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Exact closed-form expressions have been derived for the stresses and the electric
fields induced in piezoelectric multilayers deposited on a substrate with lattice mis-
fit and thermal expansion coefficient mismatch. The derived formulations can model
any number of layers using recursive relations that minimize the computation time.
A proper rotation matrix has been utilized to generalize the expressions so that they
can be used for various growth orientations with each layer having hexagonal crys-
tal symmetry. As an example, the influence of lattice misfit and thermal expansion
coefficient mismatch on the state of electroelastic fields in different layers of GaN
multi quantum wells has been examined. A comparison with the finite element analy-
sis results showed very close agreement. The analytical expressions developed herein
will be useful in designing optoelectronic devices as well as in predicting defect
density in multi quantum wells. © 2017 Author(s). All article content, except where
otherwise noted, is licensed under a Creative Commons Attribution (CC BY) license
(http://creativecommons.org/licenses/by/4.0/). [http://dx.doi.org/10.1063/1.4991836]

I. INTRODUCTION

Piezoelectric multilayers are widely used in high performance sensors, actuators and electronic
devices. LEDs and other optoelectronic devices are fabricated mostly by nitride-based materials
that have hexagonal crystal symmetry. The multi quantum wells in these devices can be fabri-
cated in different growth orientations such as c-plane, a-plane, m-plane, and semi-polar planes.
Each layer of these devices can have different lattice parameters and thermal expansion coefficients
that give rise to misfit and thermal strains. Furthermore, the piezoelectric properties of these lay-
ers lead to electric field generation in each layer. Since the strains and electric fields in the layers
can influence the optoelectronic device performance, the quantification of their magnitudes is of
importance. They can also be important in predicting the formations of defects and their densities.
Therefore, it would be very useful to have analytical expressions that can readily provide the stress
and electric field distributions in each layer, given the lattice and thermal expansion coefficients
mismatches. The analytical prediction tool developed herein can be very useful in optoelectronic
device design particularly when piezoelectrically generated electric field needs to be taken into
account.

There are many works available in the literature on modeling of elastic multilayers deposited
on a thick substrate. Most of them are based on the beam bending theory first developed by Stoney
in 1909.! There are many modifications of the original model to accommodate for variety of appli-
cations. Townsend and Barnett developed the elastic relationships in layered composite media and
devised the approximation formula for the case of thin films on a thick substrate.> The multilayer
models available in the literature are shown to be computationally cumbersome as they require solv-
ing simultaneous equations in obtaining the solution. This feature increases the computation time
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with the number of layers modeled. It will be even more difficult if anisotropic layers are considered
giving rise to anisotropic strain and stress fields. In this regard, Freund developed a two parameter
model for the stress distribution by defining a reference plane, a reference strain and a reference
curvature for compositionally graded thin films.>* Some multilayer models were developed based
on the Freund’s model defining the reference plane arbitrarily.>® These models require solving the
simultaneous equations which can turn out to be complicated even for two parameter models. There
are some other works available in the literature on multilayer thin films deposited on a substrate
which are subjected to non-uniform misfit strains and non-uniform temperatures derived by mod-
ifying the original Stoney formula to evaluate stresses and curvature in each layer.”® Hsueh et al.
provided analytical formulations for thermal stresses in joining two layers with multi and graded
interlayers.” Recently, Gao et al. developed an elastic multilayer model in evaluating the thermal
stress distribution in a multilayer coating by defining the reference plane at the neutral axis when
the multilayer system is subjected to bending only.!? This model avoids solving simultaneous equa-
tions as it calculates the total curvature and the inplane reference strains in place of calculating these
parameters for individual layer. This can greatly reduce the computation time and complications in the
calculations.

There are number of works available on modeling piezoelectric multilayers applicable to sensors
and actuators.!' =2 Nehjad et al. modeled intrinsic strain in the layered piezoelectric structure and
evaluated residual stresses in each layer of the piezoelectric microelectromechanical systems.?! There
are also many works available on evaluating the stress fields in multilayered nitride-based devices
considering them as purely elastic media.’>?? There were attempts made to calculate the electric fields
and optical transitions in InGaN/GaN quantum wells by developing a piezoelectric multilayer theory
that holds the total electric displacement in the multilayer to be constant while the total electric field
is made to vanish.2* However, there is very little work are available in the literature on the analytical
models applicable to piezoelectric multilayers especially for modeling optoelectronic multi quantum
wells. To the best of authors’ knowledge, there is no analytical model available providing the closed-
form expressions that can handle piezoelectricity in each layer having various crystal orientations of
hexagonal class.

To this end, a closed-form solution for the electroelastic fields has been derived that predicts the
curvatures and the normal strains in the piezoelectric multilayer. As an example, specific results for
inplane stresses and electric fields have been calculated for a GaN-based multi quantum well device
with 12 thin film layers deposited in various growth orientations, namely c-, a- and m-planes, on a
thick sapphire substrate. These results are validated by modeling the multi quantum well layers using
the commercial finite element analysis code ABAQUS 6.14. The influence of thermal expansion
coefficient and lattice mismatches on the electroelastic fields are examined along with the effects of
piezoelectricity in different growth orientations.

Il. ANALYSIS AND RESULTS

This work is the generalization of the elastic multilayer formulation given by Gao et al.,'” hence,
the same general methodologies have been followed. In particular, this work includes transversely
isotropic material properties belonging to a hexagonal crystal class exhibiting piezoelectricity and
spontaneous polarization. This work also introduces the rotation matrix so that one can obtain the
closed-form expressions for various growth orientations. In addition to the thermal strain, our for-
mulation also includes strains arising from lattice misfit between the film layers. This model also
accounts for different inplane strains and curvatures along the mutually orthogonal directions arising
from anisotropic material properties. These additional considerations in the analytical model makes
the solution somewhat more complicated, however, the main approach here is simple in that the
lattice misfit and thermal mismatch in each layer give rise to extensional or compressive strains that
collectively induces bending in the multilayer. The intrinsic piezoelectricity and spontaneous polar-
ization along [0001] crystal direction in different layers give rise to electric fields. It is assumed that
only normal strains are induced in the multilayer, which give rise to only normal stresses. There-
fore, the shear stresses and strains are considered to be zero everywhere. We solve the problem
by dividing it into three components, namely, the reference inplane normal strains arising from
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the extension/compression of the multilayer (g, sly\;), the reference curvature components due to
bending (K, K), and the strains due to layer-wise lattice misfit (8:.7), and strains due to thermal

mismatch (sgi). The sum of sg‘i and sgi is being treated as the total mismatch strain, 82’11 The
inplane normal strains due to lattice misfit between the consecutive layers are considered to be con-
stant for each layer. We solve these problems separately using the linear piezoelectric constitutive

relations and then invoke superposition principle to evaluate the layer-wise stresses and electric
fields.

A. Piezoelectric multilayer formulation

A piezoelectric multilayer is schematically shown in Fig. 1, where n layers of the piezoelectric
films with individual thickness, #; (i=1, 2,.., n), are bonded sequentially to a substrate with thickness
to. The first layer of the piezoelectric multilayer is in direct contact with the substrate. The coordinate
system is defined such that the substrate bottom surface is located at z = 0, the free surface of the
multilayer is located at z = h,,+1, and the interface between layers i and i+1 is located at z = h;;1. The
relation between /; and #; can be expressed as'’

hi=Y g (i=1ton+1). (1)

The multilayer is deposited on a substrate with different lattice parameters and different coeffi-
cients of thermal expansion. During the fabrication process, these layers are deposited at an elevated
temperature and subsequently cooled down. Hence, the lattice mismatch and the coefficients of
thermal expansion mismatch between the consecutive film layers collectively induce the overall
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FIG. 1. Schematic representation of n layers multilayer and growth orientations.
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extensional or compressive strain as well as the bending of the whole multilayer. Each layers are
piezoelectric, therefore, the strains can produce electric fields in each layer.

The total strain in the multilayer system consists of the reference inplane strains (&%, g]y\;) and
. . B B
the bending strains (&y,, &y,) such that
Tot _ N , B Tot _ N , B
Erp =€ T Exx and Eyy =&y 2)

where €8 = K,(z - I1,) and sfy = K,(z —TI1) with z = I1,, z = I1, defining the location of the reference
plane on which the bending strain is zero. The x- and y-components of both the strains and the
curvatures are considered to be different due to material anisotropy. The electric field components
due to the reference normal and bending strains can be expressed as

EF" =EN + EF, 3)

where k denotes the coordinates x, y and z. As discussed above, the inplane and the out-of-plane
shear components of both the strains and stresses are zero for the considered piezoelectric multilayer
(Ex = &7y = €4y = Oy = 03, = Oy, = 0). This assumption leads to the vanishing of electric fields and
electric displacements along the x- and y-axes (E[' = EI"' = DI’ = DI”" = 0) when the constitutive
relations shown in Appendix A are used.

The constitutive relations for hexagonal crystals (Appendix A) are given such that the c-axis
[0001] of the crystal is aligned with the z-direction (Fig. 1), while the crystal directions [1120] and
[1100] are aligned with the x- and y-axes, respectively. We would like to consider two sets of rotations,
namely about [1 120] direction where [1100] and [0001] rotate by an angle ¢, while the rotation about
[1100] rotates the other two crystal directions by an angle 6. The combined rotation matrix can be
expressed as

cos 6 0 —siné
[U]l=|sinfsin¢ cos¢ cosbsing
sin @ cos ¢ — sin ¢ cos 6 cos ¢

The solution has been derived for the electroelastic fields in the piezoelectric multilayer for three
popular growth orientations, namely, c-plane (¢ = 6 = 0), a-plane (¢ = n/2, 8 = 0) and m-plane
(¢ =0, 8 = m/2). Here, the crystal directions are rotated in accordance with the growth direction,
while x-, y- and z-axes are fixed to the global geometry of the multilayer, i.e., the x- and y-axes
are always the inplane directions while the z-axis is the growth direction. Therefore, for the c-plane
growth, the z-axis is aligned with [0001] direction while x- and y-axes are associated with [1120]
and [1100] directions, respectively. These assignments change for the a- and m-plane growth, where
the crystal growth direction [1120] is aligned with the z-axis for the a-plane growth, and the crystal
direction [1100] is aligned with the z-axis for the m-plane growth.

The stresses and the electric displacements in the i’ layer of the multilayer with [0001] crystal
axis as the growth direction can be expressed using the constitutive relations provided in Appendix A.
After discarding the shear stresses which are assumed to be zero in this work along with the inplane
electric displacement components turn out to be zero based on the assumptions made and properly
utilizing the rotation matrix above, the state of normal stresses and electric displacement along [0001]
crystal direction for a generalized orientation can be expressed as

i i i i N B mt Ti
O xx A Al Al e Exx T Ex ~ € — &

X xx 0
i iAol i N, B m Ti
Ty | _|AuAp Ay =4 Eywtey =8y —&y | ] 0 4)
o TlAL AL Al e NGB _gm _ T 0 [’
=z 31 A3y A33 7€3 Ep TEx T&€; — & pi
i i i i N B _gM
Digoon er ¢ e e ] VEgoon * Ejory — Ejooon P
where i = 0 stands for the substrate while i = 1, . . . ., n stands for different layers of the piezoelectric

multilayer film. The A;; and e; are rotated anisotropic elastic and piezoelectric material constants,
respectively, which can be expressed as

c11 €12 €13 , el e3
[A]=[U]|c12 c11 c13 | [U] ey =[U]qe31 ¢,
C13 €13 €33 e3 e33
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while €33 is the materials’s dielectric constant. Here, s” and &l  are the inplane strains arising from
the lattice mismatch between the consecutive layers, where as glz\;, sle, .9;”; are, respectively, the
out-of- plane normal reference strain, bending strain, and the strain due to lattice misfit. The thermal

strains, eT can be expressed as

T

Sy;x a, 0 0
&y 0=[U1|0 a, O|[U"AT,
el 0 0 a.

Z

where @, is the thermal expansion coefficient along [1 120] and [1100] directions and a. is the thermal

expansion coefficients along [0001] direction. E[oom] is the electric field component due to lattice

and thermal mismatches and P§p is the spontaneous polarization along [0001] direction.
The out-of-plane normal stress, o, and electric displacement, Djooo1}, are considered to be

matched at each interface, i.e., o, = o' and Djy; = Diggey;- At the free surfaces and edges,

the traction free and charge free boundary conditions are apphed ie., 0'(1 =0 = D(é)()?))l = 0. These

conditions are utilized to evaluate the out-of-plane normal strain, &, and the electric field, E!

each layer.

w [0001]

B. Normal stresses in multilayer
1. Inplane stresses due to reference and mismatch strains

The inplane reference strain components, £¥. and £, and the mismatch strains arising from lattice

o
mismatch, &7 and 8vy, and the thermal mlsmatch, 8ij, respectively, are constant in each layer, i.e.,
does not vary through the thickness. The interlayer continuity conditions and the boundary condition

at the bottom surface of the substrate give rise to o" =0 — o" I and Diogm] = Dloém Therefore, it
turns out that 0'7 = D[ooo 5= 0, where i = 0 1, 2, ....n. These conditions were used to evaluate the
out-of-plane normal strain components, s " and sz, , and the electric fields, E[0001 and EA(/)[om The

inplane stresses arising from the reference mplane strains, £V, and gyy can be expressed as
N _ »i N i N
a—xx - Ql‘gxx + QZSyy
y) Q’;‘gxx + Q4 yy? (5)

and the inplane stresses due to lattice and thermal mismatch can be expressed as

i pi

O'Qf = Q’i (s)"fxl + sg) + Qé(s/’v’f\f + 8yTyl) - ,-Sp
3
y;
)
= Ql(enm’ +€0) + Qe + 1) ~ Af", (6)
3
where
o —ai JAnht_af; Auh
1=47 A 71431 A
3 3 3
Ol =Al — A113A12 _ ﬁ AL A§3Alz
2742 T T T 1432 A
3 €3 3
i gl AQAL e [ ARAY
Q3 —4a21 T Al Y i) Al
3 3 3
i gl A123A12 e Al A133A12
0, =Ay — T G T
3 3 3
and

Ay =(ezer +A3z1€33) Az =(ezez + Axr€33) Az = (€§ +A33633) .
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2. Inplane stresses due to bending

The bending strains, g = K,(z - II,) and s = Ky (z — II,), are functions of z, hence, linearly
vary through the thickness. As discussed above the out-of-plane normal stress, 0., and electric
B =DB . Atthe

displacement, Djoo17, are continuous at the interfaces, i.e., o, = 0' ! and Dlhom [0001]"
same time, they are zero at the bottom surface and at the free edges of the multllayer These conditions

have been used to calculate the out-of-plane normal strain, szz , and the electric field, EZ, [0001]° in the
substrate and in the film layers.
After the substitution of the out-of-plane normal strain, SZZ , and the electric field, E%(hm the
inplane bending stresses in the substrate can be expressed as
0 0 0
_A QIK I, + A}, Kz — Q5K 10,
ol =A(2)1sz - QK1 + A9, Kz — QYK 1. (7)

The inplane bending stresses 1n the (i + 1) layer of the multilayer can be expressed by substituting the
out-of-plane normal strain, £, and the electric field along [0001], EZ into first two equations

2z [0001]°
of Eq. (4)
i+1
fo Ql+1K (Z _ x) + Ql+1K ( ) + Ql+l
B+l i+1 i+1 i+1
oy =05 Ki(z—1IL)+ Qg K, (Z - Hy) +0)p > ®)
where
i+1 pi+l ei+1 Bi+1
i+1 z+1 1372 71 ( i i+1) Al T2
05 =Ay + —pmi— ~ g (s =43 — A5 o
1 3 1
i+1 pi+l ez+l Bi+1
i+1 i+1 1373 71 ( i i+l) i+1 3
Qs =Ap + TRl il Ay —Ap ) —Ay Birl
1 3 1
Ai+lBi+l
i+1 i 33
Q =B Bitl
1
i+1 pi+l ei+] i+1
i+1 i+1 2372 2 ( i i+l) A1 T2
Oy =4y + B o A3 A3 ) — A5 i
3 1
i+1 pi+l i+1 i+1
Ql+1 Al+1 23 B _ 62 Ai _Ai+1 Al+1 B
- Bz+1 i+1 32 32 33 pit+l
e B
z+le+1
i+l _ pi il _ DT irl 4ixd
Q1 =Bs B+l By =e; €33 433
Bi+1 _ei+1(e l+1) _ l+1(At _Al+1) Bi+l el+1(ei l+l) _ El+] (A _Al+])
-3 1 31 31 - "3 2 32

i+1 i i+l +1 41 i+l i+l
B, =(e5e5 — 633 A%z)g +ex (5 — e%)E[oom
_ Al B
Bs —A335zz 3E[0001]~

C. Position of neutral axes

The position of the neutral axes (z =1I1,, z = Il,) can be caleulated by equating the total inplane
bending force components in the multilayer to be zero (37, F’ B = o F B" = (). This results in
1, = [Ri  R4(R7 - RIRG/RZ)] [& _ R4 (Ry —R3R6/R2)]
| Ry Ry (Rg — R4Re/R») K Ry Ry (Rg — R4R¢/R3)
1 |Rs  R4(Rio— R5R6/R2)]

K, |Ry Ry (Rg—R4Rs/R>)

0= [ (Rg — R3Rs/R>) LK R —RiRs/Ry) 1 Ryo - (RSRﬁ/RZ)] ©)
" | (Rg — R4R6/R2) = Ky (Rs — R4Rs/R2) K. (Rs — R4Rs/R2) |’
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where
2 n—1
0 4 1 i1 0 i+1
A112 +ZQ’+ ( i ) R2=Q1t0+ZQ’5+ tivl
i=0
h2 n—1
0 0 1 i+1 0 i+1
R3=A],—~ >t Z Q’Jr ( - — ) Ry=051t0 + Z O¢ i1
i=0
n—1 n—1
i+1 0 i+l
Rs= Z O i Re=0310 + Z Qg tir1
i=0 i=0
n—1 h2 n—1
0 0 1 i+2 i+l 0 1
Ry=A3 > +ZQ’+ ( w2 ) Rs=0fto+ > 0ty
i=0

n—1

h2 .
R9 —A(z)z ; + Z Q'” ( 42 ) Ry = Z QTEJl liy1.
i=0

D. Reference strains in multilayer

The sum of total forces and moments can be equated to zero to satisfy the equilibrium con-
ditions of the multilayer. As we have considered in the previous case, the sum of total bending
force in the multilayer is zero, ¥ ) FF' = ¥\ FY =0, which give rise to ¥ (F)’CV 3 ‘) =0and

(F N - Fy M [) 0. We can evaluate the reference strains by using these conditions in terms of
the stralns arising from lattice and the thermal mismatch

R L (e IR e

TG\ o [0 - (0i0in/0in)|n) S\ Qi

v ([G%i - oM (Q4i/ Qi) | r,-)
i=0

T4 o - (000l ]«

=0

(10)
E. Reference curvatures and layer-wise electroelastic fields
The reference curvatures due to bending in the multilayer can be calculated by considering the

moment equilibrium of the piezoelectric multilayer so that 3, M7 =37 (M Ny MB - pmM i) =0
and 7 M},T”” =30 (M;V "+ Mfi - M;,” i) =0. These equations give the total curvature components as

1 S2S3 i i S . l
Kx:[l m]Z[ M-y ] - mz (M - ']

s ) - £ (o). an

K=——
T (Sa = $38:/81) & )
where

0,3 2 —1 3 3 2 2
— Auto —1I QOt_O + nz Qi+1 2 hi+1 —1I hi+2 _ hi+l

3 Rat) pary 3 3 3 1 2 2

i 2\ S, R h, h?
—_[ 40 0 _ 0.0 i+1 S 2 O i+2 i+l
Sz_<A123 yQ22)+;Q6 {( 3 3 Hy 2 2

£ 2\ = B, n W, K
_[ 40 O 0.0 i+1 2 Tl ) +2 il
S“_<A213 H)‘Q32)+IZ(;QS {( N L

r 2\ = (R, B n2, K

{490 _11,0020 TR (2 A U N ' O O
S4 ( 22 3 )Q4 2 + L Q9 3 3 y 2 2
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The total inplane normal stresses and the electric fields in each layer can be evaluated from the
reference normal and bending strains, and the strains arising from the lattice and thermal mismatches.
Superposing these components using Eqgs. (5)—(8) yields

i i i
ol =gV y B oM
Tot' _ _N' g
(Tyy = O' + 0' (T Vy
Tot' N‘ B M!
E 00011 = Eo0011 + Efooor1 ~ Ejooor- (12)

F. C-plane elastic multilayer

The c-plane in hexagonal crystals such as gallium nitride is the isotropic plane. Since this is the
most popular growth orientation, it is worthwhile to deduce the results for the isotropic multilayer
from the above general results. This can be done by substituting § = ¢ = 0 in the rotation matrix. In
this case, the orthogonal components of the inplane normal strain due to lattice misfit are the same,
ie, el = sy) &™. Likewise, the curvatures due to bending in the multilayer become K, = K, = K, the
positions of the neutral axes become Il = II, = I1, and the reference strains in the multilayer become
el = ef’) gV, After introducing these simplifications, we can deduce the result for the isotropic
elastic multilayer by letting the piezoelectric terms to vanish and converting the elastic constants to
isotropic Young’s Modulus, E, and Poisson’s ratio, v, as C1; = E/(1 —2v) = C33 and Cj» = Cy3
=Ev/[(1+v)1 -2v)].

The position of the neutral axis for the elastic isotropic multilayer deduced from Eq. (9) can be
expressed as

E 1 (hl+1 + hy )
=3 Z

) 13
En 13)

where E’ =E/(1 — v) is called biaxial Modulus. This can further be simplified by considering the
substrate to be very thick in comparison to the film layers (z; > t;), thus, the position of the neutral
axis can be expressed as

fo C Ei/ti
=—|1+2 14
2 [ Z E'to (14)
i=1 0
With these assumptions, the reference strains given in Eq. (10) become
" E't; (emi +al AT)
N i a
= 1
&=, B : (15)
i=0 l
which can be expressed as follows for the multilayer with very thick substrate
Elt; {e" - (a5 - al)AT}
0 a a
"+ a°AT) + 16
=|(e"" + afAT) Z B (16)
Similarly, the curvature for the elastic multilayer can be obtained by simplifying Eq. (11)
; h? h?
7 [ om' i N i+1 i
0 El.(s +a'aAT_‘9)(T+_?)
K= P e e EINE 17)
=0 pr il ) oy 2
! 3 3 2 2
This can further be simplified for the case of thick substrate
R P ara)AT}
K=3 (18)

742
i=0 Et

These results provided in Egs. (13), (15) and (17) are identical to the ones given by Gao et al. 10 4

the absence of lattice misfit strain, ™.
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lll. GALLIUM NITRIDE MULTI QUANTUM WELL DEVICE

To illustrate the applicability of the present analytical model, the specific results for a gallium
nitride-based multi quantum well device consisting of 12 film layers deposited on a sapphire substrate
for c-, a- and m-growth orientations have been considered. A schematic representation of the quantum
well layers in a LED device with it’s thickness and material constituents are shown in Fig. 2. The
material properties of Sapphire (Al;03), gallium nitride (GaN), indium nitride (/n/N) and aluminum
nitride (AIN) are provided in Appendix B. The Vegard’s law was used to calculate the material
properties of alloyed layers.’* The deposition temperature was considered to be 1000°C. The inplane
strains due to lattice misfit between the consecutive film layers are also provided in Appendix B.
The misfit strains between the substrate and the buffer layer are very high, which can induce a large
number of defects such as misfit dislocation in actual devices. Although the strains of this magnitude
are outside the validity of linear piezoelectricity, we nevertheless used them to evaluate the stresses
and the electric fields in each quantum well layer. To be formal, one would have to invoke a theory
of misfit dislocation density predictions to properly relieve the excessive strains that are built up in
the strained layers.

In order to confirm the results of our analytical model, GaN-based piezoelectric multilayer
was modeled using the commercial finite element analysis code ABAQUS 6.14. The FEM results
for various growth orientations have been obtained by utilizing the 3-D piezoelectric elements and
appropriately changing the material properties.

The inplane stress distributions evaluated analytically and by the finite element analysis in each
layer of the multi quantum well for c-plane growth orientation have been plotted in Fig. 3. The results
were obtained for both piezoelectric and elastic multilayers. An excellent agreement between the
results evaluated using the closed-form expressions and the FEM analysis was observed. It is observed
that the presence of piezoelectricity increases the stress marginally. Even though the bending stresses
vary linearly with z in each layer, the inplane components are shown to be constant throughout the
thickness indicating that the misfit normal strains dominate in each layer. It has also been found that
the contribution of lattice misfit on the total reference strain components are almost twice that of
the thermal mismatch, albeit with opposite sign for all growth orientations. Layer-wise stresses are
discontinuous at the interfaces as the mismatch strains and the material properties of each layers are
different (Table I, Appendix B).

Figure 4 and 5 show inplane stress distributions in the elastic and piezoelectric multi quantum
well for a- and m-plane growth orientations, respectively. In these cases also, both the analytical
and FEM results were obtained. It is interesting to note that for the m-plane growth, the bending
along [1120] crystal direction occurs in the opposite direction from the other orientation. This

230 nm thick n-GaN layer

30 nm thick In 45Gag osN layer
100 nm thick p-GaN layer

Multi quantum well layers 30 nm thick Aly4;Gay 43N blocking layer
5 nm thick GaN layer
5 nm thick GaN layer
5 nm thick GaN layer

3 nm thick In, ,Ga,gN layer

3 nm thick Iny,Ga,¢N layer

3 nm thick In,,Ga, N layer

3 nm thick In; ,Gag¢N layer

Y 3,0000m

Buffer layer (GaN)

30,000 nm

Sapphire (Al,05)

FIG. 2. Schematic representation of different layers in LED device.
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-10F { |
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I
I
-30 !
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33.417

Thickness of the multilayer (1)

FIG. 3. Inplane stresses in elastic and piezoelectric c-plane multi quantum well (MQW).

is because of the very high extensional lattice misfit strain in this particular orientation which is
opposite to other growth orientations considered in this work. In the a-plane growth, the stress
component, o, along [1100] crystal direction increases due to piezoelectricity in the multi quan-
tum well layers. The inplane stress component, oy, along [0001] crystal direction increases due
to piezoelectricity in InGaN layers while it decreases in GaN layers for the a-plane growth
(Fig. 4). In the m-plane growth, both o, and oy, along [0001] and [1120] crystal directions, respec-
tively, increase in the GaN layers while they decrease in the InGaN layers (Fig. 5). Although,
the effects of piezoelectricity on strains are very small in all growth orientations, nevertheless,

Inplane stresses (a-plane) (GPa)

50 T T
Tx Piezoelectric (Analytical)
O o Piezoelectric (FEM)
a0} N wo , ]
— — — o, Elastic (Analytical)
* o Elastic (FEM)
30 - Multi quantum well Toy Piezoelectric (Analytical)
(MQW) layers X o Piezoelectric (FEM)
o 1 —e—e Tyy Elastic (Analytical) B
B o o, Elastic (FEM)
oL Substrate Buffer A10.07Ga0.93N l I | | |
Layer Blocking Layer | P-GaN | N-GaN I»
. 2 BB = I ‘
3 X | |
0 | |
-10 |-
®
=20 - |
|
| P-In; 15G245N
! 1 1 1

-30

Multilayer thickness (1)

33.157 33.417

FIG. 4. Inplane stresses in elastic and piezoelectric a-plane multi quantum well (MQW).
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FIG. 5. Inplane stresses in elastic and piezoelectric m-plane multi quantum well (MQW).

accurate predictions of piezoelectrically generated electric fields are important in correctly pre-
dicting the optoelectronic performance of the device. The electric field along the growth direction
combined with the spontaneous polarization can cause weaker recombination probability>> which
contributes to the band bending that reduces the quantum efficiency and lowers the performance
of the device.?6~?® Therefore, it is important to consider the effects of piezoelectricity in the

analysis.

The distribution of electric field along [0001] direction obtained both analytically and by finite
element analysis has been shown in Fig. 6 for all three growth orientations. It is observed that the
magnitude of the electric field in the c- and a-plane growth orientation is very high (1.4 GV/m) in

Electric Field (GV/m)

q q :
E o011 (c-plane) analytical
O Epyy; (c-plane) FEM
1F _ | |
—E [0001] (a-plane) analytical
¢ Ejy (@-plane) FEM
*or E[oom] (m-plane) Analytical
E joor) (m-plane) FEM
0 d _'—|' ];
N ° P-IHO,OSGao_g N |
layer
o—
-0.5 r :>
Substrate Buffer l
Layer | |
Multi quantum well | | : |
B (MQW) layers | | | i
Al Ga N || PGaN | N-GaN-»
> | I
007093 | | i
Blocking layer | | |
-1.5 | | “ | | |
’ %0 3 33.027 33.157 33.417

Thickness of the piezoelectric multilayer (z¢)

FIG. 6. Distribution of electric field along [0001] crystal direction in various growth orientations.
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comparison to the the electric fields in the m-plane growth. However, the high electric field induced in
the buffer layer gets reduced by an order magnitude in the multi quantum well region (e.g., 746 MV/m
in Ing»,Gag gN layers and 160 MV/m in GaN layers). As expected, the electric field in the c-plane is
along the growth direction while in other two planes it is perpendicular to the growth directions.

IV. CONCLUSION

We derived the closed-form expressions for the electroelastic fields in piezoelectric hexagonal
multilayers with lattice and thermal mismatch between the reference substrate and the deposited
film layers. The solution can model any number of layers. The closed-form expressions derived
herein is capable of evaluating the electroelastic fields in each layer having various growth orien-
tations. The results for the purely elastic isotropic multilayer were deduced by letting the elastic
constants to be isotropic and the piezoelectric terms to vanish. These results agree with those given
by Gao et al. for elastic multilayers'® which can further be simplified to match the text book
results based on the Stoney formula. To validate the analytical results, multi quantum well layers
with c¢-, a- and m-growth orientations were also modeled by the commercial finite element anal-
ysis code ABAQUS 6.14. An excellent agreement between the analytical and FEM results was
observed for both inplane stresses and electric fields. The effects of piezoelectricity on inplane
stresses and electric fields in a piezoelectric multi quantum well device have also been discussed.
The high lattice mismatch turns out to be the major contributor for inplane reference and bending
strains in the piezoelectric multilayer. The closed-form expressions derived herein can be a useful
tool in quickly predicting the state of electroelastic fields in piezoelectric multilayers consisting
of hexagonal crystals. These results will also be helpful in predicting the optoelectronic perfor-
mance of multi quantum wells with correctly predicted strains and piezoelectrically induced electric
fields.

SUPPLEMENTARY MATERIAL

See supplementary material for Matlab figure files for stresses and electric field variations with
multilayer thickness have been provided as supplementary material.
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APPENDIX A

Constitutive relations for piezoelectric materials with z-direction as c-axis exhibiting transversely
isotropic behavior (hexagonal symmetry) can be written in the form?’

T xx ciicizes 00 0 Exx 0 0 e3
Tyy caene 00 0 Eyy 0 0 en| p
oz | _|cizcizess 00 0 gz | _ |0 0 es3 EX
Ozy - 0 0 0 C44 0 0 Zszy 0 €15 0 Ey
O 7x 0 0 0 O Ca4 0 Q,Szx e1s 0 0 <
Ty 0 0 0 0 0 Scii—ci)l \2ey 0 0 O

DY [0 0 0 0 50 ‘ZW en 0 0
Dy;=(0 0 0¢5 00 “ 3210 €7 O
ezresres3 0 00

E, 0
E, b+4 0 b, (A1)
EZ Psp
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APPENDIX B

The misfit strains®® in different layers can be expressed in Table I as

TABLE 1. Misfit strains due to lattice mismatch between the substrate and different film layers for various growth orientations.

c-plane growth a-plane growth m-plane growth
Substrate and el =-0.133 el =-0.16 el =-0.022
GaN layers &), =-0.133 &)y, =-0.03 &)y, =0.162
GaN and &y =0.022 & =0.022 & =0.022
Ing2GapgN layers &y, =0.022 &y, =0.022 &y, =0.022
Ing2GapgN and e =-0.022 e =-0.022 e =-0.022
GaN layers gpyy =-0.022 &y, =-0.022 &my =-0.022
Ing2GapgN and eh =-0.02428 el =-0.02428 el =-0.02428
Aly.o7Gago3N layers gy, =-0.02428 &y, =-0.02428 gy, =-0.02428
Alpo7Gap 93y and el =0.0016 &l =0.0016 el =0.0016
GaN layers &y, =0.0016 &y, =0.0016 e =0.0016
GaN and el =-0.0055 el =-0.0055 &l =-0.0055
Ing psGag gsN layer &)y, =-0.0055 &y, =-0.0055 &y, =-0.0055
Ing o5Gap 95N and £l =0.0055 el =0.0055 &l =0.0055
GaN layer gy, =0.0055 &y, =0.0055 &y, = 0.0055

The material properties of the substrate (Al,03),3! gallium nitride (GaN),’>* Aluminum nitride
(AIN)?? and Indium nitride (InN)>* are listed in Table II as

TABLE II. Material properties.

Elastic constants  Piezoelectric constants Dielectric constants Coefficient of Thermal expansion
Material (GPa) (C/m?) x 10712 (C/vm) (107 /°C
c11 =497.6 a, =522
Sapphire Cc12 = 162.6 €3] = 0 €33 = 11.54 Qe = 7.77
(ALO3) ci3=115.5 e33=0
c33 =503.3 Spontaneous polarization,
cay = 1474 Py, =0 Clm?
c11 =367 a, =4.15
Gallium c12 =135 e3; =-0.49 €33 =92.925 a. =527
Nitride c13 =103 e33=0.73
(GaN) c33 =405 Spontaneous polarization,
c44=95 Py, =—0.029 C/m?
c11 =223 a, =27
Indium cip =115 e31 =-0.49 €3 =99.93 a. =34
Nitride c13=92 e33=0.73
(InN) c33 =224 Spontaneous polarization,
caa =48 Py, =—0.032 C/m?
c11 =396 ;=42
Aluminum cip =137 e3; =-0.58 €33 =94.67 a:. =53
Nitride c13 =108 e33=1.55
(AIN) c33 =373 Spontaneous polarization,
caq =116 Py, =—0.081 C/m?
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