (y) = (—2y2 — Yy + B) —Eyy,—yn <y <0 (A11)
The contact potential condition between the upper metal layer and lower n-type PSC

substrate is introduced

Wuwa

p + Eyyn (A12)

¢*(—yn) — ¢"(0)

Inserting Equation (A1) into Equation (A12) leads to the geometrical thickness of the
Schottky junction

(A13)

J 2(elf/ cliys + el ) (WU = W)
Yn =

PN

Consider the electron carrier current density tensor in the Schottky junction is zero

Jy(y) =0,y <y <0 (A14)
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Inserting Equations (A3) and (A11) into Equation (A14) leads to
_ iz Nk 1 _
() = Cexp{ dZy [/QLZL (—zyz - yny> - 2Eyy1 } —yn <y <0 (Al5)
Cyyz/ Cyzyz T Eyy
The boundary conditions of steady-state carrier concentration are introduced
i (—yn) = Np (Al6)

Combining Equations (A15) and (A16), and yﬁy/ dﬁy = q/(kgT) leads to the steady
electron carrier concentration of the Schottky junction

L g |__aNp
) NDEXP{kBT [Cﬁﬁz/cgzi+£§y Y, <y =<0
L = W <Y< A17
(—49% vy = 393) ~ 2By (v +v0)] | -
NG —co <y < —y,

The explicit expressions of coefficient matrices A, B, C, D, and F in Equation (44) are

A" o o0 o O 0O O O
l
A—|O 4% 0 0, |0 00 Of
O O O O O 0 0 O
O O O O O O O Bl
cm croo o D" o O O
c_ |G ¢ cjz’g Olp_|9 D;Z"; Diz’?; o
0O G; Cj Gy O D3y Dy O
o o cp cy o o DY Dy
O 0 0 O
O 0 0 O
F=10 06 0 o (A18)
O O O FJi

where

Im u’ u u u’ H u U”
Cit = ~clt (R ORI(©) + REGNRY (1)~ [ RE@RE )y ),

Clf = cif-Ri ()R (0), CY = ¢

yzyz yzyzRu (O)RIL(O)/

€t = —chye (REO)RS'©) - [

REWRE ()ay ),
23 - eyyz/ RL RLN )dy’
¢t = eh ([ RAWRE (s~ REORE (©)),

0 "
ol = b, [ REGIRE )y, % =g REGIRE)dy,
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0 "
clt = ~Nby (REORHO) - REORV©) + [ REWR Wy ),

it = b, (REORHO) - REORE 0 + [ REWRF ()

+Euny (REORKO) - [ RE@RY (1)),

H 0
Dllnf = C;Izyz/o R%(V)Rlu(]/)dy/Dlg = Cﬁzyz/ioo R[rh(y)RlL(]/)dy/
L 0 L L
DY = cby. [ RLWIRF(n)dy,
0
DY —ely. [ RE(IRF()dy + fhebyRL(O)RF(0),
L 0 L L Im L. L 0 L L
DY = —e, | RLIRF)dy, D = ~Npufy [ RLW)RF(n)dy

0 - L 0
D —df, [ RL)RF W)y FY =By, [ REGREG)dy  (A19)
and . 0
RE(©0) = LRE(©0) = 5 +m, [ REGIRFW)dy = 8y,

0 1
| REWRE W)y = 58, +(m—1-1),

0 " 1
| RE W)RF)dy = 381+ (m = Dy (m =1 - 1),

m(m—+1)

RY(H) = LRE©) = (-1)", RE(H) = "2,

Wy _ ¢ qym+1m(m+1) /'H UgypU __H
Ry (0) = (0" = | Ru(WR\ W)y = 5= oms,

H n _
ur u _ Ek:O 252](_1,] m=2n
/0 Rm (y)Rl (y)dy - { ZIZ[:O 2(52’(,] m=2n4+1’

H "
| R @R @)y

_ 2m(r;lz+1) . 2min(m,l)'[z1in(m,l)+1] m4+1=0 (mod 2)[
0 m+1=1 (mod 2)

0 ! 0 y<0
‘5"”:{1 Zfl’hl(y):{1 i>0 (A20)

The explicit expressions of coefficient matrices A, B, C, D and F in Equation (58) are

—Im

A" o o0 o 000 O
_ —lm _lo oo o
o A7 0 o] 5_
A=10 5 6 ol o o 0o o
O 0 0 O o 0o o B
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Ch G O O Dy O O O
c_ |Gl C Gy ol _|0 Dy Dji O
C= Im  —lm Im D= =Im =lm ’
O Cp G Gy O D3 D3z O
o o cp ¢y o o Dy Dj
O O O O
_ O O O O
F = O 0 O O (A21)
0O 0 O E!

where

—Im —Im
Ciy = iy R (R} (0), G = ¢ty Ryl (0) R} (0),

71 0 "
O =~ (REORF(O) ~ [ REGIRF (1)),
—] 0 "
G35 = el [ REWIRF 1)y,
7lm O "
O3 = e (REORHO) - REORF )+ [ REWRF (),
ilm ! 0 "
O = ~cky (REORKO) + [ REWRF ),
=lm 0L L
Cu=4q /_oo Ry (y)R; (y)dy,

—] —Yn " —] / 0 "
Cly =~y Nb [ RE ()R Wy, € = iy (REORHO)+ [ REGIRF (1)ay )

—Yn

O " = !
~diy [ R RF W)y + e Ey [ RE @R )y,

— H — 0
DY} = e [ REWRY ()dy, D3 = clye [ REWIRF )y,
I 0 I 0
D3 el [ RE(IRFw)dy, DS = el [ REW)RF()dy,
— 0 — ~Yn
D35 = by [ RERE(w)dy, D5 = —ubyNb [ " RE()RE()dy,
—1 —Yn . _ —Yn
D =i, [ REGIRFW)dy B = ul B [ RE@IRFdy  (a22)

Since the second mathematical model is also a validation of our previous mathematical
model, Table A1 summarizes the current work with previous work.
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Table A1l. The summarization of the current work with previous work.

The Current Work
The First The Second Reference [16]
Mathematical Model Mathematical Model
Without the
The constitutive The loz\fljrs?;gfe PSC With the consideration of biasing electric fields consideration of
equations biasing electric fields
The upper metal layer Identical
The lower n-type PSC .
The governing substra{f Identical
equations
The upper metal layer Identical
The surface condition of the upper metal layer Identical

Theoretical treatment of the Schottky junction

An electrically

; ; An electrical gradient layer
imperfect interface electrical gradie ye

The optimized spectral The state transfer

Theoretical modeling method The spectral method method equation method

Searching for complex
roots of complex
transcendental
equations

The numerical calculation of dispersion and

. Generalized eigenvalue problems
attenuation curves
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