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Electric Field Gradient Theory with Surface Effect for
Nano-Dielectrics

Shuling Hu' and Shengping Shen'-?

Abstract: The electric field gradient effect is very strong for nanoscale dielectrics.
In addition, neither the surface effect nor electrostatic force can be ignored. In this
paper, the electric Gibbs free energy variational principle for nanosized dielectrics
is established with the strain/electric field gradient effects, as well as the effects
of surface and electrostatic force. As regards the surface effects both the surface
stress and surface polarization are considered. From this variational principle, the
governing equations and the generalized electromechanical Young-Laplace equa-
tions, which take into account the effects of strain/electric field gradient, surface
and electrostatic force, are derived. The generalized bulk and surface electrostatic
stress are obtained from the variational principle naturally. The form are differ-
ent from those derived from the flexoelectric theory. Based on the present theory,
the size-dependent electromechanical phenomenon in nano-dielectrics can be pre-
dicted.

Keywords: Electric field gradient; Variational principle; Strain gradient; Surface
polarization; Electrostatic stress; Surface effect

1 Introduction

The development of nanotechnology brings on thinner and thinner dielectric films
and other nanosized electronic devices. With miniaturization of a dielectric mate-
rial down to nanoscale, the size effects become dominant. Although piezoelectric-
ity has attracted many researchers (Chen at al., 2009; Apte, Ganguli, 2009; Ma,
Wu, 2009; Wu, Huang, 2009; Wu et al., 2008; Wu, Liu, 2007; Wu et al., 2005;
Cheng, Chen, 2004), the classical electromechanical coupling theory fails to de-
scribe the size-dependent phenomenon. It is well known that both surface theory
and gradient theory can describe the size effects. However, the theory concerned
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with both gradient and surface effects is still lacked, especially for the electrome-
chanical coupling problems where the gradient effects of electric variables often
play an important role. Shen and Hu (2010), and Hu and Shen (2010) developed
a theory for nanosized dielectrics with the flexoelectric effects as well as the sur-
face effects. For dielectrics, the polarization gradient theory (Mindlin, 1969) and
the electric field gradient theory (Landau and Lifshitz, 1984) can be considered as
theories for weak nonlocal effects (Maugin, 1979; Yang, 2006). The electric field
gradient theory is also called dielectrics with spatial dispersion, and is equivalent
to the theory of dielectrics with electric quadrupoles (Kafadar, 1971) due to that
the electric quadrupole is the thermodynamic conjugate of the electric field gradi-
ent. Theories for elastic dielectrics with electric quadrupoles are also discussed in
Demiray & Eringen (1973), Maugin (1979, 1980), and Eringen & Maugin (1990).
Kalpakides and Agiasofitou (2002) developed a formulation including both strain
gradient and electric field gradient. The duality between the theory of electric
field-gradient and flexoelectric theory can be found in Maugin (1980). Yang et
al. (2004), and Yang & Yang (2004) showed that due to the electric field gradient
the capacitance of a thin film deviates from the classical value when the film thick-
ness approaches a microscopic characteristic length, and that plane waves become
dispersive when the wave length approaches a microscopic characteristic length.
Yang (2004b) examined the effect of electric field gradient on a semi-infinite crack
in polarized ceramics. Yang et al. (2005) studied the field concentration near a
small hole and found that the concentration depends on the size of the hole because
of the electric field gradient. Yang ef al. (2006) analyzed the effects of electric
field gradient on the anti-plane problem of a small, circular inclusion in polarized
ceramics. These papers demonstrated that the electric field gradient exhibits a size
effect and has significant impact on the apparent piezoelectric and elastic behavior.

However, the surface effect and electrostatic force are not taken into consideration
in these papers. For dielectrics, the surface effect includes both surface stress and
surface polarization which is induced due to the dangling bonds on the surface.
The rearrangement of the bonding at surfaces causes a charge displacement that
may greatly alter the polarization properties of the surface with respect to the bulk
(Brandino and Cicero, 2007). For nanosized dielectrics, the ratio of surface area to
volume becomes high, so the surface polarization and stress turn out to be signif-
icant. In Slavchov et al. (2006), the effect of the surface polarization was studied
with the help of a definition of surface dielectric constants for surface. The effect
of the surface polarization in polar perovskites was investigated by means of the
first principles in Fechner et al. (2008). Camacho and Nossa (2009) showed that
the influences of surface polarization on the dielectric properties of quantum dots
arrays are significant. Consequently, it is necessary to develop a theoritical frame-
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work to concern with both surface stress and surface polarization for nanosized
dielectrics. In NEMS design, the electrostatic force also plays a very important
role. Many papers (Gao et al., 2001; Dequesnes et al., 2002, 2004; Lee, Chen,
2009) demonstrated that the effects of the electrostatic forces are very strong in
nanoscale even for linear elastic problems. Hence, appropriate consideration of
the electrostatic force on the nanostructures is very important in the analysis of
nanoscale electromechanical coupling problems.

The variational principles have been regarded as the bases of the analysis and com-
putations for electromechanical problems in dielectric materials for a long time.
Toupin (1956) gave a variational principle for a linear piezoelectric material; Kuang
(2007, 2008a, b, 2009) systematically discussed the thermodynamic nonlinear vari-
ational principles with electric Gibbs free energy and internal energy for nonlinear
problems (Shen et al., 2000). From these variational principles the complete gov-
erning equation systems were deduced and the Maxwell stress were naturally de-
rived. However, all these papers did not consider the strain/electric field gradient
and surface effects.

In this paper, the variational principle for nanosized dielectrics with strain/electric
field gradient and surface effects are established. Based on the variational princi-
ple, a theoretical framework is formulated to examine the size effect due to both
electric field gradient and surface effects for a dielectric material. The surface ef-
fect includes the effect of surface stress and surface polarization. The governing
equations, which include the effect of strain/electric field gradient and the electro-
static force, and the generalized electromechanical Young-Laplace equations for a
electric field gradient dielectric material with surface effect are presented. The gen-
eralized bulk and surface electrostatic stress can be obtained from the variational
principle naturally.

2 The bulk and surface electric Gibbs free energy

In Gurtin and Murdoch (1975), the influence of surface effect on stress and strain
fields is formulated in a continuum framework for elastic surface of solid. The
surface constitutive relations together with the surface conditions of the stress pro-
vide the necessary conditions for the boundary-value problem to determine the
stress and strain fields with surface effect. In this paper, we will develop the con-
tinuum framework for nano-dielectrics to formulate the influence of surface and
strain/electric field gradient effects on electromechanical coupling field. In the gra-
dient dielectric material model, a surface element at a material point can transmit
not only stress and higher order stress (moment stress) but also the electric displace-
ment and electric quadrupole. So in the electric field gradient electromechanical
theory, three traditional displacements, and an electric potential are used to describe
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the deformable point particles. For the electric field gradient electromechanical the-
ory with surface effect, additional surface electromechanical constitutive relations
and the surface conditions are needed. In order to simplify the discussion in this
paper, the infinitesimal deformation is assumed.

To take the surface effects into account, the electric Gibbs free energy can be de-
composed into two parts, i.e., the surface and bulk parts. Within the assumption of
an extended linear theory for dielectrics incorporating terms involving the gradients
of the strain and the electric field, the most general expression for the bulk electric
Gibbs free energy density function Uj, can be written as
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where a, b, ¢, e, d, h, f, r, ), and g are the material property tensors. Particularly,
a and c, are the second-order permittivity and four-order elastic constant tensors,
respectively. The tensor g represents the purely nonlocal elastic effects and corre-
sponds to the strain gradient elasticity theories. u is the displacement, the comma
indicates differentiation with respect to the spatial variables. € is the strain tensor
and E is the electric field tensor, which are defined, respectively, as

1
&ij = 5 (i +uji), (2a)
ie.,

1
e=3(Vou+uay) (2b)
Ei=—-0¢;
ie.,
E=-Vo

where @ is the electrostatic potential. w and V are the strain gradient tensor and the
electric field gradient tensor respectively, which are defined as

1
Wijm = Ui, jm, W=§V®(V®u+u®V) 3)
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V,'j:EiJ, V=-V&Ve 4

Thus, we have &ij = Eji, Wijm = Wiim, and V,‘j = Vj,‘.

The material property tensors a, b, ¢, e, d, h, f, r, 7, and g may be taken differ-
ent value for different material. If the electromechanical coupling is not taken into
account, all the material property tensors responding to the electromechanical cou-
pling are equal to 0, i.e., e, d, f, and 7 are 0. For the centrosymmetric dielectric, d
and 7 are equal to 0. If the strain gradient is not considered (only the electric field

gradient is considered), f, r, 17, and g are all zero, which is reduced to that in Yang
(2004b).

Under the infinitesimal deformation, the constitutive equations for the bulk can be
expressed in terms of the electric Gibbs free energy as

o;j = 32 = Cjjki€&l — €ijkiVii — dijkEx + TijkimWkim (5a)
Tijm = aalj;n = —JrijmEr + TriijmEt — Nitijm Vit + &ijmkniWini (5b)
D; = —3?; = a;;E;+d i€k + hijilVik + fijaw i (5¢)
Qij=— gVUf = bijxVia + ewij€ + hii i Ex + NijkmnWimn (5d)

where 0;; is the stress tensor which is same as that in classical elasticity, D; is the
electric displacement vector, and 7;;, and Q;; are the higher order stress (moment
stress) and electric quadrupole, respectively. It is noted that 6;; = i, Tijm = Tjim
and Qi; = Qji.

By means of equations (5a-d), the bulk electric Gibbs free energy density function
U, can be rewritten as

1 1 1 1
Up =5 0ij€ij+ 5 Tijmii, jm — 5 DiEi — 5 QijVij
2 2 2 2 (6)
1 1. 1 1
—6:e+-Tw—-D-E—-Q:
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The residual surface stress affects the elastic properties of nanostructure signifi-
cantly. Hence, in this paper, the residual surface tension and residual surface charge
are considered. The surface internal energy density U (€, ws, Eg, V) is a smooth
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nonlinear function of the surface strain, surface electric field, and their first gradi-
ents, which can be expressed into a series expansion
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where Uy, @, Kap> Faﬁ, Qam, afx g --are material constants depended on surface,
which can be determined by either experiments or atomistic simulations. The prop-
erty of all these material constants can be determined according to Aris (1962), for
example, I'yg is isotropic if and only if ['gg = I'11048. @, Kup> [ep. and Qqpy
give the residual surface electric displacement, residual surface electric quadrupole,
residual surface stress, and residual surface higher order stress, respectively. In this
paper, both the superscript and subscript ‘s’ represent the quantity on the surface,
and the Greek indices run from 1 to 2 while the Latin indices run from 1 to 3. Here,
we only give the low-order terms. In the case of infinitesimal deformation, the
high-order terms (>2) can be ignored. Then the linear surface constitutive relation
can be expressed as
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where 65 and T, are the surface stress and surface higher order stress tensors, Dg
and Q; are the surface electric displacement and surface electric quadrupole, re-
spectively. € and w; are the surface strain and surface strain gradient, E; and V;
are the surface electric field and the surface electric field gradient, respectively. The
surface electric displacement Dy comes from the surface polarization which is due
to the dangling bonds on the surface. The rearrangement of the bonding at surfaces
leads to a charge displacement that may deeply modify the polarization proper-
ties of the surface with respect to the bulk (Brandino and Cicero, 2007). The unit
of surface electric displacement is C/m, which means the dipole moment per unit
area and was used in Brandino and Cicero (2007), while that of the bulk electric
displacement is C/m?. In the surface electromechanical model, the electrostatic po-
tential ¢ is continuous across the surface same as the displacement, so the electric
field E; of the surface can be defined. By means of equations (9a-d), the surface
internal energy density function Uy can be rewritten as

1 1 1 1
Us =Us+ Eraﬁs(sxﬁ + E-Qaﬁyw}vxgy_ EwocE(sx - EKa/SV(;ﬁ
1 1
2 2 2 2 (10)

:Uso+%1":ss+%a)§ws— %a)-ES— %K:VS
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A curvilinear coordinate system with covariant base vector &, (¢ = 1,2) on the

tangent plane of the surface is constructed on the surface,. The unit normal vector

is denoted by €3 or n. The surface strain € is a second rank tensor in a two-

dimensional space, and can be considered as the projection of the tensor € in

the three-dimensional space onto the tangent plane. The strain tensor in a three-
dimensional space can be expressed as

e=€+enba®83+epb308p+363083, o, B=1,2 (11)

where €, = €, ﬁé a®E& p- The same relationships exist between other surface tensors
and their corresponding bulk tensors. Analogous to Chen et al. (2007), the surface
strain &, and surface strain gradient w, can be expressed as

1

1
£S:§(Vs®u+u®vs), WSZEVS®(VS®u+u®VS) (12)

where V; denotes the gradient operator of the surface, and the surface electric field
E; and the surface electric field gradient V can be expressed as

Es = _Vs(Pa Vs = _VS®VS(P (13)
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The displacement u on the surface can be decomposed into a tangential part u, and
a normal part u, as

u=u+u, (14)
where
u=R-u, u,=u"n (15)

with the projector tensor R = I —n®n, 1 is the unit tensor and n is the unit normal
vector. By using the Weingarten formula (Gurtin and Murdoch, 1975), it can be
obtained that

Vi®u, =—u"k (16)

where K is the curvature tensor of the surface. Then the surface strain €, and surface
strain gradient w; can be expressed respectively as

&=V,u —u'k 17

w,=V,@V,0u —-V;® (unk) (18)

3 The governing equations and generalized electromechanical Young-Laplace
equations

Now, we consider a dielectric material with surface and gradient (strain/electric
field gradient) effects, which is subjected to a displacement and electric potential
boundary and the body force and body charge density are neglected. Assuming that
the dielectric material occupies a volume V bounded by a surface a, then, analogous
to that in Eringen & Maugin (1990), the variational principles can be taken as

S/Ude+5/Usda:0 (19)
% a

where 0 is the variational sign.

According to the Reynold’s transport theorem (Kuang, 2002; Ogden, 1984), we
have

5 / UpdV = / ULV + / U5 (V- u)dV 20)
\%4 \%4 \%4

S/Usda:/SUsda+/Us6(Vs-u)da @1
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At first, we consider the variation of the bulk electric Gibbs free energy, which is
followed that

5/UMV:/6MAV+/M£WMW
4 v 4
= / (0ijSui j+ TijmOu; jm +Di8 @+ Q;j6¢,;)dV (22)
v

1
+/§(Gijui,j+fijmui7jm +Di(P7i+Qij(P7ij) 5uk7de
\%

As pointed out in Kuang (2007, 2008a, b, 2009), the virtual displacement not only
causes the variation of strain, but also causes the variation of electric potential and
its gradients, then we can obtain that

00 =000+ 08,0 =0p0+¢;0u, (23)
0Q; = 0pP;i+0,0; = 0pQ;+ @;;0uj = 8p@; + @ jidu; (24)
00 =000 +06,0ij=08pP;j+ QijxOur = Sp®,ij + @i ;jOuy (25)

where 0y, 84¢,, and 5y @ ;; are produced by the virtual electric potential, §,¢ =
(p7j5uj, 6,4([)71' = (p’,-j5uj = (p7ji6l/tj and SM(P,ij = (p7,'jk5uk = (p7,'kj5uk are produced by
the virtual displacement. Equations (23)-(25) is somewhat analogous to the Landau
and Lifshitz’s theory (1984) and Stratton (1941), where they pointed out that the
virtual displacements not only produce the variation, but also produce the variation
of electric potential.

Using the Gauss divergence theorem and relations (23)-(25), the integrals in the
first part of equation (22) can be reduced to as following

/(GijSu,-J+r,'jm6ui,jm)dV:/G,-jnjﬁu,-da—/c,-j,ﬁuidv
\%4 a \%4

+/Tijmnm5ui7jda—/’L',-jm7mnj5u,-da—|—/Tl~jm7mj5u,-dV (26)
a \%4

a
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/D[(S([)JdV :/ (D,-&p(p,,-—le-(p,j,-éuj) dv
Vv Vv
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a \%4 a |4
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a Vv a
—/(¢7jDi6uj,i+(p,jDi’iSMj)dV
1%
:/n,-D,-&p(pda—/Di7,-5(p(pdV+/n,~D,-q)7j5ujda
a \%4 a
_/nl-Dl-(pJ5uja’a—|—/((p_,jD,-)’i(‘SujdV—/(pJD,-,,ﬁujdV
|4 |4

a

:/niDiS(pda—/Diﬁ(pdV—/niDi(p7j5ujda+/((p’jDi)qi5ujdV
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(27)
and
[ 0u60iav = [ 0 (850:+ 9as6u) av (8)
1% 1%
The first term on the right hand side of equation (28) can further reduce to
/Qij&pq’,ijdV = /anij5<p(P,ida - / Qij.j0p @idV
\%4 a \%4 (29)

a
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|4 a
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and the second term on the right hand side of equation (28) can reduce to
/Qij¢,ikj5ude Z/anij(P.,ik5ukda — /Qij,j‘P,ik5ude - /Qij(P,ik5uk,jdV
Vv a \% 1%

:/”jQij(P,ik5ukda_/”iQij,j¢,k8”kda+/(P,k(Qij,j5uk)7idv
a 14

a
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v

a
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v v

a

+/(Q,-.,-<p7,~k)_’j6ukdv+/an,-j(p7,-k6ukda—/an,-j(pﬂ-kSukda
\% a

a

a

:_/”iQij,jsu(PdV+/Qij,ji8u(l)dv+/<Qij(P,ik),j6ude
v v
_/”jQij(P7ik5ukda

+/ni(P,inj,j8ukda_/((P,inj7./),,-6ude+/”jQij(P,ik5ukda
a \% a
(30)

The sum of the last term of equation (29) and the last term of equation (30) can be
written as

/anij&p(p,ida—i-/anij(p’,-kSukda
a a 31)
= /anij6¢(p,ida+/anijS,,(pJ-da: /an,-jE(pﬂ-da

a

Since du; ; is not independent of du;, and 8¢ is not independent of ¢ on the
surface a, in order to identify the independent traction and charge boundary con-
ditions, we separate the integrals including du; ; and the integrals including 6¢;
respectively as

‘C,‘j,nnm5ui,j = Tl‘jmnmAjSLti + TijmnmnjA5u,- (32)

n;jQij6@; =n;0;ijAéQ +n;Q;iniAd @ (33)



74 Copyright © 2009 Tech Science Press CMC, vol.13, no.1, pp.63-87, 2009

by decomposing the gradient du; ; into a tangential gradient A;jéu; and a normal
gradient n;ASu;, and decomposing 6¢; into a tangential gradient A;0¢ and a nor-
mal gradient n;Ad ¢, viz.,

5ul~7j = A.,-5u,-—|—njA5u,- (34)

where the operators A; = (5j —n jnk) dr = Vs, A = ni 0, and di denotes the partial
derivative with respect to x;. The terms in (32) may be resolved, further, in more
than one way. For the first terms on the right hand side of (32) and (33), which
contains the non-independent variation 7;j,,n,A;j0u; and n;Q;;A;0¢ respectively,

and can be rewritten as (Mindlin, 1964)

TijmnmAjSui = Aj (Tijmnm(Sui) — nmAjr,-ijMi — A]’ (I’lm) ‘L',-jm5u,- (36)

njQiiAip = A; (n;Qi;09) —n;A; (Qij) 6@ —A;(n;) Qij0 @ (37)

The last two terms in the right hand side of (36) and (37), now contain the indepen-
dent variations du; and 6 @, respectively. For the preceding terms of equations (36)
and (37), we note that, on the surface a,

Aj (TijmnmSM,') = (A]l’ll) njnmr,-jm5u,- + nqeqpk8p (ekljnlnmfijmﬁui) (38)

A,’ (nJQ,J(S(p) = (A]nl) n;an,-jS(p + nqeqpnap (enlinlanijS(p) (39)

where e, is the alternating tensor. By Stokes’s theorem, the integrals, over a
smooth surface, of the last terms in (38) and (39) vanish.

Similarly, the second part of equation (22) can be reduced to
1
/ 3 (oiji,j+ Tijmiti, jm — DiEi — QijVij) Oug ydV
14
1
=5 / (Oijutij + Tijmiti jm +Di@; + Qi ij) niOurda (40)
a

1
_5/(Gijui,j+fijmui,jm +Di@;+ Qij@,j) , SuedV
v
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Thus, the variation of the electric Gibbs free energy can be obtained as
S/Ude :/Gijnj5u,-da — /G,'j,jauidv + / (Alnl) Tijmnmnjﬁuida
Vv a 1% a

—/Aj (’L’,-jmnm) 5ul~da—|—/’cijmnmnjA5u,-da—/’L’,-jm7mnj5u,-da
a

a a

+/1:ijm7mj6uidv—|—/niDi5(pda—/Di,iS(pdV—/n,‘D,‘(p,j5ujda
|4 a \% a
—|—/((p7le~)7i5ujdV—/niQij,jS(pda
\%4 a
‘l—/Qij,jisq)dV"‘/(Qijq),ik)’j 5ude—/anij(P,ik5ukda
\%4 |4 a
+/ni(P,inj.j5ukda_/((p,inj.,j),i5ude+/”leij”liA5q)da
a |4 a
—/Ai (anij)5(Pda+/(Alnl)”i”jQij&Pda

1 a
+ 5 / (Oijutij+ Tijmiti jm +Di@ i+ Qi Qi) nkSurda
a

1
_5/(Gijui,j+Tijmui,jm+Di(P,i+Qij(p,ij)7k ourdV
v
41

The above equation can be further rewritten as

S/UdeZ/(Gij—Tijm,m—i-GgS) nj5uida—/(Gij—fijm_ym—i-dgs) j5uidV
|4 a |4

—|—/[(A]n1) ‘L',-jmnmnj—Aj (Tijmnm)] 5uida—|—/rijmnmnjA5u,~da
—l—/an,-jn,-AS(pda—l—/[(Alnl)nian,-j—Ai (I’l]Q,])]6(Pda

+/ni (Di—Qij,j)5(Pda—V/(Di_QijJ),i&pdv
(42)
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where 653 is the generalized bulk electrostatic force, which is defined as

1
055 =—@iD;— QP+ 0iQ ki + = (Cijui j + Tijmti jm + D@ + Qi@ x1) Oij

2
(43)

Comparing with o;; and 7, ,, the terms Oyuy ; and Tyt 1, can be neglected since
the strain is small. Hence, equation (43) can be reduced to

ES M M

where Gl-ly and Ti];{[m,m are the generalized bulk Maxwell stress and the generalized
bulk electrostatic stress corresponding to the electric field gradient, respectively,
and defined as

1
o/ =—@D;+ EDk(PJcSij (45)
1
Tl/;/]mm = —OkjPuit PiQjki+ Ele ¢ 16 (46)

Equation (42) can be rewritten in tensors as

6/U;,dV:—/[V-(0'—V-r+0'ES)] -(8u; + Su,)dV
Vv 14

_/v.(D-V.Q)5<pdv+/T.(5u,+6u,,)da N
\%4 a

—1—/1,': (n®n)-A5uda+/q5<pda+/Q:(n®n)A5(pda

with T and ¢ represents the force and charge, respectively,

T, = (Gij — Tijmm + 658) n; + (A;nl) Tijmlmh j — Aj (T,'jmnm) (48a)

q = (Di—Qij,j)ni+ (Amg)nin;Q;j — A (n;Qi) (48b)

Now, we turn to the variation of the surface electric Gibbs free energy. From equa-
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tion (21), the variation of the surface electric Gibbs free energy can be written as
6/Usda _ /5Usda+/Us6(Vs-u)da
a a a

:/ <0's 08+ T:0Ws +D; -8V +Qy: 8 (Vs ®Vs(p)> da

49)
1 .
+ / S2U+(0,+T) €+ (7, + @) w,
a

+ (Dc + (D) : VY(P + (Qs + K) : (Vs &® Vv(p)]6 (Vr -ll) da
where
Vs-u=divqu=tr(V;®u) (50)
By means of V; ®u = V;®u, — u"k, the above equation can be written as
Vi-u=divu = V- u, — 2yu" (51
where the mean curvature Y can be obtained as

1 1

y==-trk=-1:k (52)

2 2

Analogous to the variation in bulk, on the surface we have the similar relations as
00 =08p0+ 08,0 =06p0+V,;0-5u (53)
OV = 0yV,0+06,Vs0 =6,V +V,@V,0-Su (54)

0 (Vs ® VS(P) :5<p (Vs ® VS(P) + 6y (Vs ® VS‘P)

55
:6(P(Vs®vsq))+vs®vs®vsq)'6u &

where on the surface, 8,¢, 8, V¢ and 6 (V,® V@) are produced by the virtual
electric potential, §,¢ = V¢ -6u, 6,V = V@ Vi@ - Su, and §, (Vs @ V) =
V, 2V, V0 - 6u are produced on the surface by the virtual displacement.

Consider a region enclosed by an arbitrary closed smooth curve c in the curved
surface a. The integrals along the curve ¢ over a smooth surface should be zero,
hence are omitted in this paper. Using the Green-Stokes theorem, the first part of
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equation (49) can reduce to

/5Usda

:/ [0'5 18 (Viouw —u'k) + 746 (Vi@ Vy®u, — Vi@ (u'K)) | da
+/[D SV, +Q,: 8(V, @V, da

= / (65 8u,) — (Vy-65) u; — (05 K) S + V- [£5: 8 (Vs @uy)]

(V1) 5 (Ve @w) — Y, - (T, : kSu") + (Vs - 74) - kSu"|da
+/ SV,0+Q,: 8 (V,®V,0)]da

— /[(V -0y) - O0u; + (05 : k) 6u”"] da—l—/V (Vs-15) - duda

+/ (V,-17,) k6u"da+/D 5V, +Q,: 5 (V,® Vp)]da
(56)

The last two terms on the right hand side of the above equation can reduce, respec-
tively, to

/ D, - 8V, 0da

:/ [D,-8,V,¢ +Dy- (V,@V,0)-u da
—/vs.Dsa(,,(pda_/vs.(5u®Ds).vs<pda
— a/Vs -Dy0p@da — a/ [(Vs@@Dy) : 8 (Vs@u) + (Vs -Dy) V0 - Sulda

- /VS * Dsa(p(pda

- / (Vsp®D,): 8(Vs@u, —u"k) Dy + (Vs -D,) V,0- ul da

a
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/v DS (pda+/V V,0®D,) 6utda—/(VS-DS)Vs(p-5uda

a

/V Déwm+/v V0 @ Dy) Smw+/ms¢®D)kM%a

and

/QS . §(V,©V,0)da

(58)
_ /QS 5 (VS®VS(p)da+/QS (Vs 2V, @V,0)-5u]da
The first term of the right hand side of the above equation can be reduced to
/QS.&,, V,2V,0)d /v Qs 8,V,0da

(39)

:/%Vy@%wa

The last term of the right hand side of equation (58) can be reduced to

/ Q,: [(Vs®V,@V,0)-8u|da

—/VS-QS-(Vs®Vx<p)-6uda—/[(vx®vs<p)-Qs] :(Vs®déu)da

a

——/VS-QS-(Vs®Vs(p)-5uda—/[(Vs®Vs(p)-Qs] . (V, @ 8, — 8u'k) da

a
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_/v [us (V,-Q,)] -V (pda+/V (V,©V,0)-Q,] - Suda
+/ s@V,0)-Qy] : kdu"da
_/ (V-V,-Q,)V,0- 5uda+/ V,0® (V,-Q,)]: (V, ®8u)da
+ / V- (Vs 0 Vi) - Q4 - Susda+ / L ©V,0)-Q,] : kéu'"da 60)
— / (Vs-Vs-Qy) 8,0da+ / Vs [(Vs®@V50)-Qy] - duda

+/[(VS®VS(p)-QS] :k5u"da—/Vs-[V$(p®(Vs-Qs)]-5utda

_/[Vs(P®(Vs-QS)] :kéu"da

a

The variation of the second term on the right hand side of equation (49) can be
written as

/UY5(V

1 .
:/5[2US0+(05+1“) &+ (T, 4+ @)W,
a

+ (Ds + (0) : VS(P + (Qs + K) : (Vs X VY(P)]5 (Vs Uy — 2'}’”}1) da (61)

1 .
—/{EVS[ZUSO—F(GX—FF) L&+ (T, + )Wy + (D + @) -V,

+(Qs+ k) : (Vs @V0)]8u; + [2Uso + (65 +T) : &+ (T, + @) 'w
+(Ds+0)-Vio+ (Qs + k) : (VS®VS(p)]y8un}da
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Then, by substituting equations (56)-(61) into equation (49), we have

5 / Usda = / -V, (6, — V,-7,)] Suda — / (6,—V,-7,) : K| 6u"da

1 .
_ /{EV“‘[ZU*‘” (0, +T) : &+ (1, + @) iw, + (D + @) -V,

+(Qs+ %) : (Vs @ V,0)|8u, + [2Uso + (65 +T) : €+ (T, + @) W,
+ D5+ 0) V0 +(Qs+K) : (Vi@ Vy9)]yduntda

+ / Y, [(Vep@Dy) + (Vs ©V,0)- Qs — Vs @ (V5 - Q,)] - Surda
+ [ (90D + (V2 Vi) Q — V,00 (V- Q)] kduda

—/VS~(DS—VS-QS)5(pda

(62)
The above equation can be further rewritten as
§ [Uda= [ [-V.-(0, -V, 5+ 655)] Suda
a

+/[— (6,—V, T+ 05) K| 6u”da—/Vs~(Ds—Vs~Qs)8<pda

(63)
where 655 is the generalized surface electrostatic force, which is defined as
GES = (Vs(p ®DS) - (Vs & VS(P) : Qs + VS(P ® (Vs . Qs)
1 .
+5 Uy + (05+T) : &+ (T, + @) :w; (64)

+ D5+ o) Vo +(Qs+x): (Vi@ Vi)l

The expression (64) of the surface electrostatic force is almost same as the one
for the bulk, i.e., equation (43). Comparing with 6 and V; - T, the term Oy : &

and T,:w; can be neglected since the strain is small. Hence, equation (64) can be
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reduced to
01 =~ (Vi @Dy) — (V,0V,0) Qs+ V,0 ® (Vs- Q)
+%[2Us0+(Ds+(o)~VS(p+ (Qs+k): (Vi@ V)1 (65)
=c —v,.¥

where 6 and V; -/ are the generalized surface Maxwell stress, and the gener-
alized surface electrostatic stress corresponding to the electric field gradient effect,
respectively, which are defined as

1
oV = (V,paD,)+ 52U+ (D, + @) - V0] (66)

Vs : T/sw = (Vs X VY(P) : Qs + Vs(p X (Vs : Qv)
1 (67)
£31Q4R): (V@ V)T
Due to the arbitrariness of du,, du", and ¢, from equations (47) and (63), the
governing equations can be written as
V- (6-V-t+06") =0 (68)
V. D-V-Q)=0 (69)

with the boundary conditions on a

T-R=V, (6,-V, T,+065) (70)
T-n=(6,-V, 1,+655) :k (71)
qg=Vs (Dy—V;-Qy) (72)
T:(n®n)=0 (73)
Q:(n®n)=0 (74)

Equations (70)-(72) become the generalized electromechanical Young-Laplace equa-
tions, where equation (72) is the electric Young-Laplace equation and represents
the surface charge equation (surface Gauss’s law). Equations (68) and (69), with
boundary conditions (70)-(74), form the equations for nanosized linear elastic di-
electrics with the surface and strain/electric field gradient effects, as well as the
effect of the electrostatic force. After appropriate simplifications and transforma-
tions, these equations can be reduced to some special theory and those available
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in the literature. For example, without the surface effect, the strain gradient and
the electric field gradient effect, these equations are reduced to the classical elec-
tromechanical problems (Yang, 2004a; Zhang, 2004). If we do not consider the
electromechanical coupling and electric field gradient, only consider the electro-
statics, equation (72) can reduce to the same as that in Slavchov et al. (2006) for
surface polarization.

If we do not consider the effects of the electric field gradient and strain gradient,
V-tM and V-tV should disappear. Then, without the external traction, the Young-
Laplace equations become

n-(6+6") R=V, (o,+0) (75)
n-(6+06") n=(0,+0)):k (76)

If the electrostatic force, strain gradient and the surface effect are not taken into
account, then the governing equations reduce to those for electric field gradient
in Yang (2004a, b). If the electrostatic force, strain gradient and the electric field
gradient effects are not taken into account, we can obtain the surface piezoelectric
theory.

If the electrostatic force are omitted, the second integrals in equations (20) and (21)
can be neglected, then the electromechanical surface/gradient theory can be derived
directly from (68)-(74) by leaving the generalized bulk and surface electrostatic
stresses 65 and 65 out.

If the surface polarizations are neglected, the surface constitutive relations are pure
mechanical, and the surface electrostatic stress 625 should be canceled from equa-
tions (70) and (71) while the right hand side of equation (72) becomes zero.

If we do not consider the electromechanical coupling, then we can obtain the sur-
face/gradient elastic theory. Further, equations (68) and (69) will reduce to the
classical surface elastic theory as in Gurtin (1975) if we do not consider the strain
gradient effect either.

4 Conclusions

In this paper, a variational principle was established for nanosized dielectrics with
the strain/electric field gradients and surface effects. Based on the variational prin-
ciple, we formulated a theoretical framework to examine the size effect due to both
the electric field gradient effect and surface effect for dielectrics. The surface effect
includes both the effect of surface stress and surface polarization. The governing
equations and the generalized electromechanical Young-Laplace equations, which
include the effects of strain/electric field gradients, surface and electrostatic force,
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were presented. The generalized bulk and surface electrostatic stress are obtained
from the variational principle naturally. These formulae are different from those
for the flexoelectricity (Shen and Hu, 2010).
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