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SPECTRAL ELEMENT MODELING AND ANALYSIS OF AN
AXTALLY MOVING THERMOELASTIC BEAM-PLATE

KYUNGSOO KwON AND USIK LEE

Axially moving thin-walled structures exposed to sudden external thermal loads
may experience severe vibrations. For accurate predictions of the thermally in-
duced vibrations, this paper develops a spectral element model for the axially
moving beam-plates subjected to sudden external thermal loads. The spectral
element model is formulated from the frequency-dependent dynamic shape func-
tions which satisfy the governing equations in the frequency domain. Thus,
when compared with the conventional finite element model in which simple
polynomials are used as the shape functions, the spectral element model provides
exact solutions by treating a whole uniform structure member as a single finite
element, regardless of its length. Numerical studies are conducted to evaluate
the present spectral element model and also to investigate the dynamic character-
istics of an axially moving beam-plate subjected to a sudden thermal load on its
upper surface.

1. Introduction

A sudden thermal load applied to a structure may induce rapid movements in that
structure, causing it to vibrate. These thermally induced vibrations may be encoun-
tered, for example, in high-speed modern aircraft subjected to aerodynamic heating,
nuclear reactors in extremely high temperature and temperature gradient environ-
ments, high-speed propulsion units, and galvanized steel strips passing through a
hot zinc tank.

The thermally induced vibration of a beam subjected to a suddenly applied heat
flux distributed along its span was studied in [Boley 1956]. Since then many studies
have been conducted for various thermoelastic structures such as beams [Boley
and Barber 1957; Yu 1969; Manolis and Beskos 1980; Massalas and Kalpakidis
1984; Eslami and Vahedi 1989; Kidawa-Kukla 1997], laminated beams [Al-Huniti
2004], plates [Boley 1956; Kozlov 1972; Takeuti and Furukawa 1981; Massalas
et al. 1982; Trajkovski and Cukié 1999; Verma 2001; Arafat et al. 2003; Al-Huniti
2004], laminated plates [Chandrashekhara and Tenneti 1994; Mukherjee and Sinha

Keywords: Thermally induced vibration, beam-plate, axially moving structure, spectral element
model, spectral element analysis, dynamic characteristics.
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1996], panels [Sharma 2001; Oguamanam et al. 2004], cylinders [Takeuti et al.
1983], and so forth. [Lee 1985] conducted thermoelastic damping analysis for the
beams, plates and shells undergoing flexural vibration, and [Kinra and Milligan
1994] considered thermoelastic damping for beams. [Tauchert 1991] presented
an extensive review on the subject of thermally induced vibrations of plates, and
[Thornton 1992] made a survey of the literature on thermal structures, mostly fo-
cusing on aerospace applications. To eliminate the paradox of infinite velocity
of heat propagation in the classical theory of thermoelasticity [Biot 1956], some
researchers such as [Lord and Shulman 1967] developed the generalized theory of
thermoelasticity by introducing thermal relaxation times. However, as the thermal
relaxation effect is very small at high temperatures [Lord and Shulman 1967], the
classical theory of thermoelasticity will be adopted in this study. In the existing
literatures, various solution techniques have been used: they include the Green
function method [Kidawa-Kukla 1997], integral transformation method [Massalas
et al. 1982; Trajkovski and Cukié 1999; Sharma 2001; Al-Huniti 2004], finite
element method [Eslami and Vahedi 1989; Chandrashekhara and Tenneti 1994;
Mukherjee and Sinha 1996; Oguamanam et al. 2004], and the modal analysis
method [Lee 1985].

Existing studies on thermally induced vibration have focused mostly on sta-
tionary (not axially moving) thermoelastic structures. Recently, Al-Huniti [2004]
considered the dynamics of a stationary laminated beam under the effect of a mov-
ing heat source. However, to our best knowledge, the dynamics of axially moving
thermoelastic structures such as the galvanized steel strips passing through a hot
zinc tank has not been investigated. Furthermore, the spectral element method
(SEM) has not been applied to such axially moving thermoelastic structures. The
SEM is an element method, like the finite element method (FEM). The fundamental
differences from FEM are:

(1) The SEM uses a spectral element matrix (exact dynamic stiffness matrix),
which is formulated in the frequency domain by using the dynamic (frequency-
dependent) shape functions exactly solved from governing equations.

(2) The FFT algorithm is used to efficiently reconstruct the time domain response
from the frequency domain solution. Because no approximation or assump-
tion is made in the course of spectral element formulation, SEM indeed pro-
vides exact solutions and thus it is well recognized as an exact solution method
[Lee and Leung 2000; Lee 2004].

In this paper we develop an SEM for an axially moving thermoelastic beam-
plate and conduct a spectral element analysis to investigate the dynamic behavior
of an axially moving beam-plate subjected to a sudden temperature change on its
surface.
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Figure 1. Geometry of an axially moving beam-plate.

2. Derivation of the governing equations

2A. Equations of motion. Consider a thin beam-plate moving in the x (axial) di-
rection at speed ¢, as shown in Figure 1. The beam-plate has thickness # and width
b. The material properties of the beam-plate are given by Young’s modulus £ and
Poisson’s ratio v. Assume that the beam-plate has a small amplitude vibration and
that its displacements don’t vary along the width direction as the word ‘beam-plate’
implies.

Using Kirchhoff’s hypothesis, one can write the displacements as

Wx,t) =w(x,t),

) ey
Ukx,z,t) =u(x,t) —zw (x, 1),
where w(x, t) is the displacement of the midplane of the beam-plate in the z direc-
tion, u(x, t) the displacement in the x direction, z is the transverse distance from
the midplane to the point of interest on the cross-section of the beam-plate, and
the prime denotes the derivative with respective to x. From (1), the strain in the x
direction can be readily obtained as

e =U'(x,z2,0) =u'(x,t) —zw"(x, ). ()

The stress in the x direction, taking into account the thermal stress, is given by
[Ugral 1999]

E Eo
l_vzgxx_l_vAT(X,Z,t), 3)

Oxx =
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where AT (x, z, t) is the difference between the absolute temperature 7 (x, z, t)
and the reference, stress-free absolute temperature Ty as

AT(x,z,t)=T(x,z,t)—Tp.

Using (2) and (3) we can derive the strain energy P as

1 L ph/2 1 L o
P=—/ / axxsxxbdzdx=—/ (Dw"? + EAu” + Mrw” — Npu')dx, (4)
2Jo Jonp 2 Jo

where L is the span between two simple supports (see Figure 1), A is the cross-
sectional area of the beam-plate, and the following definitions are used:

EI bh3 _ EA
D=— [=-"—, EA = )
(1—v2?) 12 1—12

(&)

In Equation (4), My and Ny are the thermal moment and thermal (axial) force,
defined by

Eab ("2
Mr(x,t) = 1 / AT (x,z,t)zdz,

—VJ_nn
(6)
ab h/2
Nr(x,t) = / AT(x,z,t)dz.
L=v J up
Similarly, by using (1), the kinetic energy K can be derived as
o [L[h? ) )
K= _/ / ((c+U)* + (W +cW)?)bdzdx
2 Jo Jonp
(7
L

:5/ (A(c +i)* + A(b + cw')* + Tw'?) dx.
0

Finally, the virtual work is given by

L
5W=/ (pxCx, )Su(x, 1) + po(x, HDSw(x, 1)) dx
" + M1 (1)1 (1) + M2(1) 8¢ () + V(1) 18w (2)
+ Va (1) dwa (1) + N1(2) 8ur (1) + Na(1) Sua (1), (8)

where p,(x,t) and p,(x, t) are distributed loads acting on the beam-plate in the
x and z directions. M;, V; and N; (i = 1, 2) represent the boundary moments,
transverse shear forces and axial forces applied at x = 0 and L, respectively. The
transverse displacement, axial displacement and slope (¢ = dw/dx) at boundaries
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are defined by

w1 () = w(0, 1), wa () =w(L, 1),
1 (1) =w'(0,1), () =w'(L, 1),
ui(t) =u(0,1), ur(t) =u(L,t).

609

The equations of motion and the relevant boundary conditions of the beam-plate

can be derived from Hamilton’s principle:

5]
f (6K —8P+46W)dt =0.

1

Substituting (4), (7), and (8) into this equality and integrating by parts yields

th pL
/ / (—Dw””—,oAczw”—Z,oAcu'/—,oA{i)—i—,oIzI)”—%M¥+pz) Swdx dt
n 0

th pL o
+ / / (—pAii + EAu" — 3N} + px) Su dx dt
n J0O
5]

b [ (M 03]+ M1801-+ Madga = (x. D3+ Vidws + Vabuoy

1

—N(x, Dduly + Niduy + Naduz) dt =0,
where the limits O and L refer to the variable x, and where
M(x,t) = Dw" + 1My,
V(x,t) =—Dw" — phc*w’ — %M/T — pAcw + plw,
N(x,t) = EAu' — {Nr.
From the first two integrals in (9) we obtain the equations of motion:
EAu" — pAii = —p,(x, 1) + 3N},
Dw" + pActw” 4+ 2pAcw’ — plW" + pAth = p.(x,t) — My,
The boundary conditions can be obtained from the last integral of (9) as
M@O,1)=—-M(t) or ¢@0,1)=¢i),
M(L, 1) = M>(1) or  ¢(L,1)=¢i(),
VO, )=-Vi(t) or w(0,1)=w),
V(L,t)=Va2() or w(L,1)=w(t),
N@©,t)=—=Ni(r)  or u(0,1)=u (1),
N(L,t) = Na(1) or u(L,t)=uy(t).

)

(10)

(11)
(12)

(13)
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2B. Heat conduction equation. The temperature field T (x, z,t) or AT (x, z,1) is
governed by the heat conduction equation. The heat conduction equation can be
derived from the law of energy conservation as [Lee 1985; Ozisik 1993]

_g —q — ToaE de 8T
T =715 9 ~ P

(14)

where « is the coefficient of thermal expansion and ¢, is the specific heat at constant
strain. The first two terms in the left of Equation (14) represent the net energy
inflow and ¢, and ¢, are the heat fluxes per unit area in the x and z directions,
respectively, defined by

CIx(xa <, t) = _kT/(-xv 2, t) +IOCPCAT(-X’ <, t)v

° (15)
qZ('xv <, t) = _kT (x’ <, t)7

where k is the thermal conductivity of the medium. The circle (°) symbol denotes
the derivative with respective to z and this notation will be used throughout. Notice
that the effect of the moving speed c is taken into account in the heat flux g,
[Ozisik 1993; Beck and McMasters 2004]. The term on the right in Equation (14)
represents the energy stored in the structure. The third term on the left represents
the rate of thermal energy generation due to elastic deformation, where e(x, z, t)
is the dilatation defined by [Lee 1985; Ugral 1999]

e=txxteyyte, = <11__2Uv>(u’ —zw”) + (ii—s)aAT = <}i_:j>aAT, (16)
where €y, €y, &;; are the normal strains in the x, y, z directions. In (16), the strain
€yy 1s neglected because we are considering a beam-plate. The dilatation due to
the pure elastic deformation is also neglected in the last expression of (16) because
its effect on the temperature change will be a small, secondary effect.

Substituting (15) and (16) in (14) gives the heat conduction equation as

—k(T" + T°°) + pepeT’ + (Toa Ey + pep)T =0, (17)
where
14+v
= 18
T =2v)(1—v) (18)

In deriving the heat conduction equation, we have implicitly assumed that the
heating of the plate will not exceed the limit where the material’s thermal and
mechanical properties become temperature-dependent. In addition, we will assume
that the beam-plate is subject to the thermal loads applied only on its top or bottom
surface and that the thermal loads do not vary along the width direction, y. Because
of the geometry of beam-plate and the y-axis independence of thermal loads, the
instantaneous temperature variation due to the sudden temperature change on the
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top or bottom surface of beam-plate will be more significant in the thickness direc-
tion than in the in-plane direction. Accordingly, one may assume the temperature
as the function of z and ¢ to simplify (17) as follows:

kT°° — (TQaZE,, + ,oc,,)T =0. (19)

Once the proper thermal boundary conditions are specified for a given problem,
one can readily solve Equation (18) for T(z, ¢) and then apply the solution to
Equation (11) to investigate the thermal-induced vibration of a beam-plate. Notice
that, because the temperature will be assumed in this study as the function of z
and ¢ only, the thermal moment My and thermal force Ny defined by Equation
(6) will be functions of ¢ only. In this case, the last terms in (11) will vanish
and the thermal loads will affect the vibration of beam-plate through the boundary
conditions, which can be guessed from Equations (10) and (13).

3. Spectral element formulation

3A. Brief review of DFT theory. (For more details, see for instance [Newland
1993].) In discrete Fourier transform (DFT) theory, a periodic function of time
x(t) with period T can be always expressed by the Fourier series as

x(t) = Z X, el (20)

n=—0o0

where i = «/—1, w, =n(2n/T) = nw; are the discrete frequencies, and X, are
constant Fourier (or spectral) components given by

1 (7 ;
X":T/ x(t)e_lw”tdl‘ (n=0,1,2,...,00). (1)
0

Equations (20) and (21) are the continuous Fourier transforms pair for a periodic
function.

Although x(¢) is a continuous function of time ¢, it is often the case that only
sampled values of the function are available, in the form of a discrete time series
{x(t,)}. If N is the number of samples, all equally spaced with a time interval
A = T/N, the discrete time series are given by x, = x(#,), where t, = r A and
r=20,1,2,..., N — 1. The integral in Equation (21) can be replaced with the
summation as follows:

X,=Y) x(@t)e " (n=0,1,2,...,N—1), (22)
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which is the DFT of the discrete time series {x,}. Any typical value x, of the series
{x,} can be obtained from the synthesis equation

N-1
x(tﬂ:%ZX,,ei“’”“ (r=0,1,2,...,N=1), (23)
n=0
which is the inverse discrete Fourier transform (IDFT). Thus Equations (22) and
(23) represent the DFT-IDFT pair. Although (22) is an approximation of (20), it
allows all discrete time series {x,} to be regained exactly [Newland 1993]. The
Fourier components X, in (23) can normally be arranged as

Xn-n=X, (n=0,1,2,...,N/2),

where * denotes complex conjugation. X/, corresponds to the highest frequency
wn/2 = (N /2)w,, the Nyquist frequency.

The fast Fourier transforms (FFT) is an ingenious computer algorithm that per-
forms the synthesis analysis extremely efficiently, in time logarithmic rather than
linear in N. While the FFT-based spectral analysis uses a computer, it is not a
numerical method in the usual sense, because the analytical descriptions of Equa-
tions (22) and (23) are retained.

3B. Formulation of the spectral element matrix. Based on DFT theory, assume
the solutions of Equation (11) in spectral form are

N—1 N—1
ue, )=y Uy, wlx,5)= Y Wy(x)e", (24)
n=0 n=0
where U, (x) and W, (x), forn =0, 1, ..., N—1, are the spectral components of

the dynamic responses u(x, t) and w(x, t). The accuracy of dynamic responses
may depend on how many spectral components are taken into account in the FFT-
based spectral analysis, for a chosen time window 7'. Similarly, one can express
the external loads and thermal loads in the spectral forms as

N-l N-1
px(x.1) = Z Pen(x)e', pz(x,1) = Z P (x)e' !,
n=0 n=0
(25)
N-1 N-1
Nr(t) = Z NTnelw"t, Mz (t) = Z MTnelwnt’
n=0 n=0

where Py, (x), P;,(x), Nrp(x) and M7, (x),forn=0, 1, ..., N—1, are the spectral
components of p,(x, 1), py(x,t), Nr(t), and M7(t). The spectral components
Myt and N7, in Equation (25) are constant, rather than functions of x, because
the temperature is assumed to vary only in the thickness (z) direction.
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Substituting (24) and (25) into (11), we get
EAU" 4 pAw?U, = Fyy, 06)
DW", + (pAc* + plw,) W, +2ipAcw, W, — pAws W, = Fyy,

where
Fxn(x):_Pxn"i‘%N;"n:_Pxns an(x):Pzn_%Mgn:Pzn- (27)

Here the thermal force and moment terms do not appear because temperature is
assumed to vary only in the thickness direction. In a similar way, the resultant
moment, transverse shear force and axial force defined in (10) can be also expressed
in spectral form as

N, (x) = EAU;, — 1Nz,
Va(x) = —DW, — (pAc* + pl&2) W, — ip Acw, Wy, (28)
M,(x) = DW, + 1 Mr,,
where N,(x), V,(x) and M, (x) are the spectral components of N(x, ), V(x, t)
and M (x, t), respectively.
The spectral element formulation begins with the governing equations without

external forces [Lee and Leung 2000; Lee 2004]. Therefore, the homogeneous

form of governing equations can be deduced from (26) as
EAU! 4+ pAw?U, =0, 29)
DW", + (pAc* + plo2) W) +2ip Acw, W), — pAws W, = 0.

The general solutions of (29) can be assumed to be
Un (x) = Al’le’("x, Wn(x) - Bne)\ﬂx,

where «k,, and A,, are the wavenumbers for the axial and transverse vibration mode,
respectively. Substituting these equalities into (29) yields the dispersion relations

EAK? + pAw? =0,

D)»i + (,oAc2 + ,ola)z))»% +2ipAcwpr, — ,oAa)ﬁ =0.
From this, two wavenumbers k,, (r = 1, 2) can be obtained for axial vibration
modes and four wavenumbers A, (r =1, 2, 3, 4) for the transverse vibration modes.

By using the wavenumbers thus computed, the general solutions of the dispersion
relations can expressed in summation form as

2 4
Un(¥) =) Awe™, Wo(x) = Bue™,
r=1 r=1
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U Dy AWt Wn2 Dp2 u
nt n2
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Vn1 < / > vn2

Figure 2. Sign convention for finite beam-plate element.

or in matrix-vector multiplication form as

Un(x) = [Eyn(x; @) [{Cy),

(30)
Wy (x) = [EWn(X; wn)]{cn}7

where
[EUn(X;a)n)] = [ek"lx 00 ek'ﬂx 0 0] ,
[Ewn(x; 0)] =[0 e*n* e*nt 0 ehnt ghnr],
{Ca}=1{Au But Bwx Aux Bus Bus)' .

The constant vector {C,} will be determined by the boundary conditions.

Now consider a finite beam-plate element of length / as shown in Figure 2.
The corresponding spectral components of the nodal degree of freedom (DOF) are
defined by

Unt = Un1(0), Wat = W1 (0), Q1 =W, (0),
Una = Up2 (D), Wna = Wia (1), Dy = Wr/lz(l)

Applying these values to Equation (30) yields a relationship between the spectral
nodal DOF vector {d,} and the constant vector {C,}:

T
where {dn}={Un1 Wnl (Dnl Un2 an q)nZ} and

1 0 0 1 0 0 ]
0 1 1 0 1 1
0 Anl A2 0 An3 An4
[Xn] = eknll 0 0 ek,,zl O O
0 e}»,,]l e}»nzl O e}»n}l e}»n4l
L 0 )\.n1€}”’“l )\,nze}””zl 0 )»,136“31 )»n4€}""4l_
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One can use (31) to eliminate the constant vector {C,} from Equation (30),
obtaining

U,(x) = [Ey,1[X ]—l{d } = [Nya(x; w)lid,),

(32)

where [Ny,] and [N w,] are the dynamic (frequency-dependent) shape function
matrices.

In the following, the well-known variational approach [Reddy 2002] is used to
formulate the spectral element matrix by using the displacement fields given by
Equation (32) and the temperature field given in the next section. The weak form
statements of the governing equations (26) are

1
/ (EAU) + pAw,U, + Pyy) 8U, dx =0,
0

1
/ (DWW, + (AP +pI )W) +2ip Acw, W), — pAws Wy, — Pyy) $W, dx = 0.
0

Substituting the loading terms from (27) into these equalities and integrating by
parts yields

I I
/ (ﬂU,gaU,;—pAwﬁUnaUn)dx—/ P 8Up dx — A N7, 8U,[L = N, 8U, |y =0,
0 0
1
/ (DW,;QSW,;’ — (pAC+ pIlP YW SW +ip Acwn (W, 8W, — W, 6W))
0
I
_pAwﬁwnawn>dx—/ Poy Wy dx 43 My, W, |0~ V,, W, |\ — M, W[ =0,
0
where Equation (28) has been used and where, as before, the limits O and / refer

to the variable x.
Substituting (32) into these two equalities yields

{Sdn}T([SUn]{dn} - {fUn}) =0, {5dn}T([SWn]{dn} - {an}) =0, (33)

where
[
[Synl = /0 (EAIN}, " [INy,] — pA@ZN a1  [Nyal) dx

!
[Swal = /O (DIN'y T[Ny, 1 = (0 AC + pI)) [Ny 1 [Ny,

+ipAcw, ([Nwal" [Ny, =[Ny, [Nwal) — pAwi [Nwal" [Nwnl)dx, (34)
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l
{fua}={Ni, 00 Ny, 00} + fo Pe()[Nynl"dx—3N7a[Nya()—Nyn (01",

l
{.an}:{O Vin Mip 0 Vo MZn}T+f Pzn(x)[NWn]de
0
+%MT"[N/Wn(l)_N/Wn(O)]T'

The details of the matrices [Sy,] and [Sw,] are given in the Appendix.
Since {§d,,} is arbitrary, the spectral element equation can be deduced from (33):

[Sn(@)Hdn} = {fn} (35)
Here
[Sh(w)] = [Svun(@)]+ [Swn(®)]

is the frequency-dependent spectral element matrix and

{fn} = {fn}l + {fn}Z

is the spectral nodal force, where

{fuhi = N1y Vi My, Ny Vo, Mp,)T,
/

[
{(ful= f Py (X)[Nynl" dx + f P () [Nwnl" dx (36)
0 0
— INTalNun () = NunO)]1" + S M7y [Ny, () — Ny, (017

All spectral elements can be assembled in a completely analogous way to that
used in the conventional FEM. Assembling all spectral elements represented by
(35) and then applying appropriate boundary conditions yields a global system
equation in the form

[SS (A} = {f3).

The natural frequencies wnat can be computed from the condition that the determi-
nant of global spectral stiffness matrix [S,? ] should vanish at natural frequencies:

det[S (wnar)] = 0.

3C. Temperature in the frequency domain. The approximate temperature field is
governed by Equation (18) and the thermal boundary conditions specified on the
upper and lower surfaces of the beam-plate. As done in the preceding section for
the displacements field, the temperature field can be also represented in the spectral

form as
N-1

T(z.t) =Y T()e",

n=0
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where T, are the spectral components of temperature field 7 (z, t). Substituting
this equality into the heat conduction equation (18) yields

T°° — iw,$°T, =0, (37)
where
B> = %(ToazEn + pcp).
The general solution of Equation (37) can be readily obtained as

T,(z) = Bnle_rnZ + anel’nz’ (38)

where
t,,=/3\/iwn,8=(1+i),3\/§. 39)

The constants B,,; and B, are determined by the thermal boundary conditions spec-
ified on the upper and lower surfaces of beam-plate. Once the spectral components
of temperature 7' are computed from (38), the corresponding spectral components
of thermal moment My and thermal force Ny in (36) can be readily computed
from (6) and (25).

4. Numerical results and discussion

As an illustrative example, a beam-plate which is axially moving over two simple
supports of distance L =2 m is considered. The beam-plate has thickness 72 = 5 mm,
width » = 0.5 m, Young’s modulus £ = 73 GPa, Poisson’s ratio v = 0.33, mass
density p = 2770kg/m?, thermal expansion coefficient ®23.0 x 107%/K , thermal
conductivity k = 177 W/mK, and specific heat ¢, =875 J/kg- K. As shown in Figure
3, the temperature change is applied only to the middle part of the upper surface,
while the remaining parts are allowed to remain at room temperature 7.

First, to show the high accuracy of the present spectral element model, we
compare in Table 1 the natural frequencies obtained for the beam-plate using the

< L >
f——— [_1 «— [_2 [_1—>
To To+AT(1) To
2l [ [ |

P To 7@

Figure 3. Example problem: thermal boundary conditions on the
upper and lower surfaces of the beam-plate which moves axially
over two simple supports.
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cmfs) | Method N o o o o o o
Exact — 3.083 12329 27.743 49321 77.066 679.78
SEM 1 3.083 12329 27.742 49.317 77.057 679.78
0 10 3.083 12331 27.758 49.403 77.371 680.48

20 3.083 12.330 27.744 49.327 7T77.087 679.95
50 3.083 12.329 27.743 49.322 77.067 679.81
100 3.083 12.329 27.743 49322 77.067 679.79

SEM 1 2886 12.197 27.626 49.210 76.955 679.78

10 2.886 12.198 27.643 49.298 77.274 680.48
4 20 2.886 12.197 27.628 49.220 76.985 679.95
FEM 50 2.886 12.197 27.627 49.215 76.966 679.81

100 2.886 12.197 27.627 49.215 76.965 679.79

SEM 1 2248 11.790 27.277 48.889 76.649 679.78

10 2.248 11.792 27.296 48.983 76.982 680.48
8 20 2248 11.790 27.280 48.899 76.681 679.95
FEM 50 2248 11.790 27.279 48.893 76.660 679.81

100 2.248 11.790 27.279 48.893 76.659 679.79

SEM 1 0.0 11.012 26.631 48.297 76.087 679.78

10 00 11015 26654 48402 76446 68048
12.33 20 0.0 11.012 26.634 48.307 76.120 679.95
FEM 50 00 11012 26633 48301 76.098 679.81

100 00 11012 26633 48301 76.097 679.79

FEM

Table 1. Natural frequencies (Hz) of a beam-plate obtained by the
present SEM, the FEM and the exact theory [Blevins 1979]. N is
the number of finite elements used in the analysis, c¢ is the fluid
velocity, and the superscripts (w) and (u#) stand respectively for
the transverse and axial displacement modes.

present spectral element model (SEM), the finite element model (FEM), and the
exact theory (only for stationary beam), for various speeds of the beam-plate. The
number of finite elements used in the FEM varies from 10 to 100, while only one
finite element is used for the SEM. The table shows that the SEM results are almost
same as the exact values when ¢ = 0, and the FEM values converge to the SEM
values when ¢ # 0 as the number of finite elements used in FEM is increased. This
suggests that the present spectral element model is very accurate.

One more thing we can observe from Table 1 is that in general the magni-
tude of natural frequency (real part of eigenfrequency) decreases as the moving
speed of beam-plate is increased. The first natural frequency becomes zero at
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Figure 4. Moving speed dependence of the lowest first three
eigenfrequencies of beam-plate.

c = 12.33 m/s, which is the divergence speed at which the divergence instability
may occur. Figure 4 shows in detail how the eigenfrequency of beam-plate varies
as the moving speed of beam-plate is increased. One can see from Figure 4 that
the beam-plate will have divergence instability at c = 12.33 m/s and coupled-mode
flutter instability at ¢ = 25.35 m/s.
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Figure 5. Time history of the thermal load applied on the middle
region (L;) of the upper surface of beam-plate shown in Figure 3.

To investigate the thermally induced vibration of the beam-plate, the temper-
ature on the middle part of the upper surface of the beam-plate is suddenly el-
evated so that AT = 20K and the elevated temperature is sustained for 0.01
seconds from ¢t = 0, as shown in Figure 5. Figure 6 shows the time history of
the temperature distribution through the thickness of the beam-plate, and Figure 7

0.8

0.6

0.4 4

AT /T,

SO
g il
i
i
Rt
i
SRR

0.2

0.5
0.02

0.03
Time (sec) 0.04
0.05 -05 zh

Figure 6. Time history of temperature distribution through the
thickness of beam-plate.
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Figure 7. Time histories of the thermal moment M7 and thermal
force N in the region L1 < x < (L — L»).

shows the corresponding thermal moment My and thermal force Nt in the region
L <x< L—Lj. Notice that L} = L3 =0.8m and L, = 0.4 m. Figure 6 shows
that the temperature quickly spreads out to become symmetric with respect to the
middle plane of the beam-plane. Accordingly the thermal moment My disappears
after about 0.05 seconds, while the thermal force Ny converges to a small value.
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Figure 8. Comparison of the frequency response functions of the
axial and transverse displacements obtained by the present SEM
and FEM when ¢ =4 m/s and L, = 0.2L.

Figure 8 compares the frequency response functions obtained by the present SEM
and FEM. Similarly Figure 9 compares the corresponding time responses. It is
clear from both figures that FEM results converge to SEM results as the number
of finite elements used in FEM is increased, which also proves the high accuracy
of the present spectral element model. Notice that the minimum number of finite



SPECTRAL ELEMENT MODELING AND ANALYSIS OF A BEAM-PLATE 623

15 T T T T
T — SEM 3 elements R
£ ---- FEM 10 elements
o --—-- FEM 20 elements 3
L FEM 50 elements ]
o
-
1]
x
©
c
)
£
[}]
[&]
)
o
Q0
°
]
x
<
-0.19 0.191 0.192 0.193 0.194 0.195
Time (sec)
2.5 - - T T
T —— SEM 3 elements
€ 245l FEM 10 elements i
=~ --—-- FEM 20 elements
O | R FEM 50 elements
= 24} 1
L .
x
© 235( 1
c
)
E 23t 4
o
o
)
.% 2.25¢ E
°
@ 22t ]
)
»
c 215} E
o
= /

. ) .
0.092 0.093 0.094 0.095

2L . . . . .
0.086 0.087 0.088 0.089 0.09 0.091
Time (sec)

Figure 9. Comparison of the axial and transverse displacements
obtained by the present SEM and FEM when ¢ =4 m/s and L, =
0.2L.

elements used in SEM is three, because the beam-plate has temperature disconti-
nuities at x = Ly and x = L+ L».

Figure 10 shows the time responses of transverse displacement at three different
moving speeds of beam-plate. From Figure 10, one can observe that the period of
time response increases as the moving speed increases. As previously discussed,
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Figure 10. Transverse displacement versus moving speed ¢ when
L, =0.2L.
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Figure 11. Transverse displacements when ¢ = 12.33 m/s (diver-
gence speed) and ¢ = 25.35 m/s (flutter speed) when L, = 0.2L.

this is because the natural frequencies decrease as the moving speed increases.
Figure 11 shows the time responses at divergence speed ¢ = 12.33 m/s and flutter
speed ¢ = 25.35m/s. As expected, the divergence and flutter instabilities indeed
occur at the divergence and flutter speeds, respectively.
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Figure 12. Axial and transverse displacements versus size of L,
on which thermal load is applied when ¢ = 4 m/s.

Figure 12 shows the time responses of axial and transverse displacements de-
pending on the length of middle part (L;) subjected to the sudden temperature
change of Figure 5, when the moving speed of beam-plate is ¢ = 4 m/s. The time
responses in both axial and transverse displacements tend to increase as the length
of middle part becomes larger.
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13. Axial and transverse displacements versus excita-

Figure

tion frequency f of the thermal load given by AT (x,t) =

10sin(2 ft) +20(K) when c =4 m/s and L, = 0.2L.

Figure 13 compares the axial and transverse displacements excited by a har-

t) =10sin(2x ft) + 20(K) when ¢ =4 m/s

and L, =0.2L. It is obvious from Figure 13 that the resonance in transverse vibra-

k]

monic thermal load defined by AT (x

tion mode occurs when the excitation frequency f is close to the first transverse

natural frequency 2.886 Hz (see Table 1).
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Figure 14. Time histories of the thermal moment M7 and thermal
force Nt in the region L < x < (L — L) versus duration of
thermal load At when ¢ =4 m/s.

Figure 14 shows the time histories of the thermal moments My and thermal
forces N in the region L < x < (L — L,) for different durations of thermal load,
At, and Figure 15 shows the corresponding axial and transverse displacements. In
general, it is shown that the amplitudes of vibration become larger as the duration
of thermal load becomes larger.
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5. Conclusions

We develop a spectral element model for an axially moving beam-plate subjected
to external thermal loads. The model is formulated from frequency-dependent
dynamic shape functions that are exact frequency-domain solutions of governing
equations, and it is evaluated by comparison with the conventional finite element
model. Numerical studies show the high accuracy of the present method and al-
low us to model the thermally induced vibration of an axially moving beam-plate
subjected to a sudden temperature change on the upper surface of the beam-plate.

Appendix

Matrices [Sy,] and [Swy] in Equation (34). ~ _
Y11 00 Y1400
0O 00 0 0O
0 00 0 0O

_rv-I1T -1 _

[Sunl =X, I"[Ru,][X, "], where [Ry,]= You 00 Yo 00 and
0 00 0 0O

0 00 0 00

e(kni +knj)l — 1

EAkyik,: — pAw?).

Yoij =

0 0 0 0 0 |
Xn11 Xn12 0 Xn13 Xpua
Xn12 Xn22 0 Xp23 Xpo4

0 0O 0 O 0
Xn13 Xn23 0 Xuz3 Xuza
Xnia Xn24 0 Xn34 Xpas |

[Swal=[X, 1T [Rw,1[X; '], where [Rw,]=

=NeBeleoNoRel

(D%ihp i — Rudnidnj+ip Acwy(Mni — Anj) — pAwy).

ni’*nj

e()\ni +)hnj 0 _ 1

N X =
ni nj
The finite element model

The finite element model used in this study is formulated by assuming the displace-
ment fields within a finite beam-plate element of length / as follows:

u(x, 1) =[Ny x)Nd(1)}, w(x, 1) =[Nw)Nd (@)},
where {d(¢)} is the nodal DOF vector defined by
@O} ={ui() i) $1(0) w0 wa®) G0}
and [Ny (¢)] and [Nw (¢)] are the shape function matrices defined by

[Ny()]=[1—-£ 00 & 00] and [Nw(x)]=[0 Nwi Nwz O Nws Nwa],
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where £ = x/[ and
Nwi=28-38%+1, Nwo=IEE—1)?, Nwy3=—2£ 4382 Nya=IE(E>-8).

Following the usual procedure [Reddy 2002], the finite element equation can be
derived as

[M]{d} +[Cl{d} + [K1{d} = { f},
where { f} is the nodal force vector defined by

(fy ={Ni—=Nr/2 Vi M{+Mr/2 Ny+Nr/2 Vo My—My/2")
l
+ /0 (PINUIT + pINwIT) dx

and the finite element matrices [M], [C], and [K] are given by

l
[M]= /0 (PAINU [Nyl+ pAINW] [Nw]l—pI [Ny 1T [N}, 1) dx

[ 140

0 0 70 0 0 00 00 O0 0
0 156 221 0 54 —131 0 36 30 0 —36 3l
_pAL| O 221 47 0 131 =3I*| pl |0 31 41> 0 =31 [
T420|70 0 0 140 0O 0 | 30/|0 0 0 0 O O
0 54 131 0 156 =221 0 —36 =31 0 36 —3I
0 —13] =312 0 —221 477 0 31 —I>0 =31 47
(C] = [0 0 0 0 0 0]
0 0 6/ 0 30 —6!
) 2
/0 (pAc(INWITINY 1~ (NG TN D) de= 2 |0 00 000 60 =
0 -30 —6/0 0 6]
0 6/ 12 0—-61 0
!
[K]= fo (EAIN, 1INy 1+ DING T INY 1+ p AN 1T [N}, 1)dx
1 00 -1 0 0] [0 0 00 0 0
000 000 0 12 6/ 0 —12 6l
_EA| 000 00O D|0 6 4% 0 —6l 22
=7 l-100 1007500 000 o]f"
000 000 0—12 -6/ 0 12 —6l
000 00O 0 6/ 202 0 —61 412
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[0 0 0 0 0 0|
0 36 31 0 —36 3l
pAc* |0 31 412 0 =31 —I?
300 /0 0 0 0 0 O
0 —36 =31 0 36 -3l
0 31 —I>0 =31 477
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AN ATOMISTIC INSTABILITY CONDITION AND
APPLICATIONS

J1A LU AND LIANG ZHANG

We present an atomic-level criterion for material stability in an atomic system.
The criterion draws on the strong ellipticity condition in continuum elasticity
theory; however, it is formulated directly in terms of atomic potential without
resorting to the continuum concepts. Since the criterion is based on local ener-
getics at an atomic site, we expect it to be applicable to pre-defected systems,
provided that the site energy can be reasonably defined. The kinetic implication
of the stability condition is also discussed. The application in nanotubes shows
that the criterion can capture the tensile limit strain of both perfect and defective
nanotubes, and the predictions agree well with the atomistic simulations reported
in the literature.

1. Introduction

The loss of elastic stability in an atomic lattice is often a precursor to defect nu-
cleation. For a nonhomogeneous system, lattice instability typically occurs first
at “weak spots” where the local deformation has exceeded the stability limit. If
loaded further, the lattice may respond by irreversible deformations such as bond
breaking, defect nucleation or topological transformation. Thus, local instability
provides fundamental information about elastic limit and ultimately the strength of
an atomic structure. Present atomistic simulations such as molecular dynamics can
provide invaluable details of the mechanical motion of atomic systems. However,
to extract physical insight into the system behavior especially the onset of local
irreversible motion requires the identification of indicators that characterize the
critical state at which the transition occurs.

To motivate the stability condition presented in this work, it is instructive to
review relevant concepts in elastic stability at continuum scale. The stability of a
finitely deforming elastic body under quasistatic load is typically characterized by
the positiveness of the increment of the free energy in reconfigurations from an equi-
librium state [Truesdell and Noll 1965]. Stability conditions may be divided into
two categories: one is for structural stability that characterizes the stability of the
entire system including possibly the energetic contribution from the external load;
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the other is for material stability that concerns the stability of an isolated material
element. In nonlinear elasticity, the material stability is characterized by the strong
ellipticity condition [Ogden 1997; Ciarlet 1988]. Van Hove [1947] showed that
the strong ellipticity condition guarantees the uniqueness of solution for Dirichlet
boundary value problems. In the context of stability, the condition precludes the ex-
istence of any nonzero reconfiguration that does not alter its boundary. The loss of
strong ellipticity, on the other hand, indicates that the stationary acceleration wave
[Hill 1962] or locally supported discontinuous bifurcation [Rice 1976] becomes ad-
missible in an initially homogeneous deformation field. The stability governed by
the strong ellipticity condition, therefore, corresponds to Gibbs’ notion of internal
stability that requires a system be stable under arbitrary reconfigurations that leave
the boundary unaltered [Gibbs 1993]. The condition is intrinsic to the material
since the energetic influence from the external environment is excluded.

The local stability considered in this work can be intuitively understood as ma-
terial stability in atomic systems. Numerous studies have reported on the elastic
stability of crystal lattice. Born and Huang [1954] and others [Hill and Milstein
1977; Wang and Yip 1993; Wang et al. 1995; Morris and Krenn 2000] treated a unit
cell as an elastic system, and derived stability conditions for perfect crystals. These
criteria are formulated in terms of the local stress and the elasticity tensor; however,
they are derived under the assumption that the unit cell deforms homogeneously,
which is valid only for simple lattice. The analysis of material stability can be fur-
ther complicated by the presence of defects. Presently, there is no unified method
for local stability in defective systems. Kitamura et al. [2004a; 2004b] proposed to
detect the instability by the singularity of the global tangent stiffness matrix. The
method applies to general systems; however, it is for structural stability and the
detected unstable motions include global modes such as elastic buckling. Dmitriev
et al. [2004] proposed a scheme of local analysis that considers only atoms in a
small region of interest. The method, strictly speaking, is not of material stability
analysis. Yashiro and Tomita [2001] used Wang’s criteria [Wang and Yip 1993;
Wang et al. 1995], which are for defect-free simple lattice, to predict the material
stability in defective system. The results showed a reasonable correlation with
molecular dynamics simulations, however, the theoretical basis remains unclear.

In a series of papers, Li and others [Li et al. 2002; Van Vliet et al. 2003; Zhu
et al. 2004; Li et al. 2004] have proposed a local condition (called A criterion
therein) for detecting the nucleation of point defect in perfect crystals. The crite-
rion is based on the strong ellipticity condition, but evaluated using the stress and
elasticity tensor derived from the atomic description. Li and others [Li et al. 2002;
Van Vliet et al. 2003] speculated that the loss of strong ellipticity indicates the
admissibility of nonhomogeneous bifurcation modes, which could occur at atomic
spacing and result in a single dislocation or microcrack. While the exact nature



AN ATOMISTIC INSTABILITY CONDITION AND APPLICATIONS 635

of the localized singularity remains debatable, this line of thinking suggests that
the atomistic displacement singularity and the continuum scale strain localization
may be analyzed in the same theoretical framework. A similar approach has been
applied to predict the strain-localization and crack initiation in atomic-informed
continuum models [Klein and Gao 1998; Gao and Klein 1998].

In this contribution, we further explore this line of thinking and propose an
alternative form of atomic material stability condition. The condition is based
on the local energy landscape and is formulated directly in atomistic description
without resorting to continuum concepts and homogenization. We also discuss the
kinetic implication of the condition, and show that the condition corresponds to
a monotonicity condition in a properly defined atomic stress. The critical state
signifies the stationary point in the response of “atomic traction”. We utilize the
criterion to analyze the stability of carbon nanotubes (CNT). The application im-
proves a recent work by the same authors [Lu and Zhang 2006] where they used
the strong ellipticity condition based on a continuum elasticity model to predict the
failure strain of CNTs. The tensile failure strains in [Lu and Zhang 2006] compare
well with the stability limits obtained from crystal elasticity models [Zhang et al.
2002a] as well as early molecular dynamics simulations [ Yakobson et al. 1997];
however, they appear higher than those reported in recent publications [Troya et al.
2003; Zhang et al. 2005; Mielke et al. 2004]. In the present work, the analysis is
performed directly in the discrete setting and comparable results are obtained. In
addition, the method in [Lu and Zhang 2006] is limited to perfect tubes. Here, both
perfect and defective tubes are considered.

2. Atomistic material instability condition

As discussed above, the strong ellipticity condition characterizes material stability
in an finitely deforming elastic body. With reference to the strain energy function
W = W (F) where F is the deformation gradient, the strong ellipticity condition
is given by . 92W
Aikg bibyNiNk >0  with A; ;g = 9F 9F ik

for all arbitrary nonzero vectors b and N. A; ik is the (Cartesian) component of the
fourth-order elasticity tensor, F;; is the component of the deformation gradient, and
(b;, N1) are the components of the vectors b and N. The summation convention
applies to repeated indices unless stated otherwise. Introducing n = F~7 N, the
condition can be written in spatial form, as

(Cijki +0ikTj1) bibgnjn; > 0, 1)

where C;ji = (det F YAk F; Fik is the spatial elasticity tensor and Tj; is the
component of the Cauchy stress. This condition is often stated alternatively in
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terms of the positive-definiteness of the acoustic tensor
Qik(n) = (Cijp + Sk Tjr)njny. ()

If the energy function is sufficiently smooth, the strong ellipticity condition is
equivalent to the rank-one convexity of the energy function, which can written

2
o W(F +eb®N) >0 3)
9e2 e=0
for arbitrary nonzero vectors b and N, see [Ciarlet 1988, Section 5.10]. In this
paper, the operator ® means the standard tensor product.

There are several justifications for the strong ellipticity condition. At continuum
scale, the strong ellipticity condition guarantees the uniqueness of solution for
Dirichlet boundary value problems [Van Hove 1947]. In the context of stability,
the condition precludes any nonzero incremental motion that leaves the boundary
unaltered. The loss of strong ellipticity condition indicates that the energy surface
is locally concave, and a particular form of local discontinuous bifurcation become
admissible even if the material element is subjected to all round displacement
boundary conditions [Hill 1962; Rice 1976]. In [Li et al. 2002; Van Vliet et al.
2003; Zhu et al. 2004; Li et al. 2004], the condition (1) is utilized in atomic system,
with the continuum stress and elasticity tensor being evaluated using the Ray sum
[Ray et al. 1986; Lutsko 1988].

Here, we propose a direct atomic level stability condition without resorting to
the concepts of stress and elasticity tensor. We focus on models in which the
system potential can be expressed as a sum of bond potentials. For such systems
one can define the energy of an atomic site and partition the total potential into
contributions from the site potentials. Consider such a system at an equilibrium
state (temperature T = 0). Let r, be the position of atom @ and let rp, :=rp — 1,
be the bond vector. The potential of bond ab is

Vapb = Vab(rpq)'

For many-body interaction, the potential V,; depends not only on bond r,, but
also on other bonds in the potential range. The potential of an atom site can be
defined by

W, = %%Vab(rpq)- (4)

The summation runs over all bonds connecting to atom a.
Motivated by the strong ellipticity condition, we postulate that for an atomic site
to be locally stable, the equilibrium state must satisfy the condition

b-0,(n)b>0 5)
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for arbitrary nonzero vectors n and b. Here,

Q,(n) = ZZZ(rpq n) (sf n) 6)

b p,q st

is the atomistic counterpart of the acoustic tensor, which depends quadratically
on n. The condition (5) is equivalent to the positive-definiteness of the atomistic
acoustic tensor Q,,.
The condition can be stated alternatively as a convexity condition for W,. If the

site energy W, is at least twice differentiable, the condition (5) is equivalent to

32

pre N (rpq +eb(rpg-n)) >0 (7)
for arbitrary nonzero vectors b and n. The equivalence can be directly verified.
This representation corresponds directly to the rank-one convexity condition (3).
The rank-one deformation gradient increment, in a discrete setting, corresponds to
the atomic displacement increment

Srap = b(ryy - n). ®)

We refer to (7) as a mono-mode convexity condition.

Several remarks on the condition (5) or (7) are in order. First, the stability
condition is postulated based on the premise that the stability of a site is deter-
mined by the local energy landscape. If the condition (5) is violated for certain
vectors b and n, the energy surface is locally concave, and bifurcation into lower
energy modes becomes possible. The displacement mode (8) is chosen to test the
convexity as it naturally corresponds to the rank-one deformation gradient in the
continuum theory. In simple crystals b and n retain the physical explanation as
wave vectors [Li et al. 2002; Van Vliet et al. 2003]. Second, as will be discussed in
Section 3, the condition is related to the monotonicity of a properly defined atomic
stress that characterizes the average intensity of interaction between an atom and
the surrounding atoms. In particular, the singularity in Q signifies the state where
the traction is momentarily stationary in a mono-mode incremental displacements.
Thirdly, the condition coincides with Li’s criterion for simple crystals (see Appen-
dix). However, they may differ in complex lattices depending on how the atomic
stress and elasticity tensor are evaluated in Li’s approach. The atomistic form (6)
has the advantage of being free from continuum concepts. More importantly, since
the condition is based on the local property of the energy function, we expect it to
be applicable to defective systems provided that the site energy can be reasonably
defined.
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3. Kinetic implications

The condition (5) can be further examined from the standpoint of atomic stress,
which provides information about the local kinetics in some average sense. For
systems that admit the site energy of the form (4), the static atomic stress at site a

can be defined as Z Z 3Vab
QTpgs
b P9 9rpq

where w is the volume of atomic site a. This expression of stress can be de-
rived from an energetic argument by considering the mechanical power in a su-
perposed affine incremental motion. The quantity represents the average inten-
sity of interaction between the atom a and the surrounding atoms. The stress so
defined is symmetric, and the symmetry follows from the invariant requirement
Vab(rpg) = Vap(Rr),,) for any rotation tensor R. Intuitively, if the atomic system
is mechanically stable, one expects the stress to satisfy the monotonicity condition

80, -6€ >0

for properly defined strain increment Se.
The stress increment under incremental atomic displacements r, is given by

1 2V,
80, = — (—5 )
o 2")217:%; Orpq 0Ty Fir) @ g

Consider the mono-mode displacement increment (8). Since this incremental dis-
placement field is affine, we can define the corresponding strain increment, as

Se=1b®n+n®b). (10)

Regardless of how the atomic volume w is defined, the volume increment is given
by the formula §w = w(tr ¢€), which yield

Sw=w(b- n). (1D

Substituting (8) into (9), and invoking equations (10), (11), a straight forward cal-

culation yields
80, -8€=1b.0,n)b.

Hence, the positiveness of Q, ensures that the atomic stress is at least monotonic
in the incremental mode (8).
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Alternatively, the definition of stress motivates the introduction of atomic trac-
tion in an imaginary plane of normal n:

1 aVup
= "a"zgzzar—a(’m'”)- (12)
b pq P4

This quantity represents the contribution of the atom a to the macroscopic trac-
tion in the direction n. Similarly to (9), the increment under incremental atomic
displacements &7, is

1 32V
n __ . —ll
30 = 5 22 2 2 e ) oryor

b p.q st
1 IVap 8w 3 Vap
+%ZZ%(&M-n)—z—wzzzﬂ(rpq-n). (13)
b pyq b p.gq

Again, consider the mono-mode (8). Recalling (11), the last two terms in equation
(13) cancel each other and the traction increment (13) takes the form

st =10, (n)b. (14)

If at a point along a loading path the acoustic tensor becomes singular, namely
0 ,(n)b = 0 for a pair of direction vectors (b, n), then, according to equation (14),
the atomic traction is momentarily stationary. This is another important indicator
for the onset of instability in atomic systems, since the stationary point in atomic
force often marks the incipiency of softening response.

4. Application in carbon nanotubes

The validity of the stability condition is assessed with application in carbon nan-
otubes. The criterion is utilized to identify the critical load of elastic instability in
defective carbon nanotubes under tension. In this study, we are concerned with the
stability of CNT at lower temperatures where the system is in quasistatic state, and
its stability is determined primarily by the mechanical characteristics of the inter-
atomic potential. The atomic coordinates are computed using molecular mechanics
(MM). The analysis does not consider thermal effects, however, we expect that at
low temperatures the influence of thermal contribution to the local stability of CNT
is negligibly small. The first generation Tersoff-Brenner potential [Brenner 1990;
1992] is used to model CNT bond energy. The parameters listed as potential-I in
[Brenner 1990] are utilized in the computation, as in [Zhang et al. 2002a; 2002b].
This empirical potential has been widely used in studying carbon nanotubes and is
found to be able to accurately describe the bond energy, elastic modulus and even
defect nucleation. With Brenner’s potential the interatomic energy between atom
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a and b is expressed by the function
V(rap) = Vg(rap) — BV (rap),

where 7y, is the length of the covalent bond, Vj, and V, are the repulsive and attrac-
tive terms depending on the bond length, and B models the multibody coupling
between bond ab and its environment, which depends on angles between ab and
adjacent bonds. At an atomic site of a CNT, one can distinguish the three bond
vectors in the unit cell of the honeycomb lattice of graphene by bond vectors r,
a =1, 2, 3 which makes three angles, labeled such that 6,4 is the angle between
bond « and B. The site energy is

3 _
12 (Va(ra) = B(cosbp. cos b )Va(r) - (B# 7).

It has been observed that the cutoff function in Brenner’s bond-order potential
produces unphysical results [Shenderova et al. 2000; Belytschko et al. 2002]. Re-
cent studies [Troya et al. 2003; Zhang et al. 2005; Mielke et al. 2004] have used
a modification originally suggested in [Shenderova et al. 2000], which removes
the cutoff function but retains the interactions only for atoms initially within a
2 A cutoff distance. The present work also follows this approach. The summation
over the bonds pg and st in (6) is truncated accordingly. Nevertheless, the resulting
stress and acoustic tensor include the contributions from the derivatives of the bond
order function E(@a,g, 6xy). These contributions can not be omitted because 7
bond characterized by the function B plays an important role in strengthening the
cohesive interaction between carbon atoms.

To simulate uniaxial tension, the atoms at the two ends are subjected to pre-
scribed displacement increments while the coordinates of the interior atoms are
computed using molecular mechanics. The convexity condition (5) is monitored
by the smallest eigenvalue of Q,(n). To find the minimum eigenvalue at a given
atomic configuration, the vector n is swept through the admissible range with a
pre-set increment and a bi-section process is used to locate the critical direction,
as in [Lu and Zhang 2006]. The procedure is performed at every atom site and
at every load increment. Although the process can be computationally intensive,
it is a mere postprocessing of the molecular mechanics data and therefore doesn’t
interfere with MM solution process.

We begin by considering pristine tubes. Figure 1 shows the values of the smallest
eigenvalue of @, at different elongation in an armchair [10, 10] and a zigzag [17, 0]
tube. Black circles indicates unstable atoms at which the smallest eigenvalue be-
comes negative. Stable atom sites are denoted by grey or hollow circles, where the
grey scale is obtained by scaling the (positive) eigenvalue of @, from O to 1, with
increasing grayness for decreasing eigenvalues. Our analysis finds that the pristine



AN ATOMISTIC INSTABILITY CONDITION AND APPLICATIONS 641

Figure 1. Stability of perfect armchair [10, 10] (upper row) and
zigzag [17, 0] tubes (lower row) under various tensile strains.
Black circles indicate the unstable sites where the smallest eigen-
value of the acoustic tensor is negative. The grey scale is obtained
by scaling the (positive) eigenvalues inversely against the largest
positive value in the loading process.

tubes lose stability uniformly when stretched to a critical strain. Particularly, the
armchair [10, 10] becomes unstable at 29.8%. In comparison, numerous studies
reported the critical tensile strain values close to 30% [Yakobson et al. 1997; Mar-
ques et al. 2004; Mielke et al. 2004; Zhang et al. 2005]. The critical strain for
the zigzag tube [17, 0] is found to be 19.1%, again the value is consistent with
the reported range of 16-20% [Dumiitrica et al. 2003; Mielke et al. 2004; Zhang
et al. 2005]. See Table 1. The molecular dynamics simulations by Yakobson et al.
[1997] and recently by Marques et al. [2004] showed that the deformation is ini-
tially homogeneous till the critical strain is reached. Upon further stretching, a
largely distorted neck appears and the tube quickly breaks into segments. As in
[Lu and Zhang 2006], the critical directions b and nr are found to be parallel to the
tube axis, indicating that the unstable model corresponds to an incipient mode-I
crack.

The same analysis is conducted for nanotubes embedded with a single Stone-
Wales (SW) defect [Stone and Wales 1986]. Existing studies suggest that the
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Figure 2. Evolution of unstable zone in CNTs with Stone-Wales
defect. Upper row: [10, 10] armchair tube. Lower row: [17, 0]
zigzag.

5/7/7/5 ring may behave as a dislocation core and weakens the strength moder-
ately [Buongiorno Nardelli et al. 1998; Yakobson 1998; Mielke et al. 2004; Troya
et al. 2003]. Figure 2 shows the evolution of instability zone during stretching.
Unlike the pristine tubes which lose stability uniformly, here the unstable sites
appear first at the SW ring; when loaded further the unstable zone quickly spreads
out and results in global instability (MM computation fails to converge). For the
[10, 10] armchair, the initial instability is found to occur at 21% strain, and the tube
loses global stability at 26% strain. As shown in Table 1, the lower limit compares
well with the reported yield strain obtained from molecular and quantum mechanics
simulations. The upper limit 26% also corresponds nicely with break strain of SW
defective tubes reported by Marques et al. [2004]. For the zigzag tube [17, 0], the
initial instability is found to be 14%. In comparison, other studies [Mielke et al.
2004; Troya et al. 2003] found the critical strains of zigzag tubes to be close to
14%.

Recent simulations have reported that vacancy defects can significantly reduce
the strength of CNTs. Mielke et al. [2004] predicted the limit strain of 11-15% for
[5, 5] armchair tubes with one-atom vacancy, and 9-13% limit strain for [10, O]
tubes with the same defect. Zhang et al. [2005] reported moderately lower limit
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Critical Tensile Strains of SWCNTs

Tube type  Defect  &¢rit(%) Method Reference
[17,0]  pristine 19.1 MM (TB-G1) present work
[10,0]  pristine 16.0 QM-AM1 [Dumitrica et al. 2003]
[10,0]  pristine 20.0 QM-PM3 [Mielke et al. 2004]
[10,0]  pristine 18.1 MM (MTB-G2) [Zhang et al. 2005]

[10,10] pristine 29.8 MM (TB-G1) present work
[5, 5] pristine  27.9 QM-MSINDO [Troya et al. 2003]
[5, 5] pristine  30.0 QM-DFT [Mielke et al. 2004]
[5, 5] pristine  29.7 MM (MTB-G2) [Zhang et al. 2005]
[17, 0] SW 14.1 MM (TB-G1) present work
[10, 0] SW 13.9 QM-PM3 [Mielke et al. 2004]

[10, 10] SW 21.3 MM (TB-G1) present work
[5, 5] SwW 24.4 QM-MSINDO [Troya et al. 2003]
[5, 5] SwW 22.0 QM-PM3 [Mielke et al. 2004]

[17,0] vacancy 13.0 MM (TB-G1) present work

[10,0] vacancy 13.0 QM-PM3 [Mielke et al. 2004]

[10,10] vacancy 12.8 MM (TB-G1) present work
[5, 5] vacancy 15.3 QM-PM3 [Mielke et al. 2004]

[5, 5] vacancy 11.4 MM (MTB-G2) [Zhang et al. 2005]

Table 1. Tensile failure strain of CNTs and comparison with pre-
dictions of molecular mechanics (MM), molecular dynamics (MD)
and quantum mechanics (QM) simulations. TB-G1 and MTB-
G2 stand for the first- and modified second-generation Tersoff-
Brenner potentials.

strain for the zigzag tubes. We consider the [17, 0] zigzag tube with a symmetric,
reconstructed one-atom vacancy. The initial instability is found to occur at 13.0%
strain. When loaded further, the unstable zone spreads and the tube loss global
stability at about 17% strain. Figure 3 shows the distribution of unstable sites at
various strains. We also consider the [10, 10] armchair tube with an asymmetric
one-atom vacancy. The onset of unstable atoms is captured at 12.8% strain, and
the tube quickly loss global stability when loaded slightly further. The limit strains
for both the armchair and the zigzag tubes compare reasonally well with Mielke’s
predictions. The armchair result also agrees with the range reported in [Zhang et al.
2005].
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Figure 3. Evolution of unstable zone in the [17, 0] tube with a
symmetric one-atom vacancy.
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Figure 4. Stress versus strain in perfect and SW defective tubes.
The instability points detected by the stability criterion correlate
directly to the sudden stress drop in the response.

Figure 4 shows the (engineering) tensile stress as a function of strain for the
pristine and SW defective tubes. The limit strains correlate nicely to the sudden
loss of stress in the response. The stress is computed by dividing the resultant end
reaction force by the tube’s original circumference and the shell thickness of 0.34
nanometer.
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S. Summary

An atomic level stability condition has been presented for predicting the local
elastic instability of an atomic system. The criterion corresponds to the strong
ellipticity condition in continuum elasticity, but is formulated directly in terms
of atomic quantities without explicit reference to continuum stress and elasticity
tensor. Being essentially a generalization of the continuum condition for material
stability, the criterion is expected to capture the onset of local failure in atomic
systems. Also, since the criterion is directly based on the site potential, we expect
it to be applicable in complex lattices and defective systems provided that the site
energy can be reasonably defined.

Preliminary applications in tensile CNTs has shown promising results. For pris-
tine tubes, the predicted limit strains are in excellent agreement with the reported
values from molecular and quantum mechanics simulations. For SW defective
tubes, the lower limits (at the onset of unstable sites) agree very well with the re-
ported failure strains. A single one-atom vacancy in the [10, 10] is found to reduce
the limit strain significantly, consistently with the findings in recent publications.
The spatial distribution of the stability indicator also provides useful information
about the unstable zone and its evolution during a loading course.

Appendix

In this appendix we provide an explicit expression for the acoustic tensor @, in
the context of pairwise potentials and show that in this case the condition coincides
with the criterion in [Li et al. 2002; Van Vliet et al. 2003]. Fir a pairwise potential,
the bond energy V,;, depends only on the bond length r,;, = /Tup - Fapp, namely
Vab =V (rap). The site energy therefore is W, =), V (r45). Using the chain rule
and invoking the identity 07,5 /0F.p = Vap/Tap, We find

oV OV 1y
orp up Tap .

Furthermore,
REAY% 1 9%V —_— 1 9V (1 1 . )
=5 5 Ta®T. — — = Tap®rap ),
8rabarab i’azb 81’021) ab ab o 3I’ab razb ab ab

where I is the second order identity tensor. It follows that, for this system the
atomistic acoustic tensor (6) takes the form

1 1,92V 1 9V ) 1 v
—_ ( Fab R FupQFap+
Qa 2 ;(razb <ara2b Fab arab)( “@ ) “ “ Fab arab

(Tab -n>21). (15)

The summation runs over all bonds emanating from atom a.
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According to the recipe of Li and others [Li et al. 2002; Van Vliet et al. 2003],
the stability condition is evaluated using the continuum acoustic tensor (2) in con-
junction with derived atomic stress and elasticity tensor. For this system, the static
Virial stress [Irving and Kirkwood 1950; Cheung and Yip 1991; Shen and Atluri
2004] or BDT stress [Basinski et al. 1971; Shen and Atluri 2004] is given by

1 av 1 oV

Fap = —
Tab 8rab

o

= — —_ r Yab, 16
2w - arab ab® ab ( )
where w is the volume of atomic site a. The isothermal elastic tensor at 7 = 0 can
be obtained from the Ray sum [Ray et al. 1986; Lutsko 1988], as
1 1 <a2v 1 av

2 __>rab®rab®rab®rab- (17)
8Fab rab arab

2w - razb
Li’s procedure results in an expression identical to (15) modulo a volume factor,
as can be readily checked by substituting (16) and (17) into (2). The two criteria

coincide in this special case.
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A MODE IIT MOVING CRACK BETWEEN A FUNCTIONALLY
GRADED COATING AND A HOMOGENEOUS SUBSTRATE

BAO-LIN WANG AND JIE-CAI HAN

This paper considers an anti-plane moving crack between a functionally graded
coating and a homogeneous substrate. The shear modulus and the mass density
of the FGM coating are considered for a class of functional forms for which
the equilibrium equation has an analytical solution. The problem is solved by
means of singular integral equation technique. Results are plotted to show the
effect of material nonhomogeneity and crack moving velocity on the crack tip
field. The angular variation of the near-tip stress field is of particular interest, and
the crack bifurcation behaviour is also discussed. It is shown that choice of an
appropriate fracture criterion is essential for studying the stability of a moving
crack in FGMs. Different fracture criteria could give opposite predictions for
crack stability. It seems that the maximum cleavage stress near the crack tips is
a reasonable failure criterion for a moving crack in FGMs.

1. Introduction

In functionally graded materials, the compositions and microstructures vary con-
tinuously in the thickness direction and the mismatch of material properties at the
coating/substrate interface is eliminated. The problem of cracks in functionally
graded materials has been studied extensively. In particular, some authors have
studied dynamic fracture problems of FGMs. Marur and Tippur [1998] computed
the magnitude and phase of complex stress intensity factors in FGMs for static
and dynamic loading. Rousseau and Tippur [2001] studied the effect of different
elastic gradient profiles on the fracture behavior of dynamically loaded function-
ally graded materials with cracks parallel to the elastic gradient. They used finite-
element analyses of FGM and homogeneous beams to examine crack tip responses
to low velocity and symmetric impact loading on the uncracked edge of the beams.
Wau et al. [2002] proposed an extended dynamic J integral for functional graded ma-
terials. Zhang et al. [2003] used a boundary integral equation method to investigate
the dynamic response of FGM crack problems. Chen et al. [2003] investigated the
dynamic fracture of a crack in a functionally graded piezoelectric interface. Guo
et al. [2005] considered the dynamic response of an edge crack in a functionally

Keywords: functionally graded materials, coatings, fracture mechanics, moving crack.
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graded orthotropic strip. Zhou et al. [2004] investigated the dynamic behavior of
a finite crack in functionally graded materials using the Schmidt method. The dy-
namic propagations of anti-plane shear cracks in functionally graded piezoelectric
strips have been investigated by Kwon [2004] and Shin et al. [2004]. Recently,
Sladek et al. [2005] used a meshless local boundary integral equation method for
dynamic anti-plane shear crack problems in functionally graded materials.

All these papers considered the time dependence of the crack tip field in FGMs.
Solutions to problems of moving cracks in FGMs are important since they can
assist in the understanding of how FGMs can best be constructed to arrest running
cracks. Some earlier investigations [Jin et al. 2003; Bi et al. 2003; Jin and Zhong
2002; Li and Weng 2002; Ma et al. 2005] have considered moving cracks in FGMs
with exponentially distributed material properties.

In this paper, we study a crack moving at the interface between an FGM layer and
a homogeneous substrate. The properties of the FGM are considered for a class of
continuous functions of the coordinate perpendicular to the crack plane. The Yoffe
model [1951] of a running crack is adopted. The crack is assumed to propagate at a
constant velocity. The results show that crack growth behavior is strongly affected
by the material nonhomogeneity and the crack moving velocity. Different fracture
criteria may lead to different, indeed opposite, crack growth predictions. This
suggests that the selection of a fracture criterion is essential for moving cracks in
FGMs. Based on the maximum cleavage stress criterion, the dependence of crack
bifurcation angle and the critical crack speed (at which bifurcation occurs) on the
stress intensity factor are found to be identical for functionally graded materials
and homogeneous materials. Stress intensity factors, however, have a strong de-
pendence on material nonhomogeneity and crack moving velocity.

2. Formulation of the crack problem

From the viewpoint of applications, anti-plane crack problems often provide a
useful analog to the more interesting in-plane fracture problems. Therefore, we
investigate an anti-plane crack problem in an FGM/substrate structure. The prop-
erties of the FGM vary along the y-axis, as shown in Figure 1. There is a plane
crack of length 2a lying at the interface between the FGM and the substrate. The
crack advances with a constant length in the material having shear modulus p(Y)
and mass density p(Y). Crack motion is maintained at a constant velocity V by
the uniform anti-plane shear stress —7o(x) applied to the crack faces.

We call XY the fixed coordinate system and xy the coordinates attached to the
moving crack. Under anti-plane deformation, the constitutive equations are

ow Jw
IXZZM(Y)B—X, TyzZM(Y)a—Y, (1)
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FGM: hz 4
\%;

Substrate: /i

Figure 1. Geometry of the crack problem.

where @ (Y) is the shear modulus, which is a constant for y < 0. From the equilib-
rium equation

ATy, 0Ty, 82w

ox oy ar
and the constitutive equations, we obtain

9w 82w) du(Y) dw 9w

Y — oY,
e )<ax2+ay2 av oy W5

To simplify this equation, we apply the coordinate change x = X — V¢, obtaining

) 9w N 9w du(y) dw V2o )Bzw _o @
RO\ 52 dy? dy dy P =0

Let the solution of (2) be given by

1 [ :
w(x,y)=§/ F(y,s)e""ds 3)

(see [Erdogan and Ozturk 1992]), where the function F is to be determined. It
follows from (2) and (3) that

d’F dF V%(y)) 2
- - (1= F =0, 4
dy? W dy ( wy )’ @
where
)
pO) = n’

To overcome the complexity of mathematics involved, we will focus in this study
on a special class of FGMs in which the properties vary proportionally, that is,

u(y)=pof(y) and p(y)=pof(y) &)
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for some function f(y), where g and py are material properties of the homoge-

neous substrate. From equations (4) and (5), we obtain

d2
d2

:m with c=\/,lT/,00

is the lowest bulk wave speed for plane wave propagation along the x direction.
Introduce the function

dF 220
+p(y) —w's"F =0, (6)

where

H(y,s)=F(y,s)f()". (7
Then Equation (6) becomes

d*H 1/, _dp  ,,
ar 2%P 1y >H —0. 8
dy? 4(p—{—dy—|—sa> ®
We will now look for a particular class of functions for which this equation has
an analytical solution. The simplest class of such functions is obtained by assuming
that
d
pr+2L — a4y,
dy
where £ is a constant. We consider three classes of functions satisfying this equa-
tion (see [Erdogan and Ozturk 1992; Wang et al. 2003]):

(a) With £o > 0 and B = /{y:

p(y) =F28,. [ () =exp(F28y).
p(y) =28 coth(By + 0.8814), f(y) =sinh?(8y + 0.8814), 9)
p(y) = 2B tanh(By), f(y) = cosh*(By).
(b) With £y <0 and B = /—{o:
p(y)=—2Btan(By).  f(y)=-cos’(By). (10)

(c) With £p =0 and 8 arbitrary:

P =2B/By+D.  fO)=By+17%
p(y)=0, f»=1
The material properties are continuous at the interface between the coating and the

substrate if the coating property gradient is described by any of these equations.
The case p =0, f = 1 describes a homogeneous coating.

(1)
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3. The solutions

For the choices of p(y) and f(y) just listed, Equation (8) can be solved in analytic
form:

H = A(s)exp(Is|yy) + B(s) exp(—I|s|yy), y =y @*+Lo/s?, (12)

where A and B are arbitrary constants. It follows from (12), (7) and (3) that

1 e .
W =5 f (e A1)+ fis()Bi())e ™ ds. —hy <y <0,

1 o0 .
w(x, y) = —/ (f2a()A2(s) + fan(y)Ba(s))e " ds,  hy>y>0,

27 J_x
(13)
where A (s), Bi(s), A2(s) and B, (s) are unknown functions and
fia(y) =M, fip(y) =e 1, "

fray) = f(y) 72l () = F(y)Pelslvy,

In formulating those boundary conditions, the crack problem has been treated
using the superposition technique; that is, the problem without any cracks has
been solved and the equal and opposite values of the stresses have been used as
the applied loads on the crack surfaces. Therefore, the boundary and continuity
conditions are as follows (see Figure 1):

Ty (x, —h1) =0=1y,(x, hy) forx € (—00, 00), (15)

Ty (x, +0) = 1,,(x, —0) forx € (—00, 00), (16)

w(x, +0) = w(x, —0) forx ¢ (b, ¢), 17)

Ty (x, +0) =7y, (x, —0) = 19(x) forx € (b, ¢). (18)

Those conditions can be used to determine the unknown constants A (s), B (s),
Ar(s) and Bs(s).

3.1. The singular integral equation. The three homogeneous boundary conditions
shown in Equations (15) and (16) can be used to eliminate three of the four un-
known functions. The mixed boundary conditions (17)—(18) then give a system
of dual integral equations to determine the remaining one. By defining a new
unknown function

_ dw(x, +0) —dw(x, —0)

g(x) ™

(19)
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the problem can be reduced to an integral equation in g; then it is seen that (17) is
equivalent to

g(x)=0forx ¢ (b, ) /Cg(x)dsz,
b

and (18) gives the desired integral equation.

By substituting the values from Equations (13) via Hooke’s law into the bound-
ary conditions (15) and continuity conditions (16), and by using Equation (19), we
can determine A;(s), Bi(s), A>(s) and B;(s) in terms of the Fourier transforms
of g. Noting that g is zero for x ¢ (b, c), the expressions found for A;(s), Bi(s),
Ay (s) and B;(s) are

1 I fZ/a(hZ) I ¢ ist
Ai(s) = A()(fzg(o) be(O)fz/b(hz))E/b g()edt,

Bi(s) = exp(=2|s|wh1) A1 (s),

Ax(s) = A()(f“’(o) flb(O)fla( 1))f g(n)edt,

f]b( hl)
 fa(ha)
B =-—2 A
2(s) fh(h ) 2(8),
where
L) =3fa(0/3y,  fi() =3fp(y)/dy,
and
Als)=[1- 0 0
(s) ( fz/b(hZ) fla() flb( )f]b( hl)
flu(_ 1)>< / / fzu( ))
-1 - 0) — 0
(1-fecn) (0~ mo2gS

Substituting Equations (1) and (13) into the remaining boundary condition (18),
we obtain:

1 C
—/ gWK(x,1)dt =19(x)/ 10, (20)

T Jb

where
K(x,1)= % foo k(s)e'* s, 21)
’ fl/a(_hl)>( / / fZ/a(hz)>

k 0 0)—=4¢——- 0) — 0 . (22
(s) = SAG )<f1a( ) — Jip( )ffb(—hl) J240) — fo,( )fz’b(hz) (22)

Therefore, the integral kernel k£ can be obtained by inserting the property distribu-
tions (9)—(11) into Equations (14) and then into (22).
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To determine the singular behavior of (20) we must examine the behavior of the
kernel k. For this, it is sufficient to determine and separate those leading terms in
the asymptotic expansion of k as |s| — oo that would lead to unbounded integrals.
From the expression of k in (22) it can be shown that in the asymptotic expansions
for |s| — oo the only terms that would give unbounded integrals are

k(Eoo) = —sgn(s) %a)

By adding and substituting this asymptotic value to and from k in (21), and by
evaluating the integrals involving the leading terms, we obtain

K(x,t)= L, L + l_ /‘00 A(S)eis(t—x) ds
' 2 r—x 2 ) o ’
where
A(s) =k(s) + 3 sgn(s) .
Thus, Equation (20) becomes

g[“ Lg(z) dt+l/CK1(x,t)g(t) dt = IO(X), (23)
2w Jp t—x T Jp Ko

where
l’ o0 . o
Kix,t) =~ / A(s)e* s = —/ A(s) sin(s(t —x)) ds
2 —00 0

is a known bounded function.

3.2. The crack tip field. Equation (23) contains a Cauchy-type kernel. Conse-

quently, the crack tip behavior can be characterized by a standard square-root

singularity. The solution of the singular integral equation (23) has the form
G(x)

V& =b)(c—x)

where G is a bounded function. After normalizing the interval (b, c), equation (23)

can be solved numerically by using a Gaussian quadrature formula. The mode III
stress intensity factor at, for example, at the crack tip x = b is defined by

k3(b) = liin_O\/Z(x —b) 7y,(x,0).

gx) = (24)

Observing that Equation (23) gives the stress component 7, (x, 0) on the plane of
the crack for x € (b, c¢) as well as x ¢ (b, ¢), and substituting from (24) into (23),
a simple asymptotic analysis shows that

oy =9 = *, %9

2 a 2 Ja
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Of practical interest is the stress status near the crack tip. From the above results
we can obtain the asymptotic fields near the moving crack tips in terms of the stress
intensity factor in the moving coordinate system. The results at the right crack tip

are . .
k 0 k 0
Ty, = 3(C)A cos —, Tyg = — 3©) = sin —, (25)
2wy 2 wV2mr 2
where
P= \/(x —a)?+ (wy)?, 6 = tan! 22 (26)
xX—a

4. Infinite functionally graded medium

The foregoing analysis can be easily extended to the case of an infinite function-
ally graded medium (h; — oo and hy; — o0). Suppose by using superposition
technique, the solution has been reduced to a perturbation problem where the only
applied loads are the anti-plane shear stresses on the crack surfaces. To satisfy the
regularity conditions at infinity, the constants B and A, in Equations (13) must
equal zero. Following a similar analysis procedure in Section 3, we obtain the
remaining unknown constants B, and A; as

12,(0) i /" ist
A - dt,
=T o0 ), S0
fl/a(o) i/C ist
= — dt.
- 05 ), SO

The integral equation (20) remains unchanged, provided that the integral kernel
k(s) in (21) be replaced by

B (s)

oy = L OO
S[fm(o)_fzb(o]

The rest of the analysis and the equation system are the same as those in the previ-
ous section.

5. Results and discussion

We have considered an infinite medium (h; — 0o, i, — o0) with proportional
material properties f(y) and p(y) varying according to one of several functions,
namely, f(y) = exp(By), f(y) = sinh*(By + 0.8814), and f(y) = exp(—By).
The latter represents a soft coating (the stiffness of the coating is less than that
of the substrate). The values of the stress intensity factors for a single crack are
given in Figure 2, where a = (¢ — b)/2 is the half-crack length. As expected, the
value of k3 for a homogeneous medium (8 = 0) is 1 for any crack velocity. For
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J=exp(By)

11 V/c=0.0
' V/c=0.5
R V/c=0.7
1.0
oa
J=exp(-By)

- -
-
~

—_

fsinh?(By+0.8814) T ST

0.0 1.0 2.0

Ba

Figure 2. Stress intensity factors for a crack at different velocities.

the property distribution f(y) = exp(By), the values of the stress intensity factor
k3 increase with the material nonhomogeneity 8 and the crack moving velocity V.
Oppositely, for the property distributions f(y) =exp(—pBy) and f(y) = sinh?(By +
0.8814), the values of k3 decrease with the material nonhomogeneity and the crack
moving velocity. The results indicate further that for a nonhomogeneous material
with property distributions f(y) = exp(—By) and f(y) = sinh?>(By +0.8814) the
stress intensity factor k3 is smaller than the corresponding value for a homogeneous
material.

The fact that the values of k3 can increase or decrease with crack moving ve-
locities suggests that, if the stress intensity factor criterion is used to predict the
unstable fracture initiation, then the critical applied loads can increase or decrease
with crack velocities, depending on the type of the material nonhomogeneity (gra-
dient). For example, unstable fracture is more likely to take place, for a lower crack
moving velocity, for material gradient f(y) = sinh?(8y +0.8814), and for a higher
crack moving velocity, for material gradient f(y) = exp(B8y).

For a quick assessment of a possible unstable crack growth initiation, it is gener-
ally sufficient to examine the amplitude and the direction of the maximum cleavage
stress 7y, (r, 0) at the crack tips. The cleavage stress 1y, (r, 6) can be expressed as

Ty, (r, 0) =Ty, CO80 — T, sin 0, 27
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where (r, 6) are the polar coordinates at the crack tip and 6 is measured from
the positive x-axis (see Figure 1). Figure 3 gives the variation of cleavage shear
stress g, (r, 6) with the angle for different crack velocities. It is seen that the
stresses depend significantly on the crack velocities. Unlike the static solution, the
maximum value of ty,(r, 8) does not always occur along the axis coincident with
the crack (8 = 0). For small velocities, the shear stress decreases monotonously
with the angle. As the velocity increases, 7y, (r, 6) in each curve attains a maximum

V/c=0.7

Figure 3. Angular distribution of stress 7y, with polar angle for a
crack moving at different velocities. Top: f =exp(B8y), Ba = 3.
Bottom: f = sinh?(By +0.8814), Ba = 1.5.
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value at an angle different from 6 = 0. This suggests that crack bifurcation may
occur at a sufficient higher crack moving velocity.

Further consideration of the results in Figure 3 shows that the peak values of
the cleavage stress 1y, (r, ) increase with the crack moving velocity, both for the
gradient f(y) = exp(By) and for the gradient f(y) = sinh?(By + 0.8814). Hence,
it is more reasonable to use the maximum cleavage stress 7y,(7, 0) as a fracture
criterion, since it can predict that the fracture is more likely to take place for a
higher crack moving velocity, no matter what kind of material nonhomogeneity
the medium has.

As mentioned above, the crack may bifurcate at a sufficient high moving velocity.
Referring to Figure 3, the bifurcation angle 6, and the critical crack speed at which
bifurcation initiation can be found from:

8791("'» Qc) -0 32T9z(7’, ec)

00, ’ 062
From Equations (25), (26), (27) and (28) we see that the value of 6, is only a
function of crack moving velocities and does not depend on the material gradient.

Therefore, the bifurcation angle 8. and the critical crack speed at which bifurcation
occurs are the same as for an ordinary homogeneous isotropic solid.

< 0. (28)

6. Conclusions

The fracture problem for a functionally graded material under anti-plane shear
loads is investigated for a class of property distributions. The paper aims at de-
termining the crack tip stress field, evaluating simultaneously the effects of the
crack velocity and material varying properties. Also discussed are the stability of
crack growth, crack bifurcation and failure criteria to be adopted. The following
conclusions can be drawn:

« Unlike the case of a a homogeneous coating, crack motion affects the stress
intensity factors for an FGM coating.

« Stress intensity factors depend on the crack velocity as well as material non-
homogeneity. They can increase or decrease with material nonhomogeneities
and crack velocities, depending on the type of the material property distribu-
tion.

o For a stationary crack, the angular distribution of the stress field near the
crack tips is the same as for a homogeneous material. But for a moving crack
the singular stress field near the crack tips is altered considerably by crack
velocity.

« It is more convenient to use the maximum cleavage stress 7y, (7, 0) as a fracture
criterion for a moving crack in FGMs, since it can explain the fact that the



660 BAO-LIN WANG AND JIE-CAI HAN

fracture is more likely to take place for a higher moving velocity, for any
of the kinds of material nonhomogeneity (gradients) considered in this paper.
Oppositely, if the stress intensity factor criterion is used, the crack growth
could be enhanced or retarded by crack moving velocity, depending on the
material nonhomogeneity.
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NONLOCAL CONTINUUM MODELS FOR CARBON
NANOTUBES SUBJECTED TO STATIC LOADING

QUAN WANG AND YASUHIDE SHINDO

Static and buckling analyses of carbon nanotubes (CNTs) are carried out with
newly developed nonlocal continuum models. Small-scale effects are explicitly
derived for bending deformation solutions for CNTs subjected to general flexural
loading first. Solutions via nonlocal continuum models are expressed by simple
terms related to scale coefficients in addition to remaining terms via local contin-
uum models in which the simplicity of the nonlocal continuum models is clearly
observed. Discussions on various derivations of Young’s modulus for CNTs
from existing experimental work in the literature are provided, revealing the
applicability of the nonlocal continuum models. In addition, a simple equation
for the buckling load of CNTs with various general boundary conditions subject
to axial loading via the nonlocal elastic beam model is explicitly derived for
instability analysis. The results of this research provide benchmark solutions for
the response of CNTs subject to general static loading, with small-scale effects
modeled and revealed. Thus, the work has great potential in studying mechanical
properties of CNTs of various sizes.

1. Introduction

Carbon nanotubes (CNTs) have been the focus of extensive research [Ball 2001;
Baughman et al. 2002; Harris 1999; Treacy et al. 1996] since they were discovered
by lijima [1991], because of their potential to lead to new applications, such as fric-
tionless nanoactuators, nanomotors, nanobearings, and nanosprings [Lau 2003].

Two major analytical approaches are used in studies of CNTs. The first is
atomic modeling, and includes techniques such as classical molecular dynamics
(MD) [lijima et al. 1996; Yakobson et al. 1997], tight binding molecular dynamics
(TBMD) [Hernandez et al. 1998] and density functional theory (DFT) [Sanchez-
Portal et al. 1999]. Its use is limited to the study of systems having a relatively
small number of atoms.

The second approach, continuum modeling, is more practical in analyzing car-
bon nanotubes of large-scale systems. Continuum modeling includes elastic beam

Keywords: Nonlocal continuum models, carbon nanotubes, single-walled carbon nanotubes, elastic
beam model, stability analysis.
The authors thank the reviewers for their constructive comments.
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and shell models, which have been applied in analyzing static response, stability
and vibration of CNTs. Yakobson et al. [1996] studied unique features of fullerenes
and developed a continuum shell model to study instability patterns of a CNT under
different compressive loads. Ru [2000a; 2000b] proposed the buckling analysis of
CNTs with shell models. Parnes and Chiskis [2002] investigated elastic buckling
of nanofiber reinforced composites with elastic beam theory. Wang and coworkers
[Wang and Varadan 2005; Wang 2005; Wang et al. 2005b] have investigated global
and local instability or kinks of CNTs with elastic beam models. In these contin-
uum models, stress at a reference point is defined and considered traditionally to
be a functional of the strain field at the exact point in the body; hence the models
are usually called classical or local continuum models. A pioneering work [Zhang
et al. 2002] established a nanoscale continuum theory to incorporate interatomic
potentials into a continuum analysis in studying the linear modulus of a single-
wall CNT. The Young’s modulus predicted by that work agreed well with prior
experimental results and atomic studies. The simplicity of these continuum models
has inspired a great deal of work on CNT mechanical behavior, and this research
has shown that continuum mechanics is easy to handle and accurate in predicting
much this behavior.

Local continuum models do not admit intrinsic size dependence in elastic so-
lutions of inclusions and inhomogeneities. At nanolength scales, however, size
effects often become prominent, and in view of the increasing interest in nanotech-
nology, they need to be addressed [Sharma et al. 2003]. Wang et al. [2005a] used
the Tersoff-Brenner potential and ab initio calculations to find the size dependence
of CNTs in a thin-shell model. Sun and Zhang [2003] pointed out the limitations of
the applicability of classical continuum models in nanotechnology. They indicated
the importance of semicontinuum models in analyzing nanomaterials with plate-
like geometry. Their results contrast with those obtained from classical continuum
models; the values of material properties were found to depend heavily on the
thickness of the plate structure. The modeling of such a size-dependent phenome-
non has become an active researcher subject [Sheehan and Lieber 1996; Yakobson
and Smalley 1997]. One concludes from these works that the applicability of the
classical continuum models at small scales may be questionable. At such scales the
microstructure of the material, such as the lattice spacing between individual atoms,
becomes increasingly important and the discrete structure of the material can no
longer be homogenized into a continuum. Therefore, more appropriate continuum
models rather than classical or local elastic beam and shell theories are needed in
studying the small-scale effect in nanomaterials.

Nonlocal elasticity was first proposed by Eringen [1976; 1983] to account for
the scale effect in elasticity, by assuming the stress at a reference point to be a func-
tional of the strain field at every point in the body. In this way, the internal size scale
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could be considered in the constitutive equations simply as a material parameter.
Recently, Pugno and Ruoff [2004] modified continuum fracture mechanics and
proposed their fracture quantized mechanics to predict fractures of tiny systems
with a given geometry and type of loading occurred at quantized stress.

The application of nonlocal elasticity models to nanomaterials has received at-
tention from the nanotechnology community only recently. Peddieson et al. [2003]
proposed a version of nonlocal elasticity for the formulation of an Euler—Bernoulli
beam theory. They concluded that nonlocal continuum mechanics could potentially
play a useful role in the analysis of phenomena related to nanotechnology applica-
tions. Sudak [2003] studied infinitesimal column buckling of CNTs, incorporating
van der Waals forces and small-scale effects, and showed that the critical axial
strain decreases, compared to the results with classical continuum beam model,
where the small length scale increases in magnitude. Zhang et al. [2004] proposed
a nonlocal multishell model for the axial buckling of CNTs under axial compres-
sion. Their results showed that the effect of the small-scale on axial buckling
strain is related to the buckling mode and the length of tubes. Wang [2005] studied
the dispersion relations for CNTs considering small-scale effects. A qualitative
validation study showed that results based on the nonlocal continuum mechanics
are in agreement with the published experimental reports in this field.

These studies of the use of nonlocal continuum mechanics in the mechanical
analysis of CNTs have shown that nonlocal continuum mechanics is not signifi-
cantly harder to apply than local continuum mechanics. In existing buckling and
vibration analyses of CNTs, the results can all be expressed concisely; only a few
terms related to scale coefficients need be included in addition to those based on
local continuum models. The simplicity of nonlocal continuum mechanics implies
that these proposed nonlocal elastic models, such as nonlocal elastic beam and
shell models, have great potential in the study of scale effects, in cases where such
effects have to be taken into account (which cannot be done via local continuum
mechanics).

In this article we focus on the static and buckling analysis of CNTs using non-
local continuum models. We first derive explicitly the small-scale effect in the
bending analysis of single-walled CNTs subjected to general loading; one clearly
observes a difference in response between the local and nonlocal continuum models
for this problem. To our knowledge, no experimental data based on CNT static
measurements are available yet that would to reflect scale effects. Wang [2005]
studied the validity and applicability of nonlocal continuum models using experi-
mental data for vibrating CNTs only.

To qualitatively show the scope of the proposed research, we show how to derive
the Young’s modulus of a CNT from experiments, using the force-displacement
relation, in such a way that small-scale effects, in particular systems studied in
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the literature, can be identified and estimated from published measurements of the
Young’s modulus.

We next derive solutions for the buckling load of a CNT subjected to axial
loading with various boundary conditions, using the nonlocal continuum model,
relating these solutions to those obtained with local continuum models. In all
simulations, the results of static and buckling analyses are expressed in simple
terms related to scale coefficients, in addition to the terms corresponding to local
continuum models. This shows the simplicity of the nonlocal continuum models.
It is hoped that this work will help provide benchmark solutions for the analysis
of CNTs via continuum models.

2. Elastic nonlocal beam models for CNT analysis

According to the theory of nonlocal elasticity [Eringen 1976], the stress at a ref-
erence point x is considered to be a functional of the strain field at every point
in the body. This observation is in accordance with the atomic theory of lattice
dynamics and experimental observations on phonon dispersion. In the limit when
the effects of strains at points other than x is neglected, one obtains the classical
(local) theory of elasticity. The basic equations for linear, homogeneous, isotropic,
nonlocal elastic solid with zero body force are given by

0ij,j =0,
0ij(x) = / a(jx —x'|, T)Cijuen(x)dV (x)for x € V,
eij =5 (Ui j+uji),
where C;jy; is the elastic module tensor of classical isotropic elasticity, o;; and &;;
are the stress and strain tensors, and u; is displacement vector.
Next,
a(jx—x'], 7)
is the nonlocal modulus or attenuation function, which serves to incorporate into
the constitutive equations the nonlocal effects at the reference point x produced
by local strain at the source x’. Here |x — x’| is the Euclidean distance and t is
the quotient ega /! [Peddieson et al. 2003], where [ is the external characteristic
length (crack length, wavelength, etc.), a is an internal characteristic length, which
we choose as 0.142 nm, the length of a C-C bond, as in [Sudak 2003]; and ey is
an adjustable parameter, given as 0.39 in [Eringen 1983], although Sudak [2003]
proposed a value in the order of hundreds. Our work suggests that Eringen’s value
is close to the mark, but it needs to be further verified through experiments or

through matching dispersion curves of plane waves with those of atomic lattice
dynamics for CNTs.



NONLOCAL CONTINUUM MODELS FOR NANOTUBES WITH STATIC LOADING 667

Wang [2005] made a rough estimate of the scale coefficient ega from the avail-
able highest frequency of a single-walled CNT in the literature, based on vibration
analysis using the nonlocal elastic Timoshenko beam model. The asymptotic fre-
quency was derived there as @ = 21456/ (ega) if the mass density is p = 2.3 g/lcm?
and the thickness of the nanotube is t = 0.34 nm. Hence, a conservative evaluation
of the scale coefficient is given by the equation above as epa < 2.1 nm for a single-
walled CNT, if the measured frequency value is greater than 10 THz. This value,
like the frequency, is radius-dependent.

Eringen [1983] reduced the integral-partial differential equations for this linear
nonlocal elasticity problem to singular partial differential equations of a special
class of physically admissible kernel. In addition, Hooke’s law for a uniaxial stress
state can be determined by

d*o (x)
dx?
where E is the Young’s modulus of the material.

We now apply Euler—Bernoulli beam theory based on the nonlocal continuum
elasticity. The free body diagram of an infinitesimal element of a beam structure
subjected to both an axial compression force F and a flexural distributed force g (x)
is shown in Figure 1. The equilibrium equation for the vertical force component is

o (x) — (eoa)? = Ee(x), (1)

easily seen to be

dv

——+qx) =0,
dx

q(x)

‘3M+dM

1.
/

V+dV

1

Figure 1. Free body diagram of a beam element.
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and that for the moment on the one-dimensional structure is

v am n Fdw(x)
dx dx

=0, (2)

where V(x,t) and M(x, t) are the resultant shear force and bending moment on
the beam, and w(x) is the flexural deflection of the beam.
Differentiating the latter equation and substituting into the former one gets

d*M 74 2
=g, 3)

Consider the definitions of the resultant bending moment and the kinematics rela-
tion in a beam structure:

d*w

M= dA d = —y—F,
/ya an & ydx2

A

where y is the coordinate measured from the mid-plane in the height direction of
the beam.
Substituting this into the nonlocal constitutive relation Equation (1) leads to

M )2d2M d*w
—(epa)"—— = —El —,
0% dx2 dx?
where EI is the bending rigidity of the beam structure. Further considering Equa-

tion (3) and Equation (2), the expressions for moment and shear force are derived
as

d*w(x)
dx?
dPw(x) d < ( )zdzw(x)) ~ (eoa )qu(x)

M(x) = — (EI— F(epa)?) —q(epa)?,

4)
V()= —El— = —F_

Substitution of the second of these equations into (2) yields the nonlocal elastic
beam model for CNTs subjected to static flexural and axial loadings:

EId4w(x) F
e 2(w(x) (eoa)?

d*w(x)
dx?

q(X)

)-a) (1= =L2) =0. )

It is easily seen from the derivation that the local Euler—Bernoulli beam model is
recovered when the parameter ey is identically zero.
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3. Flexural bending analysis of CNTs

To investigate the bending analysis of CNTs subjected to static flexural loading,
the governing equation for CNTs can be derived from (5) as
d'w(x) _ d2q<x)

T =4 — (ea)’ .
Hence the model for a CNT subject to a distributed force g (x), concentrated forces
P;atx =a; (i =1...m), and bending moment M; at x =b; (j =1...n) has
the form

EI

d*w(x)

EI
dx*

d*q(x)
X

=q() = (e0a)’ — =+ ) Pi(S(x —ai) = (e0a)8" (x —ay)
i=1

n
=Y M, (8 (x—b)) = (e0a)8" (x=b))). (6)
j=1
where § is the Dirac delta function, and ’ denotes differentiation with respect to x.

By integrating both sides of (6), one obtains expressions for the beam deforma-
tion and its three derivatives as follows:

1 d
w” (x) = EI/ q(x1) dx; — (epa)? Zix)

+Cy
+ i P(H(x—a;) — (e0a)*8' (x—a;))
=
= My (b — @08 x—bp). (D
i
w’(x) = % /Ox (x—x1)q(x1) dx1 — (epa)’q(x) + C1x + Cs
+ i Pi((x—a;) H (x—a;) — (e0a)*8 (x—a;))
=
3 My (H by (a5 b)), ®
i

w'() == / (x—x1)2q(x1) dx; — (eoa) f q(x1) dx;

+ %x2 +Cox+C3+ Z Pi((x—a)* H (x—a;)/2 = (eoa)* H (x—a;))
i=1

= > M((x=bj)H(x=b;) — (e0a)’8(x—b)), (9)

j=1
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w(x) = EI6/ (x—x1)3q(x1) dx1 — (epa) / (x—x1)q(x1) dx;
C C
+€1x3+72x2+C3x+C4

+)  Pi((x—a)’ H(x—a;)/6 — (e0a)* (x—a;) H (x—a;))
i=1

n
— > M((x—bj)*H(x—b;)/2 — (e0a)* H(x~by)). (10)
j=1
3.1. Cantilevered CNT. Next we discuss small-scale effects on the response of a
CNT under different boundary conditions.
We first study a cantilevered CNT of length L subjected to a concentrated force
P at x = [. This system has been used by Wong et al. [1997] to measure the

Young’s modulus. According to (10), the response of the CNT under a point force
P is

1
w(x) = ﬁ(gcl)ﬁ +1Cox? + Cax + Ca+ L P(x—1)*H(x—1) — P(x—1)H (x—1)).

The boundary conditions at the left end, w(0) = w’(0) = 0, lead to the solutions
having C3 = C4 = 0. The boundary conditions at the right end, M(L) = V(L) =0,
together with Equations (4), lead to

d? d?
RO ps(L —Dega)? =0, thatis, L2 o,
dx2 x=L dx2 x=L
(11)
d3w(x) ) . dPwx)
—EI — (epa)“PS' (L —1)=0, thatis, ——— =0.
dx3 x=L dx3 x=L
Hence C; and C, can be derived by substituting (7) and (8) into (11):
C1= —P and C2=Pl.
The response of the CNT is therefore
@ = (PED ey P(eoa)’ (x—I)H (x—1) P’ | P
w = —| —— — — _——
X i G X eoa) (x— x— G >

From this we find that the small-scale term, P (epa)?(x—I1)H (x—I), will affect
the response of the CNT only in the domain x > a. The response at x =1 is
()= P (12)
w =
3EI

It is important to determine whether the small-scale term has any effect on the
derived Young’s modulus in experimental investigations. In the investigations of



NONLOCAL CONTINUUM MODELS FOR NANOTUBES WITH STATIC LOADING 671

mechanical properties of CNTs by Wong et al. [1997] and Poncharal et al. [1999],
the response of a cantilevered CNT at the position of the concentrated force was
employed to evaluate Young’s modulus of CNTs. According to Equation (12), it is
clear that the derived Young’s modulus can be viewed as an “accurate” evaluation,
since the measurement is independent of the small-scale effect.

Wong et al. [1997] also considered the beam subjected to surface friction force
in their modeling of the cantilevered CNT. The friction force can be modeled as a
uniform distributed force f applied on the beam. From Equation (10), the response
of the CNT can be written as

L

v =gl 7 73

(e0a)® + C1x3/6 + Cox? /2 + C3x + C4).

The fixed left end again leads to C3 = C4 = 0. Zero moment and shear force at the
right end lead to C; = — fL and C, = fL?/2, by (4), leading to the solution

Elw”(L) + (epa)’f =0  and  Elw”(L)=0.
Therefore, the response of the CNT under uniform distributed force is

1 x4 Lx3 L%x2 x2
_ L f +f f (coa)? ).
EI\ 24 6 4 2

w(x)

It can be seen that the small-scale term has an effect on the measurement of
mechanical properties for a cantilevered CNT subjected to uniformly distributed
force. This effect has to be considered if an independent value for the Young’s
modulus or any other material properties is to be evaluated properly. The small-
scale effect on the deformation of the CNT is studied numerically in terms of the
location of the deformation and the length of the CNT by studying the ratio of
the response for the nonlocal versus the local continuum models, at x = /. In the
simulations we take epa = 2 nm, as suggested in [Wang 2005]. In the top half of
Figure 2 we see a plot of this ratio versus the nondimensional location (//L), for a
CNT having length L = 10 nm. We see that the small-scale effect is more obvious
for the response at the point near the free end. The small-scale effect decreases the
response, indicating that its neglect may lead to an overestimation of the Young’s
modulus from the measurements. In [Wong et al. 1997], an increasing variation
of the Young’s modulus was found by using the classical beam model when the
measurement was towards the free end of the cantilever CNT, with both distributed
friction and point loading modeled in their experiment. These authors’ findings on
the increasing variation of the Young’s modulus are in agreement with the result
shown in the figure for the nonlocal beam model, in which a decreasing variation
of the bending deformation is observed as one moves toward the free end. The
effect of the length of the CNT on the ratio is seen in Figure 2, bottom, where
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Figure 2. Small-scale effect versus location of the measurement
(top) and length of CNT (bottom) for the model of a cantilevered
CNT under distributed force.

we take [/L = 0.5. It is expected that the small-scale effect is higher for shorter
CNTs, and this can be seen in the figure. Thus a local continuum model becomes
appropriate for modeling large CNTs.

3.2. Simply supported CNT. Next, the response of a simply supported CNT sub-
jected to a concentrated force P at x = [ will be discussed to show the small-scale
effect. The governing equation for the CNT can be obtained from (10) as
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1 (P(x=1)? 5
wx) = ﬁ(TH(x_l) — P(x—D)H (x—I)(epa)
3 2
C16x +C22x —|—C3x+C4). (13)

The boundary conditions on the two sides of the CNT, w(0) = w(L) = M(0) =
M (L) = 0, lead to the solution for the four coefficients, Ci, C», C3 and Cy4, and
thus the response of the CNT can finally be obtained as:

w(x) H(x—1) — P(x—1)H (x—1)(ea)’

_L(P(x—l)3
~ EI 6

P(L—1)x* P(L—-D(-1*+2Lhx P(L- l)(eoa)zx
T 6L - L )

The response of the CNT at the force location, x =, is thus derived as:

—7)/3 N2 _ 2
w(l):i(_ P(L-1)l L PL=DE +2Ll)l+P(L 1)(eoa) 1>.
EI 6L 6L L

Especially when [ = L /2, one can obtain,

L L3 epa 2
w(Z)=—=_ 1+12<—) .
2 ) T 48E1 L

The study of the small-scale effect on the simply supported CNT is illustrated in
Figure 3. The top half of the figure plots the ratio of the response from the local
and nonlocal continuum model versus the nondimensional location (/L) for a
CNT with L = 10 nm. It is observed that the small-scale effect is more obvious for
the response at the two ends of the beam. The effect leads to the value of the ratio
up to 2.4. The small-scale effect makes the response of the CNT larger indicating
that an under-estimated Young’s modulus might be obtained from the measurement
of deformation of a simply supported CNT. The effect of the length of the CNT
on the ratio is shown in the bottom half of the figure, for //L = 0.5. It is again
within our understanding that the small-scale has higher effect for shorter simply
supported CNTs.

3.3. Fixed-fixed CNT. Salvetat et al. [1999] investigated the elastic and shear
modulus of CNTs by measuring the displacement of a fixed-fixed CNT subjected
to a concentrated force. Thus, it is of significance to understand and evaluate the
small-scale effect on the results of the moduli by measuring the response of fixed-
fixed CNTs. The general expression for the deformation result of a fixed-fixed CNT
subjected to a concentrated force P at x =1 is same as Equation (13). Considering
the boundary conditions at the two ends of the beam, w(0) = w’'(0) = w(L) =
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Figure 3. Small-scale effect versus location of the measurement
(top) and length of CNT (bottom) for a singly supported CNT.

w’(L) = 0, one can obtained the values for the four coefficients, C;, C,, C5 and
C4, and hence, the response of the beam shown as

_\3
w(x) = é %H(x—l) — P(x—l)H(x—l)(eoa)2

S T e e U0

P(ega)’ P(L—1)%
+ < L2 (2L—3l)+T>x2>.
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The expression for the response at x = is thus given as:

1 ((P(eca)’ 2 P(L=D2/ 21\ 4
“’“”‘ﬁ((T(Z_])_T(”Z))X

P(epa)? P(L —1)%
+ ( 12 (2L—3l)+T)X2).

Furthermore, the result for / = L/2 is given as:

L PL? epan 2
w(5)= —(1 +24(%7) )

2 192 L
Figure 4, top, shows the ratio of the response from the local and nonlocal continuum
model versus the nondimensional location (//L), for L = 10 nm. It is seen clearly
that the ratio reaches 3.7 when the measurement is taken near fixed ends and 1.96
for measurement at the center of the beam. This observation indicates that the
Young’s modulus may be underestimated by a factor of at least two in the fixed-
fixed CNT. The bottom half of the figure again shows the effect of the length of
the CNT on the estimation of the response, if the measurement point is taken at the
middle of the CNT. It is seen that the small-scale effect is still obvious for a CNT
with L = 15 nm although this effect becomes smaller with longer CNTs.

From the numerical simulation on three types of CNTs, it is found that the small-
scale effects are more obvious for stiffer CNTs, i.e. fixed-fixed CNTs, and less
obvious for softer CNTs, i.e. cantilevered CNTs. Since the experimental results in
[Salvetat et al. 1999] are inconsistent, the verification for the nonlocal beam model
cannot be implemented at the moment, but will be conducted when consistent data
are available. However, the scale effect was truly observed in [Salvetat et al. 1999].

4. Buckling analysis of CNTs

Buckling is one type of instability exhibited by structures subjected to compressive
loading. Sudak [2003] derived the buckling load of simply supported CNTs via
the nonlocal continuum model. To establish the relationship between the buckling
load of CNTs considering small-effect from nonlocal continuum models and that
without taking into account of small-effect from local continuum models is the
main objective in this section.

The governing equation for a CNT subjected to a compressive loading, F, is
given as follows according to Equation (5):

d*w(x) d? Hd?w(x)
EIW—FF@(w(x)—(eoa) -3 ):0. (14)
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Figure 4. Small-scale effect versus location of the measurement
(top) and length of CNT (bottom) for a fixed-fixed CNT.
The general solution for Equation (14) can be easily derived as:

wx)=Ajcosa x + Apsina x + Azx + Ay, (15)

_ [__F
where o = | /57 e

The buckling load can be derived from an eigenvalue problem to find nontrivial
solution for w(x) by substituting Equation (15) into four boundary conditions at
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the ends of beams. The fundamental value of « for the first buckling mode is
derived as follows [Timoshenko and Gere 1963]:

_p

(04 >
L

(16)
where 8 has different value for beams with different boundary conditions, i.e. =1
for simply supported beams; 8 = 0.5 for cantilevered beams; 8 = 2 for fixed-
fixed beams. From Equation (16), the buckling load for CNTs with the nonlocal
continuum model can thus be obtained as

a )

o (B2)

(7)

It can be seen clearly that the buckling load becomes smaller with a factor

(1 +(eoa)2<'BTn)2)_1 (18)

from the nonlocal elastic beam theory compared to that from local continuum
model. Equation (17) provides a general solution for the buckling load with the
nonlocal continuum model. For example, the solution for buckling load at 8 =1
for a simply supported CNT was provided by Sudak [2003]. From the solution
shown in (17), it can be concluded that the small-scale effect is more obvious for
shorter, or smaller L, and stiffer CNT, or higher 8. Yakobson et al. [1996] studied
the instability behavior of CNTs by using molecular dynamics. In their results
on the instability patterns, they found a beam-like buckling mode with two half
wavenumber in tube length direction at the axial compression strain ¢ = 0.09 for a
CNT with length 6 nm and diameter 1 nm. However, according to the continuous
elastic beam model [Wang and Varadan 2005], the CNT may have its beam-like
buckling for a two-half wavenumber mode only at compression strain ¢ = 0.137.
Such discrepancy of the derived buckling strain may be due to the scale effect.
From the currently developed nonlocal theory, it can be easily found that the over-
estimated buckling strain can be modulated to match the result from the molecular
dynamics calculations in [Yakobson et al. 1996] if the scale coefficient is set to be
epa = 1.2 nm. It is also noted that the nonlocal beam model cannot capture the
radius-dependent scale effect since in beam model, a uniform radial deformation
assumption is endorsed. The possible radius-dependent scale effect found in [Wang
et al. 2005a] could only be evaluated from a nonlocal shell model which will be
developed and studied later.
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5. Conclusions

Small-scale effects on both the bending analysis of CNTs subjected to static flex-
ural loading and the buckling load of CNTs subjected to compressive loading are
explicitly studied with the nonlocal continuum beam theory. It is found that there
is no such effect on the static response of a cantilevered CNT at the location where
the beam is subjected to a concentrated force, and hence the experimental work on
the measurement of Young’s modulus of CNTs on a cantilevered CNT subjected to
concentrated force is relatively reliable since the small-scale effect of CNTs is not
involved in the measurement of the response. On the other hand, the small-scale
effects are explicitly derived on the response of cantilevered CNT subjected to
distributed force at all locations, simply supported CNTs and fixed-fixed CNTs at
the location where the CNT is subjected to concentrated force. The effect becomes
more obvious with smaller size of CNTs. In addition, the effect is dependent on
the location where the response is taken. For example, the effect is higher on the
responses, where the force is applied at the two ends of both simply supported
and fixed-fixed CNTs. But the effect is higher at the free end of a cantilevered
CNT subjected to a uniformly distributed force. The results also reveals that the
small-scale effects are more obvious for stiffer CNTs, i.e. fixed-fixed CNTs, and
less obvious for softer CNTs, i.e. cantilevered CNTs. The results on buckling
instability of CNTs show that the buckling load becomes smaller when small-scale
effect is considered by the nonlocal continuum model. The ratio of the result from
nonlocal model to that via local model is explicitly derived for CNTs with any gen-
eral boundary conditions. Furthermore, the small-scale effect is found to be more
obvious for shorter and stiffer CNT in buckling analysis. Further studies may focus
on the corresponding analysis of multi-walled CNTs. In all simulations, the results
for CNTs static and buckling analyses are all expressed by simple terms related
to scale coefficients in addition to terms by local continuum models. Thus, the
simplicity of the nonlocal continuum mechanics is well seen and the applicability
of the theory is promising.
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CONSERVATION LAWS AT NANO/MICRO SCALES

YOUPING CHEN AND JAMES LEE

This paper aims to find a field description of local conservation laws at nano/
micro scales. Atomistic definitions and field representations of fundamental
physical quantities are presented. By decomposing atomic deformation into ho-
mogeneous lattice deformation and inhomogeneous relative atomic deformation,
and also decomposing momentum flux and heat flux into homogeneous and inho-
mogeneous parts, the field representations of conservation laws at atomic scale
have been formulated, which follow exactly the time evolution laws that exist in
atomistic simulations, where the atomic motion is fully described, the inhomo-
geneous internal motion is not ignored, and the smallest particles considered are
atoms.

1. Introduction

The atomic view of a crystal is as a periodic arrangement of local atomic bonding
units. Each lattice point defines the location of the center of a unit. The space
lattice is macroscopically homogeneous. Embedded in each lattice point is a group
of bonded atoms, the smallest structural unit of the crystal. The structure of the
unit together with the network of lattice points determines the crystal structure and
hence the physical properties of the material.

For crystals that have more than one atom in the unit cell, elastic distortions give
rise to wave propagation of two types: acoustic and optic. In the acoustic type, all
atoms in the unit cell move essentially in the same phase, resulting in deformation
of the lattice. In the optical type, atoms move within the unit cell, leave the lattice
unchanged, and give rise to internal deformations. In real material response, atomic
vibrations usually include simultaneous lattice deformation and internal deforma-
tion. The displacement of the «-th atom in the k-th unit cell, u(k, @) is in fact a
sum of the lattice displacement u (k) and the internal displacement & (k, ), that is,

utk,a) =uk)+ &k, o). (-1

Keywords: local conservation laws, lattice deformation.
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Figure 1. Atomic view of crystal structure: left, space lattice;
right, crystal structure.

Analysis of phonon dispersion relations can show that, for a unit cell with v
atoms, there will be 3 acoustic and 3(v — 1) optical vibrational modes, and hence
3 lattice displacements and 3(v — 1) internal displacement patterns. There are two
length/time scales associated with the atomic displacement in Equation (1-1). The
lattice deformation u (k) is homogeneous up to the point of structural instability
(phase transformation). It is in the low and audible frequency region, and its length
scale can be from sub-nano to macroscopic. The internal displacement & (k, «)
measures the displacement of atoms relative to the lattice, and contributes to the
inhomogeneous deformation. It is in the high frequency region, typically in the
infrared, and its length scale is less than a nanometer.

From the viewpoint of molecular dynamics simulation, an ordered single crystal
is considered to have n unit cells; each unit cell is composed of v atoms with mass
m®*, position R and velocity vke where « = 1,2,...,vand k = 1,2, ..., n.
The mass m, coordinate R* and velocity V¥ at the center of the unit cell can be
obtained as

mzim“, R":lim‘*Rk“, Vk:li:m“Vk“. (1-2)
a=1 mn mn a=1

a=1

The relative positions and velocities between atoms and the center of the unit
cell are

Ark® = R** _ R¥, AR = vk _yk, (1-3)
It follows that
uk, ) =uk)+£&k, ). (1-4)

This again shows that the total atomic displacement u(k, ) is a sum of a homoge-
neous lattice deformation u (k) and an inhomogeneous internal deformation & (k, o),
as is obtained in Equation (1-1) from a crystal dynamics viewpoint. Note that the
inhomogeneous internal deformations will be averaged out upon cell-averages, and
are ignored in classical macroscopic theories.

This paper aims to formulate a field representation of the conservation laws
for multielement systems. Unlike the approach in statistical mechanics, here the



CONSERVATION LAWS AT NANO/MICRO SCALES 683

atomic motion and deformation are decomposed into homogeneous and inhomoge-
neous parts and the conservation equations are to be valid at atomic scale. Atom-
istic definitions of physical quantities are derived in Section 2; general dynamic
equations (time evolution) of instantaneous and averaged physical quantities are
introduced in Section 3; and the balance laws at atomic scale are formulated in
Section 4. A summary and discussions are presented in Section 5. Standard dyadic
notations are adopted in this paper.

2. Atomistic definitions of physical quantities

2.1. Instantaneous physical quantities. Macroscopic quantities are generally de-
scribed by continuous (or piecewise-continuous) functions of physical space co-
ordinates x and of time ¢. They are fields in physical space-time. Microscopic
dynamic quantities, on the other hand, are functions of phase-space coordinates
(r, p), that is, the positions and momenta of atoms (see Equations (1-2) and (1-3)):

r:{R’“":Rk—i—Ark“|k=1,2,...,n;a=1,2,...,v},
p={m“Vk“=m“Vk+m“Avk“|k=1,2,...,n;a=1,2,...,v},

where the superscript ka refers to the «-th atom in the k-th unit cell. Consider a
one-particle dynamic function a(R**, V*%). The corresponding local density at a
given point x in physical space can be represented by

AR, V¥, x) = a(R*, VF) §(R* — x).

Here the 8-function, §(R** — x), is a localization function and provides the link
between phase space and physical space descriptions. It can be a Dirac §-function
or a distribution function. For a Dirac é-function [Irving and Kirkwood 1950], one
has

00, x =Rk,

S(x — R*) =
( ) 0, x# R*.

This means that, in a discontinuous atomic description, there can be a contribution
to this function only if an atom happens to be located at x, that is, if R* = x.

In the distribution or weighting function approach, the localization function is
a nonnegative function that has a finite size and finite value [Hardy 1963; 1982;
Ranninger 1965], peaks at x = R*® and tends to zero as |x — R**| becomes large.
For example, one can use the Gaussian distribution function

§(x — Rk = exp(—|x — R*?/1?),

73/2]3
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where [ characterizes the length of the region of a lattice point or of an atom. Both
the Dirac §-function and the distribution function shall satisfy

/ S(x — R*) d*x =1.
\%

This is a standard treatment in statistical mechanics for defining a mapping of phase

space into physical space.

We intend here to employ a different field description that specifies the positions
of the unit cell and of the atom relative to the unit cell, similar to the MD model
representation in Figure 2 of a multielement crystal. Unlike the standard treatment
in statistical mechanics, we employ x throughout the rest of this paper to represent
continuous collections of lattice points, corresponding to the phase space coordi-
nates, R* and y“ to represent the «-th atomic position relative to the lattice point x,
corresponding to Ark®; see Figures 2 and 3. Therefore, this localization function

«o-th atom
A
ka
Rke APk th unit cell
Rk """""""""""""
>

Figure 2. Atomic coordinate in terms of the positions of the unit
cell and of the atom relative to the unit cell.

«-th atom

a . .
y i Lattice point x

Figure 3. Field representation of the positions of the unit cell and
of the atoms relative to the unit cell.
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that defines the mapping of phase space into physical space has the form
S(R* + Arf — x — y*) = §(RF — x)8(Ark® — y%),

with which the correspondence between a lattice point x in physical space to the
position of the center of the k-th unit cell in phase space, R, is then established,
and the position of the «-th atom associated with lattice point x, y%, shall be in
one-to-one correspondence with Ar*?, the relative position of the -th atom in the
unit cell k. That is, for any given physical point x at an instantaneous time, a unit
cell can be found whose center R* is located at this point, and a physical space
description of the relative position of the «-th atom, y%, can be determined.

The local density of any measurable phase-space function A(r, p) can then be
defined as

A, y*) =) Alr, ps(RE —x)8(Ar — y*) = A% (x),
k=1

with normalization conditions
/ S(RF—x)d*>x =1 forall k, (2-1)
\%4

where V is the volume of the whole system. Equation (2—1) implies that over the
entire physical space all the unit cells (k = 1, 2, ..., n) can be found. Then, for
each unit cell k, the second §-function, 8 (Ark® — y%), identifies y* to be Arke:

1 ife=a and Ark =ye,

S(ArKE — yo) =
( ) {0 ifé#£a or Arks #£y®,

It follows that

Vv
S(ArK —y*) =) " s(ArkE — yo),
£=1

and

/ S(RF —x)8(Arf — y*Yd’x =1 forall k, .
\%4

2.2. Averaged field variables. To obtain an observable quantity in a MD simula-
tion, one must first be able to express this observable as a function of the positions
and momenta of the particles in the system. However, a measured value of A, called
Ay, 18 not obtained from an experiment performed at an instant; rather the exper-
iment requires a finite duration. During that measuring period individual atoms
evolve through many values of positions and momenta. Therefore, the measured
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value A,, is generally the phase function A(r, p) averaged over a time interval At:

1 At
Am(t):EfO A(r(t+71), pt+1))dr.

In equilibrium MD it is assumed that this time-interval average reliably approx-
imates the time average (A) = lim;_, % fot A(r(t), p(tr)) dr, which would be
obtained from a measurement performed over an essentially infinite duration:

Ap = (A). (2-2)

In statistical mechanics a macroscopic quantity is defined as the ensemble aver-
age of an instantaneous dynamical function:

<A>z//A(r,p)f<r,p, f)drdp,
pJr

where f is the normalized probability density function (( f f(r,p,t)drdp = 1))
Equation (2-2) distinguishes molecular dynamics from statistical mechanics. Sta-
tistical mechanics replaces the time average with an ensemble average by invoking
the ergodic hypothesis, which is motivated by the inability to compute the phase-
space trajectory of a real system containing huge numbers of molecules. When
one departs from equilibrium, very little theoretical guidance is available from
statistical mechanics, and MD begins to play the role of an experimental tool.

Most current MD applications involve systems that are either in equilibrium or
in some time-independent stationary state; where individual results are subject to
fluctuation, it is the well-defined averages over sufficiently long time intervals that
are of interest. Extending MD to open systems, where coupling to the external
world is of a more general kind, introduces many new problems. Not only are
open systems out of thermodynamic equilibrium, but also in many cases they are
spatially inhomogeneous and time-dependent. To smooth out the results and to
obtain results close to experiments, measurements of physical quantities are need
to be collected and averaged over a finite time duration. Therefore, in deriving the
field descriptions of atomic quantities and balance equations, it is the time-interval
averaged quantities that will be used, and the local density function, averaged over
an interval At around time ¢, reads

A%(x, 1) = (A”%) = A%

— 1 Ar . Ny )
T At 0 ;A("(I'FT)’P(I-FT))S(R —x)8(AFF — y¥) dr.

The fundamental physical quantities considered in this paper are mass, momentum,
atomic force, momentum flux, total and internal energy, heat flux and temperature.
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2.3. Mass density. Define the local mass density of the -th atom as a time-interval
averaged quantity

P 1) = p(x, ¥ 1) =<Zm“6<Rk —x)8(Ar — y“>>.
k=1

The total mass of the system is then given by

M=/ (iﬁ“(x,t)) d’x
v a=1
=<f (iim“(S(Rk —x)8(Ark —y“)) d3x>=n2v:m°‘ =nm.
v a=1

k=1 a=1
Here, the definition of mass densities is similar to that of Kreuzer [1981], who
defined the total mass density of a system involving v different components, each

with mass density p“, as
v
p=2.7"
a=1

2.4. Linear momentum density. The linear momentum measures the flow of mass.
The link between the atomic measure of the flow of mass and the field description of
momentum density is achieved through the localization function and time interval
averaging:

n
2% (D4 AV®) = < > om*(VE+ Av) S(RY — x)s(ArtT — y“)>,
k=1
where v = x and Av* = y“ are the time-interval averaged velocity of the mass
center of a unit cell and the velocity of the a-th atom relative to the center of the
unit cell, respectively.

2.5. Atomic forces. It is assumed that the interatomic force can be derived from in-
teratomic potential. Whether the interaction is through two or three-body potential,
one always has the force acting on the atom i as

: U
f= ——, 2-3
fl= - (2-3)
and the mutual interaction force between atom i and atom j can be obtained as
. oU oU y
fi=- = —f7, (2-4)

IR —R)) ORI —R)

where U is the total potential energy of the system, f*/ the interatomic force, and
R' — R’ the relative separation vector between the two atoms i and j.
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For multielement systems, forces acting on an atom can be divided into three
kinds:

o
m f iﬁ : interatomic force between (k, o) and (I, 8) atoms in two different unit
ka I8

cells, and fiﬁ = — ’f”‘;

kOt

@ f zﬂ : interatomic force between (k, @) and (k, 8) atoms in the same unit cell,

ks Ky

and f 2’3 =—f"

3) f3k°‘: body force on atom (k, o) due to the external fields.
The total force acting on an atom (k, &) can be written as
n v ko v i@
1
=D 2 Y (2-5)
I=1 =1 p=1

The body force density due to an external field is

= < Y SR —x)s(ArtY — y“)>,

k=1

and body couple density is
= < D SR A SR —x)s(Art — y“)> =fr®x+I"

where I” = (0, fh @ Arkes (R — x)8(Arke — y)).

Assuming that the total internal potential energy is Uiy and using the force-
potential function relationship (2-3)—(2—4), the internal force density due to atomic
interaction can be expressed as

n n v ko v o
fi ) = < > (Z NIEDS fﬁf*)am" —x)8(Ark — y“>>
k=1 Ni=1 g=1 p=1

v

aUmt k k& a
<Z > SR g, R —msart —y )>

kI=1&n=1
0 Uint k ke o
<E E 8(Rk5 Rkn)S(R —x)5(Ar* —y )>.

k=1&.n

(e I . )
k
From Equation (2-4) we have f!" M= — % and f 1;” = — f,°. Interchanging the
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indices k& and [n, we see that

fin)= <Z Zf 8(R’<—x)8(Ar’<f—y“)—6<Rl—x)8(Arl"—y“>)>

ki=1 & =1

n v £
+ %<Z 3 £y SRE —x)(8(ArFE — y) — s(Ark —y“))>, (2-6)

k=1§,n=1

Since the formulation involves many-body interactions, it is understood that the
summation over k and / does not include the case k =/ and similarly the summation
over @ and 8 does not include the case « = . In this article, velocity-dependent
interactions such as interaction with magnetic fields are not considered, and hence
the forces depend only on atomic positions. However, the results can be generalized
to include such cases.

2.6. Momentum flux density. It is well accepted that the momentum flux in an
N-body dynamics system can be divided into two parts: kinetic and potential parts
[Hoover 1986; 1991; Chen and Lee 2003a; 2003b; Chen et al. 2003]. The kinetic
part of the momentum flux is the flow of momentum due to atomic motion, which,
in the co-moving coordinate system, is

Skin= —p® p/m.

By virtue of the possible macroscopic motion of the material body, the velocity that
contributes to momentum flux is the difference between the instantaneous velocity
and the stream velocity (the ensemble or time average of the velocity):

~ k _ _
VY = vk _ykey — ke _ (54 ADY).
. . . ~ k . .
This velocity difference V “ measures the fluctuations of atoms relative to the local
equilibrium and is related to the thermal motion of atoms. In the field representa-
tion, the kinetic part of local density of momentum flux at the o-th atomic position
embedded in lattice point x is

n
_ ~ k ~ k
5= — < > me VT @ VIS (RE — x)s(Art — y"‘)>.
k=1
The potential flow of momentum occurs through the mechanism of the interpar-

ticle forces (Figure 4). For a pair of particles « and g that lie on different sides
of a surface that intersects the line connecting the two particles at x + y“, the pair
force

k& In
fln = _fké‘
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gives the rate at which momentum is transported from particle k£ to particle [n. For
each such pair the direction of this transport is along the direction of R — R'".
So, the potential contribution to the momentum flux is

k&
Spot = —(R¥ — Ry @ fin,

which is continuous along the line connecting the two particles. Notice that
S(RF —x)8(AF* — y*) — §(R' — x)§(Ar'" — y%)

1

d

- / d—)&(a(k"wr R'(1—2) —x)8(AFF¥ 0+ Ar'(1 = 1) — y*)) d.
0

With the consideration of all interatomic forces that pass through the atomic site

(x, y%), the local density of the momentum transport at (x, y*) due to atomic

interaction is thus expressed as

_ 1! & - i

5% = —<§/ dry " Y (R -R"M @ f"8(R*A+ R (1-1) —x)
0 ki=1&n=1

S(Ar*¥a+ Ar'i(1—1) — ya)>

1 1 n v L i
- £ _ pk k.
<2/0 dry " Y (R¥—R"™) @ fy'8(RF —x)
k=1g,n=1
S(Ar¥a+ Arfi(1—1) — y“)>.

The continuum counterpart of momentum flux density is the stress tensor. How-
ever, the mathematical infinitesimal volume that does not violate the continuum
assumption is the volume AV defining the density of lattice points, which is the
volume of a unit cell. The vector sum of all the atomic forces within this volume
may not pass through the mass center of the AV. The continuum definition of
stress is, therefore, not the momentum flux density; for a crystal with more than
one atom in the unit cell, the continuum stress is only the homogeneous part of the
momentum flux summing over a volume of at least one unit cell, and it may not
be symmetric.

x+ y°

@ @

Figure 4. Flow of momentum due to interatomic force.
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The total momentum flux is, therefore, better represented upon decomposition
of a homogeneous part, caused by lattice motion and deformation and related to
continuum stress, and an inhomogeneous part, caused by internal (relative) atomic
motion and deformation. The homogeneous kinetic, inhomogeneous kinetic, ho-
mogeneous potential and inhomogeneous potential parts are given by, respectively,

o= < Y meV @ VSRE —x)s(ark - y"‘)>, 2-7)
k=1

n
%(lfin = - < ZmaAﬁka ® Vka5(Rk — .X')(S(Ark“ _ ya)>,
k=1

kg

o 1! SR k I o, pk /

fo = _<5 A dx § : § (R*—RH® f"8(R*A+R'(1-2) —x)
k,l=1&n=1

X S(AFEL + AFT(1 = 1) — y“)>,

_ L in
e = _<§f dr Y Y (A —ArM @ f"8(R+ R (1-2) —x)
0 ki=l&n=1
x §(Ar¥a+ Ar'i(1— 1) — y"‘)>

1! ShN k k ki ¢ ok
—<§/0 dry > (At — Arf) @ £y 8(RF —x)
k=1 & n=1
x §(ArF¥a + ArfT(1 =) — y"‘)>,

where V' = VA — (VKy = VA — 5, AT = Avke — (Avk®) = Avke — AGY
Using

%(S(Rk)wl—R’(l —3) = x)8(ArEa + AFI(1 = 3) — y))

- _v,. ((Rk — RDS(R* A+ R' (1 — ) — x)8(ArE5 + Ar'1(1 —3) — y"‘))
Yy ((Arké — Ar')§(R A+ R (1 — 1) —x)8(ArF A + Ar'(1 — 1) — y"‘)),

we see from Equation (2-6), and the last two equations of (2-7), that the diver-
gences of the potential momentum fluxes are related to the internal forces by

Vi - B0+ Vyo - 0 = f

nt

<ZZ(Zf +f§$>8(Rk—x)5(Ark°‘—y°‘)>. (2-8)

k=1 n=1
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2.7. Total energy density and internal energy density. The total energy of atom
« in a microscopic N-body dynamics system is the sum of kinetic and potential
energies. In continuum theory, the local energy density is usually defined as energy
per unit mass. This implies

n
p*E* = < > (Bm* (V) + UR)s(RF —x)s(Ar*® — y"‘)>.
k=1
The local density of internal energy, which is the state function of thermodynamics,
can be expressed as the sum of thermal energy and potential energy:

150(505 :<Z(%ma(f/ka)2 + Uka)8(Rk _x)S(ArkOl _ ya)>

k=1
Rewriting the total energy density as

pUE” = < S (Eme (V2 427" 5+ AT + (3 + A5} + UR)
k=1
x §(R* —x)s(Ark” — y“)>,

there results the macroscopic relation of densities of the total energy, the internal
energy and the kinetic energy as

(p“E“) = (p"e%) + 35" (0 + AT,

2.8. Heat flux. The flow of energy by atomic motion, for all particles in the vol-

ume AV, gives the kinetic contribution to the energy flux. It comes from the rate

at which the local energy E' of atom i moves with local atomic velocity p'/m',
Qiin =~ 7 E"-

The potential contribution to the energy flow occurs whenever two moving par-
ticles interact in such a way that one particle transfers a part of their joint energy to
the other. It comes from the rate at which energy is transported through the action
of interparticle forces: atom i is doing work on atom j, multiplied by the distance
R' — R’ over which this energy is transferred:

Qo= — 3 (R Rf)(—+ )f”

Noting that heat flux is the conductive flow of internal energy per unit time
and area [Huang 1967; Cochran 1973], the local density functions of kinetic and
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potential heat fluxes, therefore, are expressed as

Qiin =~ < >V [ (V) 4 UM B (RE — x)s(Ark — ya)>,
k=1

o

ont =

1 1 n v y
_<§/ dr ) 3 (R RV
0 k=18 n=1
K
x 11 8(R A+ R\ (1= 1) — x)8(Arkn + Arl(1 — 1) — y“)>

</d,\Z‘ Z(R"s RV

k=1&,n=1

x f2”5(Rk —x)8(Ar¥ a4+ ArfT(1—2) - y“)>.

Clearly there are homogeneous and inhomogeneous parts. Similar to the decom-
position of momentum flux density, let the heat flux density be decomposed into
four parts: the homogeneous kinetic, inhomogeneous kinetic, homogeneous po-
tential and inhomogeneous potential part of heat flux, all of which are given by,
respectively,

_—
9xin =

o
Jxin =

—
9pot =

s
J pot —

—<Z f/k[%ma(f/ka)z + Uka]S(Rk —x)8(Ark“ _ yol)>,
k=1

<2Avk(x (X(V )2+Uka]8(Rk—X)8(Arka—ya)>,

—<1/1d,\ Xn: XU:(R"—RZ)‘?"s
2 0

kI=1£n=1
k&
X fI8(R 3+ R (1 — 1) —x)8(Ar* A+ AP (1 - 3) — y“)>,

——< /dxz Z(ArkS Arm v

k,=1&n=1
k&
x f118(R A+ R'(1 = 1) — x)8(Ar¥a + Arln(1 — 1) —y“)>

< / dxz Z(Arké Arkm v

k=1 g.n=1 ki o pk ke kn o
2 SR —x)8(Ar A+ ArI (1 — 1) — y) ).
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We see that the inhomogeneous heat flux is closely associated with the inhomoge-
neous stress and may represent the thermal currents that flow back and forth during
vibration between stress inhomogeneities. With the definition of the potential parts
of momentum fluxes and the identity of § function, it is straightforward to prove
that the divergences of potential heat fluxes have the following characteristics:

Ve (qg()t + Z;Ot v+ At_}a)) + VJ"" ’ (jgot + %Zot (v + A'_)a))

n v ko
= <% YN R vy TSR —x)s(arke — y“)>

k,[=1n=1

+ <% Z Z(V’“" + vhy. f’fa(Rk —x)8(AFFY — ya)>_ (2-9)

k=1 n=1

2.9. Temperature. The temperature T for the microscopic N-body system is also
an average quantity. It can be most simply expressed in terms of thermal energy
by the mean-squared velocity relative to the local stream velocity [Hoover 1991],
as

o _ ﬂ - o ke k_ ka _ Lo
T (x)_<3k3;m (V)2 (RF —x)s(Ark® — y )>

o

T+ AVY)?,

AV m
= o Vkot 28 Rk_ S(A ka _ Jay\ _
<3kB ;m (VE)*8(RE —x)s(ar' -y ) - 31

. ~ k . . .
where k is Boltzmann constant, V' are the velocity differences or the fluctuations
of atoms, and AV is the volume that defines the density of lattice points, that is,
the volume of a unit cell.

3. Time evolution of physical quantities

As mentioned above, an observable quantity in a MD simulation is supposed to be
a function of the positions and momenta of the particles in the system:

n
A, y) =Y A(r, p)S(R* —x)S(ArF — y*) = A%(x).
k=1
With
Veed (R —x) = =V, 8(R* —x),
vArkaa(Arka - ya) = _vyaa(Arka - ya)9
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and in the general case that the phase space function A does not involve field
quantities, the time evolution of its local density function can be expressed as

dA“
ot

= AS(R* —x)8(Ar — y*)
k=1

X, y%

Y, (Z VE® AS(R —x)5(Art” — ya))

k=1

— Vya - (Z AV @ AS(R* —x)8(Art” — y"‘)). (3-1)
k=1

For the time-interval averaged (at time # in the interval Ar) field quantity A,

B 1 At
A%x,1)=(A") = A}, = E/ Ar@t+1), pit+1),x, y%dr,
0
one has
dA® " - 1
o, =< > ZS(Rk—x)cS(Ark“—y"‘)(VIV-VRzy+WFZV~VV1y>A>
Y ki=1y=1

—Vx-< Z vk®A3(R"—x)8(Ar"°‘—y°‘)>
k=1

—v;‘-< > Avk“®A8(Rk—x)8(Ar’“"—y“)>. (3-2)
k=1

Equations (3—1) and (3-2) are the time evolution laws for instantaneous quantity
A“ and averaged field quantity A%, respectively. When A% is a conserved property,
it results in the local conservation laws that govern the time evolution of A* and
A?, respectively.

4. Formulation of the balance laws

A thermodynamic theory of irreversible processes starts with a set of general bal-
ance equations that govern the time evolution of the system. It is the objective of
this paper to establish differential balance equations for a thermodynamic system
on the same foundation of molecular dynamics: the classical N-body dynamics.
Those balance equations will follow exactly the time evolution laws that exist in
a molecular dynamics simulation, where the atomic motion is fully described, the
inhomogeneous internal motion is not ignored, and the smallest particles are atoms.
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4.1. Conservation of mass. With p* = <ZZ:1 m“S(Rk —x)8(Arke — y%)), the
time evolution of mass density can be obtained as

3%
at

- -V, <Zm“ VES(RF — x)s(Arke — y“)>

k=1
n
~ Vya - < > m*Av*S(RF — x)s(Art — y"‘)>.
k=1

From the definition of linear momentum, one immediately finds

alaa —o = oA = dﬁa o D Th
o7 +Vi- (0" 0)+Vya - (p“AV*) =0 or r +0%(Vy-v+Vye-AD%) = 0.
For cell-average mass density p = <ZZ=1 mé&(R* — x)), we readily see that
ap __ dp
E—i—vx-(pv):O or d——i—,on v=0.

This is identical to the continuity equation in macroscopic physics.

4.2. Balance of linear momentum. Recall the field representation of local linear
momentum density as

54D+ ApY) = < > m VSR — x)s(Art — y“)>.
k=1

Substituting it into Equation (3-2), it follows that

!
M < Z ZS(Rk x)8(Ark® —y“)F—:-Vsz(m“Vk“)>
m

ki=1y=1

—V, <Zma VE® VEs(RY — x)s(ArtY — y")>
k=1

<Zm vk @ VEes(R — x)s(arke — y“)>.

With the divergence of momentum flux, Equation (2-8), one has

n

<Z FYS(R* —x)8(Ar* — y“>> = Vi fpo+ Vyo - Tpo +f%. (4=
k=1

Since

< > m® Vka(Rk—x)a(Ark“—y“)> = < > m“Afzk"‘(S(Rk—x)B(Ark"‘—y“)> =0,

k=1 k=1
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this gives
n
v, - < Zm“Vk Q VR §(RF — x)s(Ark* — y"‘)>
k=1

—vV,. < Y m(V @ V' + 5 (34 A59)S(RF — x)s(Ark — y“)>
k=1

= Vi (—Hine + °0 ® (0 + AD)), (4-2)

n
Ve - < m® Av* ® VE§(R —x)8(Ar'® — y“>>
=V

yo <Zm (A5 @ V' + AT @ (3+ AT")S(RF —x)5(Ar* — y“>>

= Vya - (=T, + 0¥ A" @ (D + ADY)). (4-3)

Combining Equations (4—1)~(4-3) with * =7}, + tpot and 7% = T3, + T3, the

time evolution of linear momentum is obtained as

pot?

I
E('O (V4 ADY))

= Voo (I = "D @ (@ + AF)) + Vye - (77 = J7AT @ (3 + AV) +7,
or

0 —(v—I—Av Y=V, -t" +Vye T o« fe

For cell-average linear momentum density, pv = <ZZ:1 mVK§(R* — x)), the
time evolution is obtained as

_d _ -

—(pv) [t—,ov®v] +f or pavzvxi—l—f, 4-4)
where = Y0 _ 7" and f = Y__, f* are the cell averages of homogeneous
momentum flux density and body force density, respectively. Equation (4—4) is
identical with the conservation law of linear momentum in macroscopic continuum
mechanics. However, the latter no longer holds at atomic scale.

4.3. Balance of angular momentum. The angular momentum density can be de-
fined as

n
v = < Zm“ Vi R*S(RF — x)§(Ark — y“)> =%+ ADY) X (x + y%).
k=1
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Substituting it into Equation (3-2), there results
0 o g & S ayrka ko k ka o
S Y ={ Ym VI VIS (RE —x)s(Art — y)
k=1
n
+ < > Pt RMS(RN —x)s(art — y"‘)>

k=1

—V,. < YV 0y @m (V' + 5+ AT x RS(RE —x)8(Ark - y“>>

n
— Vyu .<Z(Af:k°‘+A5"‘) @ m® (V' +54+A5%) x R*8(R* —x)B(Ark‘”‘—y“)>
k=1

=A+B+C+D,

where

= < > vk Vk“)S(Rk—x)8(Ark“—y“)> =0,
k=1

n n

B:<Z<Zif{ank“+Zf2 XRka>X8(Rk x)S(Ark"‘ a)>+ia

k=1 \i=1 5=1
<Z(ZZf +Z fy )8(R’< —x)8(Ark—y )>x(x+y“)+i”‘
k=1 Ni=1 =1

= (vx.igotJrvya-fgot)x(x+y“)+io‘,

C= —vx-<< Zm“V"(Rk—x>6<Ar"“—y“>>x(x+y“>)—vx-(a®ﬁ“r/7°‘>

k=1
— _Vx.(i;@,a"w}a—iﬁmx(x—l—y“)),
_ n
D= _vya.(Aﬁ“®/3“~/f“+< > AT @m® V"“xR"“S(R"—x)X(S(Ark“—Y“)»
k=1

=~V (A @5 Y")
n

—Vya- (< > Aa"a®m0‘(f/"a+5+A5“>3(R"—x)5(Ar"°‘—y°‘)>x (x+y°‘))
k=1

—Vy“'(A'_Ja@ﬁa'}a—fginx (x+y%).
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Combining A, B, C, and D gives

a - _ N A o
E(ﬁa'/f ) ==V (000 — 1y, x (x +yY))

—Vye (AV* @ Y — T X (X +Y™))+ (Vi Tpoyt Vye T ) x (x+y*)+L,

P —— = Vi - (o X (x +¥%)) + Vyo - (T, X (x +¥9))
+ (Vi B+ Ve 7o) x (x + y*) + L%

Notice that the time evolution of angular momentum can also be expressed from
its field definition as

LAy d@+ AP
_— p _—

0 o X (X +y*) = (Vx £+ Vya - T+ f*) x (x + y%).

Since £* 4+ 7% is symmetric (see Equations (2-7) and x and y* are mutually inde-
pendent within any unit cell, the balance law of angular momentum is shown to be
identically satisfied.

4.4. Conservation of energy. With the definition of local total energy density

pUE" = <Z (3me(VE)? + UM) (R —x)8(Ar* — y"‘)>,
k=1

Equation (3-2) results in

9 ~ n

E(po‘EO‘) = -V, <Z VE(Em* (VF)? + UR)s(RF — x)s(ArF* — y“)>
k=1

Ve < 3 avk (Im® (VA2 4 UR)5(RE — x)5(Arke — y“>>
k=1

+<ZF](O£ . VkaS(Rk —x)(S(Arka _ya)>
k=1

+< D0 v V) U S(RY — x)s(Ar* — y"‘)>

k,m=1y=1
=A+B+C+D.
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A, B, C and D can be further derived as

A= —V, .<Z(V’< — 5+ 0)(Am VYV 3+ A
k=1
+3m® (@ + AV + UM)S(R* — x)8(Ar*” — y"‘)>

= — Ve (=@ —Frn - @+ AD) +0(p9EY + 15%(0 + AD")?)),
n
B=—V¢ .<Z(Avk"‘ — AT + Aa‘;"‘)(%m"‘(f/ka)z + VY G+ AT
k=1
+ 5m® (@ + AV + UX)S(R* — x)8(Ar* — y"‘)>

— Vyo o (= Jfn — Thin - (@ + ADY) + A (P + 15 (0 + AV*)?)),

n v

n ka o
C= < o vk (Z '+ fl;ﬂ)é(R" —x)8(Art — y“)>
=1

k=1 =1

+<Z VAL f38(RE —x)5(Ar* —y°‘>>,

k=1

b= %< Z Z Z (Vly . VRIV)Ukaé(Rk —x)S(Arkoz _ ya)>

k=1 I=1 y=1

n o n v ko
= - %< SIS vk vy fYS(RE —x)s(arke — y"‘)>

k=1 I=1 y=I

_ %< SNV VRY) Y S(RE - x)s(Ark — y"‘>>-

k=1 y=1
With the divergence of heat flux (Equation (2-9)), we see that
1 n v ko
C+D= <§ YD vV FTS(RE - x)s(Ark — y“)>
k=1 p=1
1 n 1% o
+ <§ DD (VR VI SR - x)s(Ark — y"‘)>
k=1 n=1
= V- (qgot + igot (v + Aﬁa)) + Vyea - (’Tgot + igot (v + Aia))
n
+ < Z (VF — 5 — AD*) - f38(R* —x)8(Ar*™ — y"‘)/AV"‘>
k=1

+ (B4 AVY) - f2.
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If the external field is not velocity-dependent, the sum of A, B, C, and D reads

d(p" E*)
ot
=V, (g% — 00" +1% - (0 + ADY)) 4 Vye - (j* — AV 8% + T - (0 + ADY))
— Vi {30900+ AD*)?} — Vyo - {157 AT (B + AT} + (B + AD*) - f.
From the conservation equation of mass and the balance equation of linear momen-
tum, the total energy equation can be rewritten in terms of internal energy as

0 —ap 9 o )
o PUE) = 3 (6°E* + 37 (0 + AT*)?)
= (B8 = V- (300 + AT")?) = Vye - (157 AD" (0 + A)?)
+ @+ AV - (Ve 17+ Vy* - T4 f).

Finally, the time evolution of internal energy is obtained as

S (BUE) + Vi (<G +BE) + V- (7 + AT FE)
— B V(B ATY) + T 1 Ve (54 ATY),
or
d5
L d&*
P s

where

=V q%+Vye JOHE Ve (D + ATY) + T Vya (B + ADY),

I(v; + ADY)
ax,-

I(v; + Av)
Ay’

One can find that the time evolution law of cell-averaged energy is different

from the macroscopic equation of conservation of energy. This indicates that the

macroscopic form of the conservation of energy equation no longer holds even at

cell level; the energy density of a unit cell is not a homogeneous quantity; and the

contribution of the internal motion and deformation of atoms to the evolution of
energy density cannot be ignored.

Ve (0 + AV =1

’

T Vye (0 + AD*) = 78

5. Summary and discussion

By decomposing atomic displacements, momentum and heat fluxes into homo-
geneous and inhomogeneous parts, we have formulated a field representation of
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conservation laws at an atomic scale. The mathematical representations for conser-
vation of mass, balance of linear momentum and conservation of energy are

o

dp
dt

+ 5% (Ve - 0+ Vye - ATY) =0,

d _ -
P @ AV = Vi B4 Ve 2+ f,

de” =y . =
p‘°‘7 =V g%+ Vye  j¥+1% Ve (04 AV*) + T%: Vye (04 AD*),
and the balance law of angular momentum at atomic scale is identically satisfied.

Here are some conclusions:

(1) The field representations of conservation equations were formulated within
the framework of atomic N-body dynamics. They are the exact time evolution
laws of conserved quantities in MD simulations.

(2) Recall that in micromorphic theory [Eringen and Suhubi 1964; Eringen 1999],
the balance laws for mass, linear momentum, generalized spin, and energy
were obtained as

dp o

E:—pvx v

_dv - =

g = Vet

d_ — —_
5d_‘f:vx 4@ 1o + (-5 +1,
de - __ _.__ _ _ _7 ~
pE=t;Vv+m:Vw+w:(s—t) +V.gq,

where ¢ is generalized spin, @ the gyration tensor and / the external couple.
Assuming that the inner atomic structure is a continuum and thus Av** = @ -
Ar*® one will find that the obtained balance laws in this paper can be reduced
to the balance laws in micromorphic theory upon such continuum assumption
and cell averaging [Chen and Lee 2003a; 2003b; Chen et al. 2003]. Note
that because the atomic motion and deformation as well as momentum and
heat fluxes are decomposed into homogeneous and inhomogeneous parts, the
higher order moment stress is avoided in this paper. Also, if the structural unit
of the crystal is considered as a point mass, ignoring the atomic structure of
the primitive unit cell and relative motion and deformation within this cell, the
balance equations we obtain can be reduced to those of continuum mechanics.

(3) For a single component system the obtained balance laws are identical with
those obtained by Irving and Kirkwood [1950].
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(4) The averaged quantities are time-interval averages. If one uses ensemble av-
erages, it is straightforward to prove that Liouville’s theorem would result in
the same form as in Equation (3-2) for the time evolutions in equilibrium
statistical mechanics; the Boltzmann transport equation as well as BBGKY
theory would also yield the same for conserved properties in nonequilibrium
statistical mechanics [Chen and Lee 2003a; 2003b; Chen et al. 2003; Kreuzer
1981].

(5) The formulation in this paper has proved that for multielement systems the
local conservation equations at atomic scale differ from that at macroscopic
scale, and the contribution of the internal motion and deformation of atoms
cannot be ignored.

(6) While in molecular dynamics simulations, some physical phenomena may de-
pend on the initial condition, the time-interval A¢, and the choice of the local-
ization function 4, it is noticed that the obtained mathematical representation
of the conservation laws is fully in terms of field variables, and is independent
of the initial conditions, the time interval and the choice of the localization
function.
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STRESSES AND STRAINS AT NANO/MICRO SCALES

YOUPING CHEN, JAMES LEE AND LIMING XIONG

This paper is concerned with stress and strain fields at atomic scale. Unlike
other formulations of atomistic expression of macroscopic stress fields or ho-
mogeneous systems, this paper aims at field descriptions of atomic stresses and
strains for multi-element crystalline materials. By decomposing atomic deforma-
tion into homogeneous lattice deformation and inhomogeneous relative atomic
deformation, a field representation of momentum flux is formulated within the
framework of atomic many-body dynamics, and the connection to a macroscopic
definition of stress is obtained. The atomic strain measures and the atomic stress-
strain relations are derived. Phonon dispersion relations are calculated and pre-
sented.

1. Introduction

Stress is an important concept in characterizing the states of condensed matter,
and has been extensively studied from both macroscopic and microscopic points
of view. Quantum mechanics theory of stress may be traced back to the earliest
years of the development of quantum mechanics [Born et al. 1926]. Through
atomistic simulations of momentum flux in classical many-body dynamics, the
study of stress response to external disturbance has played an important role in
understanding mechanical properties of materials [Horstemeyer and Baskes 1999].
One of the fundamental properties in classical continuum mechanics is stress. Ex-
tensions of macroscopic continuum theory to microcontinuum theories are mainly
due to the deficiency of stress descriptions — we thus have theories incorporating
moment stress, microstress average, couple stress, etc. [Eringen and Suhubi 1964;
Mindlin 1964; Eringen 1967; Cosserat and Cosserat 1909; Toupin 1962; Green
and Rivlin 1964]. While the underlying physics is same, the descriptions from
different viewpoints are thoroughly different.

Atomistic view of a crystal is as a periodic arrangement of local atomic bonding
units. Each lattice point defines the location of the center of the unit that forms
the smallest structural unit of the crystal. The structure of the unit together with
Keywords: stress, strain, atomic scale, many-body dynamics.
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ool o )_“}+ '

(b) (© (d)

Figure 1. Stresses in ABOjs ferroelectrics: (a) The ABOj struc-
tural unit; (b) Lattice points and the unit cell (2D illustration); (c)
stress evaluated at lattice position with the volume of a unit cell;
(d) moment stress resulting from the resultant moment of inter-
atomic forces.

the network of lattice points determines the crystal structure and hence the physi-
cal properties of the material. Classical continuum mechanics, on the other hand,
views a crystal as a homogeneous and continuous medium. The basic structural unit
of the crystal is idealized as point mass, and the internal motion and deformation
of atoms within the unit are ignored.

Consider ABOs ferroelectrics as an example. There are five atoms in a unit cell,
the smallest structural unit (Figure 1a). This unit cell (a mass point in classical
continuum theory) gives the smallest allowable volume in which the continuum
hypothesis is not violated (Figure 1b). However, at ferroelectric phase, for this
mathematical infinitesimal, the vector sum of all interatomic forces will not pass
through the mass center. This will result in a surface couple on the surface of this
infinitesimal volume, and hence a higher order moment stress, m, (as shown in
Figure 1d) in addition to the stress in the traditional continuum definition (Figure
1¢). Such higher order stress has been employed in many micro-continuum theories
to account for the effect of microstructure. Among those well-established, there are
micromorphic theory [Eringen and Suhubi 1964; Eringen 1999], microstructure
theory [Mindlin 1964], micropolar theory [Eringen 1967], and Cosserat theory
[Cosserat and Cosserat 1909]. As a consequence of the higher order stresses, there
are higher order strains to be the corresponding thermodynamic conjugates.

However, it is very difficult, if not impossible, for these micro-continuum theo-
ries to describe the dynamics feature of atoms in complex crystals at nano/micro
scales. Material properties or behavior related to atomic motion and interaction
cannot be modeled accurately by the existing micro-continuum theories. Moreover,
the stresses and strains defined in classical or micro-continuum theories may not be
consistent with the atomistic definitions in microscopic modeling and simulations.

This paper aims at field descriptions of stress and strain at atomic scale for multi-
element crystals. In Section 2 the momentum flux density in the classical N-body
dynamics will be introduced. A field representation of momentum flux will be
derived in Section 3, atomic stress-strain relation as well as the atomistic measures
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of strain will be derived in Section 4, a few numerical examples will be presented in
Section 5, and a summary and discussions will be presented in Section 6. Standard
dyadic and tensor notations are employed in this paper.

2. Momentum flux in classical N-body dynamics

2.1. Atomic forces. In an atomic N-body system, if one defines the force between
atom i and atom j as

g Ui 9 Ui i
ij_ _ : V= , = _ i 2-1
/ @W—W)<MW—M> - @b

one then has
n

=1
j=1
where f' is the interatomic force and R’ — R/ the relative separation vector be-
tween the two atoms i and j.
Now consider a multi-element crystal with n unit cell and v atoms in each primi-
tive unit cell. Generally, forces acting on an atom (k, o), where k =1, 2, ...n and
a=1,2,...v, can be divided into three kinds:

ko
1. f fﬁ : interatomic force between (k, o) and (I, 8) atoms in two different unit
cells k and /, with

i
p =—f ]1m-
k()t
2. f zﬂ : interatomic force between (k, o) and (k, 8) atoms in the same unit cell
k, with

K %
f 2ﬁ =—fy"
3. f '3“’: body force on atom (k, o) due to the external fields.

The total force acting on an atom (k, &) can be written as

n v ko v »
Fke — sziﬂ +Z fl;ﬁ +f§a-
=1 g=1 B=1
2.2. Momentum flux. The quantum mechanical theorem of stress by Born et al.
[1926] and Nielsen and Martin [1985] can result in exactly the same form as the
momentum flux in classical many-body dynamics [Hoover 1986; 1991; Chen and
Lee 2003a; 2003b]. On a microscopic basis of atomic many-body dynamics, there
are two kinds of contributions to the momentum flux: kinetic and potential.
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Figure 2. Flow of momentum due to inter-particle force.

Suppose a particle o carries a momentum p. During a small time interval dt
this momentum is transported a distance (p/m®)dt. The resulting “kinetic” con-
tribution to the momentum flux, in the co-moving coordinate system, is

Skin = —P ® p/m". (2-2)

By virtue of the possible macroscopic motion of the material body, the veloc-
ity that contributes to momentum flux is the difference between the instantaneous
velocity and the stream velocity (the ensemble or time-interval average of the ve-

locity),
~ kot

V= v (v = v (54 AD®). (2-3)
This velocity difference, Vka, measures the fluctuations of atoms relative to the
local equilibrium and is related to the thermal motion of atoms.
The “potential” flow of momentum occurs through the mechanism of the inter-
particle forces. For a pair of particles ko and /8 that lie on different sides of a
surface, the pair force

ko B
f B = — [ka
gives the rate at which momentum is transported from particle k« to particle /8. For

each such pair the direction of this transport is along the line parallel to R** — R,
and the potential contribution to the momentum flux is

k 18 k
Sp=—R“® flf — R @ fro = (R - Ry fIi.  (2-4)

This momentum transfer can be visualized as a direct connection between two
interacting particles (Figure 2), which is continuous through the line linking them.

3. Field representation of momentum flux

3.1. Field representation of the atomic system. An ordered atomic system can be
viewed as a periodic arrangement of local atomic bonding units. Each lattice point
defines the location of the center of the unit. The space lattice is macroscopically
homogeneous, and the deformation of lattice is homogeneous up to the point of
structural instability (phase transformation). Therefore, the network of lattice point
is continuous, and the deformation gives rise to a field function u(x), where each
point x in the physical space corresponds to a lattice point R in the phase space;
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. a-th atom a-th atom

= ka
Lattice point x R } Ar

v
v

Figure 3. Physical space and phase space descriptions of an
atomic position.

embedded within each point x is a group of v discrete atoms (Arke) (Figure 3).
With a localization function

S(RF 4+ ArFY —x — y*) = §(R* — x)8(AFF* — y®),
the local density of any measurable phase-space function A(r, p), where

A(r, p) = A(r@0), p(t)),
can be expressed as [Chen and Lee 2006]

1 Ar

A%(x, 1) =A%) = AZ > A(r, ps(RF —x)s(Ar* — y*)dr,
k=1

m E 0

Here, quantities in physical space are expressed in terms of time-interval aver-
ages, as in experimental observations, which are performed over a finite duration.
The localization function, a Dirac é-function or a distribution function, links the
expressions of a dynamic function in phase space to the local density function
in physical space. The displacement of lattice point x, u(x), gives rise to the
homogeneous and continuous lattice deformation with length scale from nano to
macroscopic. The relative displacements of the a-th atom, & (x, «), result in relative
atomic deformation within the inner structure and describe the inhomogeneous and
non-continuum atomic behavior whose length scale is less than a nanometer. The
total atomic displacement is u(x) + £(x, o) in physical space, corresponding to
the u(k) + £ (k, o) in phase space, with the time scale of u(x) at audible frequency
region and &(x, ) at inferred.

3.2. Field descriptions of forces and momentum flux. The field representation of
total force acting on a an atom « can be expressed as

n n v ka v «
Fo(x) = <Z (ZZfiﬂ +3 7 +f’§"‘)5(R" —x)8(Ark —y“)>,

k=1 \ =1 =1 p=1
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where the external body force density J_”a is given by
_ n
ffx= <Z S8R —x)s(Ark — y“>>,
k=1
and the internal force density is (see Equation (2—1))
n n v k& v Y
s
fim(x) = <Z (Z Z fi'? + Z f2">8(Rk _x)é(Ark§ _ ya)>.
k=1 \I=1 &3=1 £n=1

From Equations (2-2)—(2—4), the local densities of kinetic and potential momen-
tum fluxes can be expressed as

Siin (%) = ‘<Zma Vka®‘7ka8(Rk—x)S(Ark"‘—ya)>,

k=1
1 n v
Spot(¥) = —<5 D D (RE-R™)
k,I=1&n=1

k& a1
®f§ﬂ/0 d,\S(R"HR’(1—A)—x)8(Ark$k+A’Z”(1‘“_ya)>

_<% i i (RkE_Rkn)

k=1¢&,n=1
£ 1
®f’;"/0 dm(Rk—x)8(Ark5A+Ark”(1—A)—y“)>.

The momentum flux in MD has been considered as the atomistic counterpart of the
continuum stress. However, it is seen that

(1) The smallest mathematical infinitesimal volume that does not violate the con-
tinuum assumption is the volume AV defining the density of lattice points,
which is the volume of a primitive unit cell. The vector sum of all the atomic
forces within this volume may not pass through the mass center of the AV
(Figure 4).

(2) The continuum definition of stress is not the momentum flux density. For a
crystal with more than one atom in the unit cell, the continuum stress is only
the homogenous part of the momentum flux summing over a volume of at
least a primitive unit cell, and it may not be symmetric.

The total momentum flux density is, therefore, better represented by the sum of
a homogeneous part, ¢, which is due to the motion and deformation of the lattice
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Figure 4. Illustration of atomic forces in a unit cell.

and is related to continuum stress,

fiin = — <Zma‘7k ® kaS(Rk —x)8(ArF — y"‘)>, (3-1)
k=1

1 n v
i = _<%/0 dry_ Y (R*—R)
K

ki=1&n=1

® f178(R*A+ R (1 — 1) —x)8(Ar¥ A+ AFI(1 — 1) —y“)>, (3-2)

and an inhomogeneous part, t, which is due to the internal motion and deformation,

T8 = <Zm AT @ VS(R* — x)s(Arke — y)> (3-3)
k=1
T = < f dx Z Z(Ark%‘ Arimy
k,i=1§&n=1

® f’ﬁa(m +R'(1—2) —x)8(ArF a4+ Arf(1 — 1) — y“)>

< / dxz Z(ArkS Arkm

k=1£,n=1

® f’ja(R" —x)8(Ar* A+ AFI(1—2) — y"‘)>. (3-4)



712 YOUPING CHEN, JAMES LEE AND LIMING XIONG

Using the identity

d o
= (3(R"+ R =) = x)8(Ar*a+ Ar'7(1 =) — 7))

—_v,. ((Rk — RYS(R 3+ RI(1 = ) — x)8(AFa + Arl7(1 — 2) — y"‘))
— Yy - ((Arks — Ar)S(RE. 4 RY(1 =) — x)8(AFK A + Arl7(1 = 2) — y"‘)),

the divergences of the potential momentum fluxes can be related to the interatomic
forces as

Vi - pot_*—V “ ‘L’ fpot(x)

<ZZ (Zf + f’f)a(Rk _x)8(AFk —y“)>. (3-5)

k=1 n=1

; _ ke
Note that for cell average fpo = o Lpor- Using Y-y 51 f," =0, one finds

Vi Fpor = <Z Zf 8<R’<—x>> (3-6)

ki=1a,p=1

=<Z Z (Zf +f§g)8(Rk—x)>. (3-7)

k=1 a,=1

This is the well-known stress-force relation in the continuum description.
It is seen from Equations (3-5) and (3-6) that

ZV o =

This indicates that the divergence of the inhomogeneous momentum flux density
will be averaged out and will not contribute to cell-averaged balance equation of
linear momentum. However, note that

> o #0.
a=1

The inhomogeneous part of momentum flux does not vanish upon cell averaging.
Therefore, as pointed out by Nielsen and Martin [1985], the classical definition
of macroscopic stress as “any tensor field which satisfies the condition that its
divergence is the vector force field” [Sommerfeld 1950; Nye 1957] cannot give a
unique definition of stress, and additional consideration is required to include the
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inhomogeneous part of momentum flux in order to uniquely describe the stress
field at microscopic scale for inhomogeneous systems.

4. Stress-strain relations in the nano/micro scales

4.1. Interatomic forces. Results of atomic-level molecular dynamics simulation
depend critically on the interatomic forces. A key issue in atomic-level simulations
is therefore the choice of a suitable potential energy function or interatomic force.
For the sake of simplicity, this paper considers only systems with central force
pair potential. Assuming the separation distance of two atoms is d'/, and the total
potential energy of the system U is a function of the atomic positions only, one has

U=>Y U@
i#]
Setting
. 1 dU
G(d”) = —— T
dv a(dv)
the interatomic force between atoms i and j can be written as
U U dV

fi=- = —G(dd".

a@d7) o) di

Here d'/ is the separation vector between two atoms i and j.
In our notation the vectorial relative displacement between atom (k, «) and atom

a, B) is
R* — R = (R* — Ry +u(k) —u(l) + & (k, ) — £, B).

Here R’;"‘ and Ri,ﬂ are the position vectors of atoms (k, o) and (I, 8) in the ground
state, u(k) and u(l) are the displacements of the centers of the k-th and the [-th
unit cells, and &(k, o) and &£(/, B) are the displacements of atoms (k, «) and (I, B)
relative to their unit cell centers, that is, lattice points.

4.2. Momentum flux density. The temperature in an N-body dynamics systems
is generally defined as [Chen and Lee 2006]

n

T“=<AV}:mwvmﬁakh—maA#“—yh>

% k=1

We see that the kinetic parts of momentum flux in Equations (3—1) and (3-3),
caused by the thermal motion of atoms, are related to temperature. They depend
only on the magnitude of the fluctuations of atoms. This implies

ill:in-i_f]gn:_yTal or Elfin:_leaIv ‘E]?gnz—szaI,
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with

kg

vityv=vy, y:A_V'

Using the §-function identity (see Appendix),

—

/ S(R*A+ R'(1—2) —x)8(Ar*x+ Ar'"(1 — ) — y*)d2
0

o0
1 _
=Y % ((R* = R - Vi + (AP — AF) . v,0)" 7 S (RF — x)8 (AP — y),
m=1

we see that the potential momentum fluxes, Equations (3-2) and (3—4), are func-
tions of a series of high order gradients, with zeroth order terms

- 1 & v k&
()" = _<5 Yo D (R-RH® fS(R —x)s(arts —y"‘)>,

ki=1&n=1

n v k&
@ POt) B _<% Z Z (Arks_Arln)@)fiﬂ(s(Rk —x)S(Arkg —ya)>

ki=1&n=1

_ <% DX arfb-ar e f]jS(Rk —x)8(Ar — ya)>'

k=1¢&n=1

Note that the sum of zeroth momentum flux, (igot)o + (7 Ot)o is the atomic
virial stress. Using the expressions for interatomic forces, (tpot) and (7T Ot)0 can
be expressed as

ZG (@) (x —x)@d“Pdv (x'), (4-1)

( POt(x Z)) 2(AV) V(x’)

_ 0 1
7Y (x,1) :—/ § G(d*®)y*? @d*Pdv (x')
(B 0) = 2372 V@) oy
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and the first order terms as

pod 1 1 / - «, / o, /
(7. 0) = ZV”(W /V( )(x—x)ZG(d Py x—x")@dPdV (x ))
x’ p=1

1 1 2 :
Ve[ —— 0B 3 (1B (v N d®B AV (4! -
+7V ((AV)2 /V(x/);:ly G(d*P)(x—x"@d“PdV (x )), (4-3)

—o 1_1 . 1 - = apy y,of af /
(Tpot(x’t)) _4Vx <(AV)2 /;/(x,) (x x)ﬂXZ;G(d )y ®d dV(x ))

1 1 o /
+7 V5| oy / ¥ G@)y”? ®d*tav (')
47 ((AV)2 mo;
1 |-~
5 Ve (A—V >y PGy P ey ) : (4-4)
p=1

where

AP (x, x') = xo +u@) +yg + £, @) = (x, +u@) + 5 +£(, B)),
yP =y =y =yy +£%0) — (¥ +£7 ).
¥y =y -yl =y et ) - (¥ + ().
4% = | daﬂ|’
=y,
Equations (4-1)—(4-4) are the zeroth and the first order nonlinear nonlocal
constitutive relations for the potential momentum flux density. The independent
variables are the lattice displacement u(x, ) and the relative atomic displacements

E(e, o, 1) 2 E%x, 1).

4.3. Linear local momentum flux density. To derive the linear constitutive rela-
tions for the potential momentum flux density one may make the assumption of
infinitesimal deformation, namely, d*P — dy £ 0. Therefore, the internal atomic
force density can be written as

v

1 / o ¢ 4
fll’lt(x) ~ (AV)Z [/(x’) /32::( Olﬂ (x(), xO) +Cl (.X'(), xO) (d ﬂ_doﬁ))dv(x )’

where dgﬂ =d" (x, X)) is the separate vector between two ground-state atoms,

and ¢ (x,, xp) = c‘l’”3 d*? and c‘lxﬁ are the interatomic force constants which can
be computed from quantum mechanics and are functions of the type of atoms in
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question as well as their separation. For the sake of simplicity, one may write

ap _ op / of _ ap
o1 = €1 (X0, Xp), Co.1 = €o.1 (X0, X0).

Using linearized atomic force, Equations (4-1)—(4—4) become

Z(x XY@ (¢ + P @ —ah))av ),

( pot(x t))
e

2(AV) /V(x

1 / /
(e 0)' = g5 fwx»;::(x_x)(x_x)
® (¢ + & (@ —a%))d v (x)

v

1 :
+————— Ve / ¥ (x—x")
4av)r V(x/);:«:

® (¢ + 7 (@ —a%))av (x),

Zy"‘ﬂ ® (¢ + ¥ (@ —a%))av (x')
")
p=1

oAy Zyw@ (e +7 (3 = yiP)),

—a 1 1 a Q ap’ o 1
(rpot(x,t)) ZWV;:'/V(JC()C x)Zy ﬂ® ﬁ+c (dﬂ dﬂ))dV(x)

B=1
1 v

+—v.a./ Py P “ﬂ+cﬂ(d°‘ﬂ d*?))dv (x")
1

v
+ mvﬂ Z y*Py*f @ (Cgﬂ + 07’3 (y"‘ﬂ—y‘;“g)).
B=1

Note that material properties should make the ground state stresses vanish: z_‘got(O) =I
Tpot(0) = 0. Hence, the expressions for potential momentum flux in the ground state

_ 1 . :
0= —— Y (o —x)) @ dV(x),
pot(0) 2AVE Jvr ,3_ (xo—x)) @ dV(x)

72, (0) = Zy“ﬂ ® )l dV )+ Zy“ﬁ ®c’,

v
2(AV)2 v g
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B

can be used for validation once the material parameters cg , cgﬂ and the ground

state structural parameters x, and yffﬂ are obtained from quantum mechanical cal-
culations.

If one further neglects nonlocal effects considering only the interactions between
unit cells in a close neighborhood, one then has

ux) —ux)~uy - (x, —xp),
E(x,B)— £, B~ ER - (x, —xp),
E(x,0) —E(x, B) 2y . (y2 — yP),

and hence
(x—x") = (xo—x,) =u(x) —u@x) ~u - (x, —xp), (4-5)
(3= ¥) — (08 — ) = £ ) —£(x. B) =y - (34 — ¥¥). (4-6)

(" —yP) = (95— ¥5) =E(x. ) —E(x', B)
=E(x,0) —E(x, B) +E(x, B) —E(X', B)
~yP (ys — yh) +EL - (xo — x0), 4-7)
d —dy’ ~ (ux+E4) - (xo—x0) v - (v5 - ¥0).  (4-8)

The zeroth order linear local potential momentum flux density can be then ex-
pressed as

v

)= —nTI+) (Aiu,+ A%y + A% £F), (4-9)
p=1
v

(. )=—nl*I+Y (B :u,+B>:y*"+ B &) (4-10)
p=1

Here (A : B)ijk...lmn = Aijk...pq qu.“lmn-

Note that dfjﬂ , X, —x,, and yzﬂ = y% — yf are material constants, while d*?,
x —x’ and y* — y# are up to first order in u_, f;‘ﬁ, and y*#. Using Equations
(4-5)—(4-8) one can find that the first order terms of momentum flux density are
the strain gradient terms. Therefore, Equations (4-9) and (4-10) represent the
linear local form of zeroth order homogeneous and inhomogeneous momentum
flux density, and the sum of the two is the field representation of atomic virial
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u,x
% -
L ‘v gﬂ
A unit cell of v atoms L—fb —> L ‘\-ﬂ’

Figure 5. Illustration of strain measures in the formulated field theory.

stress. One can also write them in tensor notation as:

mn o 2 3
mn(x H= ! r +Z mnpq pq+Amnpq pq+Amnpq pq)

mn o 2 3
Tmn (x t) =N ™+ Z m”l’q l’q + Bm”l’q Pq + Bm”l’q Pq)

where
I _ 2 _ap
Epg = Up.g> €pg = Vpq» Sp 7 (4-1D)
and
i=1,2,3 i=1,2,3
Amnpq ’ anpq
are material constants which can be expressed in terms of ground state structural

parameters x, — x6, Yo — yoﬂ and a material parameter c‘lxﬂ .

4.4. Strain measures. The field representation of momentum flux involves tem-
perature, lattice deformation and relative atomic deformation. The linear local
forms of momentum flux are expressed in terms of temperature and lattice strain
u x(x), relative atomic strain f;‘fi (x), and atomic-bond strain y*#(x). They are
the lattice deformation gradient, relative atomic deformation gradient and relative
atomic-bond stretch, and can be illustrated through Figure 5.

5. Numerical examples

For the purpose of numerical validation, a periodic solid under simple tension is
modeled and simulated. Stress and strain relations are computed based on the
formulas derived in this paper and by atomic-level molecular dynamics simulation
(MD) as well. The general-purpose parallel MD simulation code DL-POLY is
employed [Smith and Forester 2001] to perform the simulation. The modeling of
simple tension is achieved through NVT ensemble.
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(a) ZnO (wurtzite)  (b) BaTiO3 (perovskite, cubic phase) (c) MgO (rock salt)

Figure 6. Crystal structure of zinc oxide, barium titanate, and
magnesium oxide.

Three single crystalline materials are considered in this paper. Among them,
piezoelectric and semiconductor material Zinc Oxide, ZnO, is wurtzite structured
with lattice constants a = 3.249 A and ¢ = 5.206 A, ferroelectric material Barium
Titanate, BaTiOs3 is in its cubic phase with the lattice constant ¢ = 3.943 A, and
MgO, the standard test-bed material for the evaluation of theoretical methods to
calculate some mechanical properties, has a rock salt structure with the lattice
constant ¢ = 4.2 A. The Coulomb and Buckingham interatomic potentials are em-
ployed for the MD simulation, and the material parameters are taken from [Catlow
1986; Grimes 1994; McCoy et al. 1997a; 1997b; Grimes et al. 1995; Chen et al.
1997].

Under uniform simple tension loading, there are no strain gradients, and hence
only the zeroth momentum flux exists. Thus, the formula for the total stress reduces
to the zeroth order momentum flux, (tpot)O —|—( t)0 which is identical to the atomic
virial stress.

The numerical results of the stress-strain relations before the onset of structure
stability (phase transition) by the formulation and DL-POLY are plotted in Figure 7.
A good agreement between the results from the formulation and from the DL-POLY
simulation is found, while the computational time ratio between these two methods
is about 1 to 10*. Although the analytical stress-strain relation is nonlinear and
nonlocal, surprisingly the numerical results indicate that the stress-strain relation
is quite linear until structural transformation.

6. Summary and discussion

The field representation of momentum flux density is formulated in this paper
within the framework of atomic N-body dynamics. Three strain measures and
the momentum flux density—strain relations are obtained. Major considerations
and conclusions regarding the formulation may be summarized as follows:
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Figure 7. Stress-strain relation of zinc oxide (a), barium titanate
(b), and magnesium oxide (c) by the formulation and by molecular
dynamics simulation code DL-POLY.

(1) The momentum flux formulated in this paper exactly represents the momen-
tum flux in an atomic N-body dynamics model. Both the atomic-level mo-
mentum flux and the atomic displacements can be fully represented in terms
of field variables: temperature, lattice deformation and relative atomic defor-
mation. All material constants involved can be obtained through the atomistic
formulation.

(2) This paper has shown that the stress in the conventional continuum description
is not the momentum flux density in an atomic N-body dynamics model; it
is only the homogeneous part of momentum flux density summing over at
least the volume of a primitive unit cell. Decomposing the momentum flux
into homogeneous and inhomogeneous parts, one can establish the connection
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between the atomic momentum flux density and the continuum stress, and
obtain the field representation of conservation equations on the atomic scale
[Chen and Lee 2006].

(3) The formulations have shown that the momentum flux density-strain relation,
which may be referred to as atomic stress-strain relation, is nonlinear and
nonlocal in displacements, and involves higher order gradients. In the case
of homogeneous strain so that no strain gradients exist, the formula for total
stress shall be identical to the virial theorem. Ofr, if the average stress of
a whole specimen is concerned, then the total stress formula shall also be
identical to the virial theorem.

(4) The three strain measures are obtained for the linear local constitutive relation.
One may prove that the nonlinear nonlocal relation can also be expressed in
terms of the temperature and the three strain measures.

(5) The numerical examples in this paper, although quite preliminary, show that
the stress-strain relation under uniform loading is linear until structural insta-
bility.

Appendix
Define
SOk, 1, €, @) =5(REA+ R'(1 = 1) —x)8 (AP A+ A (1-2) — y*) 2 5(0),
Ak, €, ) =8(R* — x)8(Arks — y*) £
A=(R"-R'") v,
B=(Ar" — Ar'") . V..

A =8(1),

It is readily verified that

dé
dxr
dé = — (A4 B)ddx,

1 ds 1 1 1 1
/A—dk:/ Ad&:k6|0—/ 8dk:8(1)—/ SdA,
0o di 0 0 0

1 1
/ 8dA:A+(A+B)/ AddA.,
0 0

1 1
/ Ads = A —n/ A 8d,
0 0

= —(A+ B)S,
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which gives
! A 1 !
n—1 n
/ A 8dk=—+—(A+B)/ A'SdA.
0 n n 0

One may then prove that
1 1
/8d)»=A+(A+B)/ ASdA
0 0
Al !
:A+(A+B)(E+§(A+B)/ A%dk)
0
1 1 !
=A+§(A+B)A+§(A+B)2/ A28d
0
o
1 n—1
==Y —(A+B)"'A,
n!
n=1
or, in other words,

1
/5(RkA+RZ(1—A)—x)S(Ark§k+Arl"(l—k)—ya)d)»
0

oo
1 .
= — ((R*=R)-V,+ (A — AP V)"~ S (RE—x)8 (AFFE —y?),

m!
m=1
1 S 1
/ S(RA+R! (1) —x)dr =Y — ((R*~R')-V,)"~'5(R*~x).
0 m:lm‘
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MEASURING IMPACT RESPONSES OF FOAMED POLYMERS

JAMES F. WILSON

A unique dual pendulum system was developed to measure single-impact com-
pression responses of foamed polymers. The data, complemented with a math-
ematical model of impact, led to measures of the material’s energy absorption,
compression modulus, and damping. Results are presented for a class of open-
celled foamed polymers specifically developed for shock mitigation. The exper-
iments employed such materials of four different densities, with impact times
ranging in the 1 to 5 ms range and mean impact stresses up to 160 kN/m?. The
results for these materials showed: (1) energy losses of up to 50% of incident
energy, with a peak energy absorption per unit volume of 18kJ/m?; (2) peak
compression modulus of 880 kN/m? with strain rates approaching 200s~'; (3) a
mean damping factor of 0.258 with a standard deviation of 0.029. Such data are
of practical importance in many shock-mitigating applications, including pros-
theses, floor pads and cushions, gloves for hand-held vibrating tools, grips for
hockey sticks and tennis rackets, and soles for sports shoes.

Introduction

This design effort and experimental study was motivated by the need for a relatively
simple and accurate experimental system to quantify single-impact responses of
foamed polymers. Related studies involving repeated specimen loading have em-
ployed costly universal testing machines with sensor-controlled stress or strain,
and magnetic shakers for forced harmonic motion of the specimen. Studies based
on the these methods are presented in the treatise of Gibson and Ashby [2001],
who reviewed the open literature up to 1999 on the properties and mathematical
modeling of cellular solids, for both man-made foams and naturally occurring ma-
terials such as wood and cancerous bone. Measuring techniques and typical data
for complex moduli, based on the forced oscillation method, were reviewed by
Deverge and Jaouen [2004]. These sources and their extensive bibliographies did
not reveal any experimental systems or impact analyses similar to those discussed
here. No damping data were found in the open literature for one-time impact on
foamed polymers.

Keywords: foamed polymers, impact response.
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Specimen type Specimen geometry Static modulus | Mass density
diameter, mm thickness, mm E, kKN/m?2 kg/m?
white 38.1 7.00 143. 370.
blue 38.1 6.40 373. 451.
red 38.1 5.30 336. 421.
black 38.1 4.86 377. 481.

Table 1. Geometric and physical properties of the foamed poly-
mer specimens.

The characteristics that typify the foamed polymer studied herein are: linearly
elastic behavior for static strains up to about 30%; an after-impact recovery time
of about 30s or less to the state of nearly zero strain (the initial state); and an
open-celled microstructure in which there are small holes in the cell walls. This
class of foamed polymer was developed in the late 1980s by an orthopedist and
a New England material science laboratory. These materials are commercially
available through Implus Footcare, Morrisville, NC. The material is particularly
characterized by its capacity to absorb high levels of impact energy, and is thus used
as padding for artificial limbs and for the insoles of sports shoes. Four different
densities of these materials, designated by color, were evaluated in the present
study. Some of their physical properties are listed in Table 1, together with the size
of the impact specimens used.

Shown in Figure 1 are scanning electron micrographs of the most dense material
(black), magnified 16 and 160 times. This foamed polymer has an average cell
diameter of about 0.2 mm. The general shape of these cells closely matches those
observed in the micrographs of a polyurethane foam for which the average cell di-
ameter was also about 0.2 mm; see [Gibson and Ashby 2001, p. 178, Figure 5.2(g)].
This comparison suggests that the base material was a form of polyurethane. The
properties of the base material such as density and chemical composition cannot
be disclosed since they are patented and proprietary.

This presentation begins with a description of a unique dual-pendulum measur-
ing system, which is followed by a mathematical model of impact that identifies the
key parameters to be measured. The study concludes with extensive experimental
results for the foamed polymers of Table 1: determinations of material impact
energy loss, and the effects of impact stress level and strain rate on both material
stiffness and impact-induced damping.
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(b)

Figure 1. Scanning electron micrographs of the highest density
(black) foamed polymer: (a) transverse section through a 4.85 mm
thick mat, at 16x; (b) center of mat (a) at 160x. (Courtesy of
George W. Pearsall, Duke University.)

Experimental system design

Shown in Figure 2 is the dual pendulum impact system: the driver pendulum and
target pendulum, with the foamed polymer specimen of diameter Dy and thickness
h sandwiched between the two impacting die faces. The two pendula are identical.
Each consists of a solid steel cylinder of the specimen diameter Dy, with a minia-
ture accelerometer mounted coaxially. The total mass of the steel cylinder and the
accelerometer is m, and this assembly is hereafter referred to as a pendulum die.
Each steel pendulum arm of length ¢ is rigid or nearly so, and is affixed to the mass
center of each die. This arm, together with its bearing shaft, has a mass which is
less than one percent of m. The centers of the two arm pivot points are spaced so
that the die separation distance is /, the thickness of the test specimen, when the
pendula are hanging vertically and at rest. Each pendulum pivot point is the center
for a protractor. With a pointer extension to each pendulum arm, the arm angle for
a pendulum at rest can be read on its protractor to an accuracy of 0.1°.

Shown in Figure 3 are the key positions of the pendula at which the arm angles
are measured. The first positions represent the initial static states, in which the
driver pendulum arm is hand-held at the visual protractor setting 6y, and the target
pendulum hangs vertically. The second positions are the maximum post-impact
rebound angles 0; and 6, for the driver and target pendulum arms, respectively.
These latter extreme rotations are measured either visually or electronically. In the
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Figure 2. Mechanical design of the dual pendulum system. The
components are: a — accelerometer; b — bead; ¢ —steel slotted bead
arm; d — steel bearing shaft; e — steel driver die; f — transparent
plastic side pannel; g — steel pendulum arm; h — transparent plas-
tic protractor; i — RVDT; j — steel spacer; k — foamed polymer

specimen; | — string; m — steel target die.
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Figure 3. Initial pendulum configuration (left), and maximum re-
bound configuration (right).
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Figure 4. A typical measured acceleration-time history for the im-
pacting driver pendulum, and its best-fit to a half sine curve.

visual method, an extension of the slotted pendulum arm, as shown in Figure 2,
pushes a tiny bead along a taut horizontal string, one for each pendulum. There is
just enough friction between each relatively weightless bead and string so that the
bead does not overshoot its mark corresponding to the maximum arm angle 6; or
6,. Later, when the pendula come to rest, these angles are read on the protractor
by aligning the pointer extension with its bead. This visual method for measuring
rebound angles gave results that were as accurate and reproducible as the electronic
method that used two Schaevitz rotary variable differential transformers (RVDTs)
attached to the rotating shafts, as shown in Figure 2. Each RVDT required a 5
volt AC power supply. The voltage output was proportional to rotation, with a
sensitivity of 0.01V/degree. At impact, this voltage triggered a digitizing storage
oscilloscope, which recorded the time history of rotation for each RVDT.

For each experiment, the driver pendulum was released at a predetermined angle
6y, its accelerometer output voltage triggered a Hewlett Packard 100 MHz digitiz-
ing storage oscilloscope at the instant of impact, and the tangential acceleration-
time history ¥; of the driver die was recorded and stored for later data process-
ing. The accelerometer was the 25 gram quartz model 353B33 with a 25 volt DC
power supply, both manufactured by PCB Piezoelectronics. The sensitivity of this
accelerometer was 100 mV/g where g = 9.81 m/s?>. After numerous preliminary
impact experiments using these foamed polymers, it was concluded that a half sine
curve of amplitude ap and impact time 7o was a good fit to all measurements i;.
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Figure 5. Mathematical models of the two pendulums and the specimen.

That is,
.. . Tt
X] = —agsin —, (D)
fo
in which the negative sign indicates deceleration. Shown in Figure 4 is a typical
experimental trace of X; and its best-fit half sine curve. Here, the exact time of
separation between the specimen and the target die just after impact could not be
determined experimentally, and was approximated as f.
Given 6y and the measured quantities 0y, 6;, and X, the material responses to

impact can be computed using the following mathematical model.

Mathematical model of impact

Shown in Figure 5 is the mathematical model of the foamed polymer specimen
sandwiched between the two dies. The coordinates x; and x, are defined as the
respective driver and target die face displacements from their static (free hanging)
states. The specimen is assumed to behave linearly, or nearly so, to have negli-
gible mass compared to m, and to exhibit damping proportional to the specimen
velocity. The representation in Figure 5 reflects these assumptions, in which the
specimen’s impact force is P and its stiffness and damping parameters are k; and
cs, respectively. In general, ks and ¢; may vary with time and strain-rate, given an
impact time history initiated by 6p. In these terms, the equations of motion for the
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driver pendulum, the specimen, and the target pendulum are, respectively,

— P =mi, )
P —kg(x1 —x2) — c5(x1 —x2) =0, 3)
ks (x1—x2) + ¢ (X1 —X2) = mis. “4)

When the first two equations are added to eliminate P,
ks (x1—x2) 4+ ¢5 (X1 —%2) = —m¥;. (5)

The result observed by comparing Equations (4) and (5) is that ¥, = —X;, from
which it is concluded that measures of both X; and X, would be redundant. The
driver die acceleration X1 was the acceleration chosen to be measured.

Kinematics of impact. The kinematics of the compressed specimen are deduced
by integrating Equation (1) and using the result that ¥, = —X;. The first integration
gives the respective driver and target die velocities as

11 t
X =v9— 0—ao<l — cos ﬂ—), x1(0) = vo, (6)
g o
1 t
iy = 0—“0(1 — 608 ”—), (0) =0, )
T o

which satisfy the stated initial conditions of each die at the instant # = 0, or just
prior to die impact. The second integration gives the die displacements, subject to
zero initial conditions, as

foao to . mt
x1=v0t——(t——sm—), x1(0) =0, 8)
T g o
1 1 t
Xo = O—%(r — Ogin ”—), %2(0) = 0. )
v m o

The preimpact driver die velocity vg in Equations (6) and (8) is deduced by
equating the change of potential energy between the driver die’s state at 6y and
the state at first impact (¢ =0), to the change in kinetic energy between these same
states, or

mgl(1— cos ) = smug, (10)

vy =+/284(1— cosbp). (11)

The two assumptions inherent in Equation (10) are: energy losses due to bearing
and air friction between the two states are negligible, and rotational kinetic energy
of the die and arm is negligible in comparison to the to the translational energy of
the die. The first assumption was verified by performing free swing tests with the
driver arm, in which the specimen and target die were absent. These results showed

which leads to



732 JAMES F. WILSON

that for an initial angular position 6y, the die arm swung to within one percent of its
mirror angle —6y. The second assumption was validated by a computation, which
showed that the rotational kinetic energy was less than one percent of mv% /2 for
the dual pendulum apparatus shown in Figure 2.

Energy absorption. The incident energy density, or the energy per volume of the
specimen that is available for absorption (Figure 3, left), is defined by

_ 4mgt
B nhDg

Wo (1 —cosbp). (12)
Not absorbed by the specimen is the maximum potential energy per volume of the
specimen after rebound (Figure 3, right), or

_ 4mgt

_WD(%((I —cos ) + (1 —cos 6)). (13)

The specimen’s unit energy absorption is the difference of the last two expressions:
Wy — W,.. Expressed as a percent of the incident energy density, the unit energy
absorption for this nearly frictionless system is thus

(I —cosBy) — (1 —cosBy) — (1 —cosHy)

W= x 100%. (14)
(1 —cos6y)

Impact stress, strain, and strain rate. Since the specimen’s impact force is P,
Equations (1) and (2) can be used to calculate the time-dependent impact stress, or

4p dmay . mt
0=—73 = —>sin—. (15)
7 Dj 7 D; fo

The mean stress ¢ up to the time fy/2 of maximum compression, and the peak
stress o, at this time are deduced from the previous equation as
2 [h/? 8may 4mag

= _ odt = —— and o, = .
to Jo JTZD(Z) r JTD(Z)

Qi

(16)

The impact strain ¢ is based on the relative displacement x; — x; between the die
faces. Using Equations (8) and (9), this strain is thus

h h wh

X1 —X vot  2tya 1 Tt
8:1 2 _ Y oo(t Oin—), (17)

in which vy is given by (11). The average strain rate up to maximum compression
at t = ty/2, as deduced from Equations (6) and (7), is defined as

&g =— (X; —x)dt = — — (18)

2 [l/2 Vo 2t0a0(1 2)
ioh Jo h xh

T
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Specimen stiffness-damping constraint. A constraint relationship between k; and
¢s can be computed by time averaging (5), using (1). That is,
1 [ L mag [ . wt
— (ks(xl—xz)—l-cs(x]—xz))dt: —— | sin—dt. (19)
o Jo to Jo fo
Let k; and ¢, be constant, on the average, and integrate (19) after substituting for
the displacements and velocities given by Equations (6)—(9). The result is

re = 4 magy — 2% (g — 210a0) Cs
=

20
m3tovg — 2n2tgao + 8t§a0 20)

in which vy is given by (11).

Impact damping. The nondimensional damping factor {, commonly employed in
linear dynamic systems, is defined as

Cs
= ) 21
¢=3 o 1)
Energy methods are now used to predict an explicit equation for ¢. The difference
of peak potential energies for the initial and rebound states, depicted in Figure 3, is
the energy lost in specimen damping (subject to the assumptions already discussed).
This loss is

AE =mgl(l1— cosby) —mgl(l— cosO;) —mgl(l— cosby). (22)

A second form for AE is based on the damping power, or the product of the
damping force c;(x; — x2) and the relative die velocity (x; — x7). The energy loss
is this product integrated over the die-specimen contact time £, or

]
AE = (¥ — )2t (23)
0
When Equations (22) and (23) are equated and the velocities x; and x, of Equa-
tions (6) and (7) are substituted, the resulting equation can be solved for ¢. After
performing the integrations and regrouping the parameters, this leads to
B nzmgﬁ(cos 01+ cos6, — cosfyp—1)

Ccg = . 24)
’ rr2tov§ —4x tgaovo + 6tga3

Thus, with ¢ and k; of Equations (24) and (20), the damping factor ¢ can be
computed from Equation (21).

The results of this impact analysis are summarized as follows. Given the ap-
paratus and specimen parameters (m, £, Dy, h), and imposing the initial angle 6,
measures of the quantities (0, 62, ag, tp) give measures of the specimen’s key re-
sponses. These measures are: the percent of the incident energy absorbed, (14);
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Figure 6. Stress-strain behavior for the four foamed polymers at
the low strain rate of about 0.001 s~

the stress-strain behavior, Equations (15) and (17); the mean compressive stress
and strain rate, Equations (16) and (18); and the stiffness and damping properties,
Equations (20), (21), and (24). The experiments to measure (8, 6, ag, ty) are now
described.

Experimental protocol and measurements

The foamed polymer specimens described in Table 1 were cut from the as-received
sheet material with a sharp steel cookie-cutter die of the same diameter as the
impacting die, or 38.1 mm. One set of specimens was used for the standard com-
pression tests, and the other set was used for the impact experiments.

The uniaxial compression tests for each of the four materials were all performed
at the rather slow strain rate of about 0.001s~!. The results are the stress-strain
data shown in Figure 6, with a least-squares straight line fit for each material. The
slope of each line gives the static modulus E, which is strictly valid only for the
stated strain rate. These values of E are listed in Table 1. These results indicate
that the four materials behave linearly, or nearly so, up to strains of about 30%,
and lend credibility to the hypothesized linear mathematical model.

The protocol for the impact experiments was as follows. The black specimen,
defined as the reference specimen, was glued to the die face of the driver pendulum.
This pendulum arm was then hand-held at 6§y = 10° and released. Then the voltage-
time history representing x| was recorded by the digital storage oscilloscope, which
also displayed to four significant figures the peak voltage representing ag and the
rise time fy/2 to this peak. Using the accelerometer’s calibration factor of 100
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mV/g, the peak voltage was converted to the peak acceleration ay, expressed in
units of g. Then the first rebound angles 6, and 8, were measured by one of the
two procedures already explained (the bead method was preferred for its simplicity).
This same experimental procedure was repeated four more times for 6y = 10°.
Based on these five trial runs, the arithmetic average (mean value) was computed
for each of the four measured quantities (0, 6, ap, to). This procedure was then
repeated for 6y = 20°, 30°, and 40° using the same black specimen. A time lapse of
at least 60 s was allowed between each impact, so that the specimen could regain
its initial thickness.

The sixteen data sets so obtained for the black specimen are listed in Table 2,
together with the four incident energy density levels Wy, which were computed
from (12) for each respective initial pendulum angle 6y = 10, 20, 30, 40°. Here
m = 0.461 kg (which includes the accelerometer’s mass) and £ = 0.239 m. The four
incident energy density levels of the black specimens were chosen to be the same
as those for the nonblack specimens, as shown in the Wy column of Table 2. The
corresponding values of 6y for the nonblack specimens, computed from (12), were
all somewhat higher than their black specimen counterparts at 6y = 10, 20, 30, 40°,

Specimen Wo. Measured mean of five trials
type K/m? | 6p,° | 6,,° 6,° a, g ty,ms

white 2.96 120 442 748 7.2 4.62
11.8 241 910 170 17.0 3.84
26.1 362 152 248 268 3.60
456 485 168 320 355 3.44

blue 2.96 115 444 682 144 243
11.8 23.0 890 157 285 2.03
26.1 346 125 238 432 1.92
456 462 167 315 56.8 1.87

red 2.96 10.8 426 652 131 2.61
11.8 209 726 142 258 2.19
26.1 314 11.6 223 386 2.24
456 419 143 296 522 218

black 2.96 100 426 6.16 148 1.74
11.8 200 740 141 308 1.62
26.1 30,0 125 209 47.1 1.41
456 400 154 278 625 1.44

Table 2. Dual-pendulum impact measurements.
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Figure 7. Influence of the mean impact stress on the percent of
the incident specimen energy absorbed during impact.

which reflects the differences in specimen thicknesses. The matching of incident
energy density levels allows for later comparisons of dynamic responses among
specimens of unequal volume.

Using the same experimental protocol as for the black specimen, but with the
stated 6y values, the sixteen sets of experimental measures (6;, 6>, ag, tp) for each
white, blue, and red specimen were obtained. Again, each numerical entry of each
set represents a five-trial average. Such results were reproducible; that is, given
6o, the deviation of any one measurement of a five-trial run was within 2% of its
corresponding mean value.

Computed responses and discussion

Based on the 16 data sets of Table 2, and the two pendulum parameters m =
0.461kg and ¢ = 0.239 m, the material impact responses predicted by the math-
ematical model were computed. Computational algorithms and graphic displays
were developed using Mathematica [Wolfram 1999]. The results are presented in
Figures 7-11. In all of these figures, each data point corresponds to a data set
(69, 01, 02, ap, ty), or a row in Table 2.

Shown in Figures 7 and 8 are two measures of energy absorption, each as a
function of the mean impact stress o, defined by Equation (16). The dashed straight
line in each figure is the least-squares fit to all data. The percent of the incident
energy absorbed, based on Equation (14), is shown in Figure 7, which indicates a
weakly decreasing energy loss with increasing . The best-fit straight line to these
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Figure 8. Influence of the mean impact stress on the energy ab-
sorbed per unit specimen volume during impact.

data is
W (%) = 46.17 — 0.08035, (25)

in which the units of & are kN/m?.

The energy absorbed per unit volume of each specimen, or Wy — W, in Equations
Equation (12) and Equation (13), is shown in Figure 8. The increase in the unit
energy loss W, is approximately linear with o, for which the best-fit straight line
is

Wo — W, =0.12606 —2.11, (26)

where the units of energy and mean stress are kJ/m® and kN/m?. The data of Figure
8 show that at a given mean stress level o, the most dense (black) foamed polymer
has a consistently lower unit energy loss than the least dense (white) material.
Shown in Figure 9 are the stress-strain curves for all of the specimens, in which
each exhibits hysteresis behavior typical of energy-absorbing material. Each curve
for each of the four materials has a label a, b, c, or d, which corresponds respec-
tively to the incident unit energy level listed in Table 2, or 2.96, 11.8, 26.1, and
45.6kJ/m>. These curves were generated using (15) and (17), which are parametric
equations in time #. To each closed curve there corresponds an average strain rate
€4, computed from Equations (18) and (11) for each 6y. The peak of each closed
curve, at t = ty/2, marks the end of increasing compression stress. At the end
of impact, assumed to occur at t = 7y, the stress is zero. Then each unloaded
specimen was observed to recover (along the abscissa to the origin) to nearly its
original thickness 4 in about 30 s. The area enclosed by each of the 16 hysteresis
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Figure 9. Stress-strain and hysteresis behavior for the foamed
polymers, showing the influence of strain rate.

curves in Figure 9 corresponds to the energy absorbed per unit volume, the values
of which were also computed using Equation (14) and displayed in Figure 8.

Shown in Figure 10 is a weak dependency of the compression modulus E. on
the average strain rate &,, for all four materials. This modulus is defined in terms
of the elastic stiffness k;, or

_ 4hk,

E. = .
¢ an

27)

For each material, it appears that E, approaches a limiting or asymptotic value as &,
increases. For the highest-density material (black), for instance, E. — 900 kN/m?
as &, — 150s~!. For the two intermediate density materials, the average asymp-
totic values are nearly the same, or about 700 kN/m?; and for the least dense mate-
rial, E. — 300 kN/m?.
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Figure 11. Influence of the mean impact stress on the damping
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Shown in Figure 11 is the damping factor ¢, with its weak dependency on the
mean level of impact stress . The straight line is the least-squares fit (mean value)
of data for all four materials, or

¢ =0.258, SD =0.029. (28)
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Conclusions

This dual-pendulum measuring system is simple in construction and versatile in
operation. System bearing-friction was minimized by precision machining and
graphite lubrication. The impact energy permanently lost to the apparatus was
minimized in two ways: (1) by choosing equal specimen and die diameters, which
confined the transmitted acoustic waves to the same diameter cylinders, eliminating
most of the energy dispersion in the uniform dies; (2) by assigning more than 99%
of a pendulum’s mass to the die so that the pendulum’s center of percussion was
nearly coincident with the die’s longitudinal axis of symmetry, thus reducing the
horizontal bearing impact reaction force, and its contribution to friction energy loss
to nearly zero. Further, by matching each of the four incident energy density levels
(a, b, c, d) for the consecutive testing of each specimen type, comparisons of the
dynamic responses among specimens of different thicknesses could be made.

That the mathematical model for impact is consistent with the measurements
was demonstrated in the following ways:

« For all 16 data sets of Table 2, the following two independent measures for the
velocity of the target die just after impact agreed to within about 10%. That

is,
X1(t=tg) ~ +/2gl(1 —cos by). 29)

Here, the left side is the value predicted by Equation (6), and the right side is
based on the conservation of energy and the independent measure 6.

» The closed area of each of the 16 hysteresis curves of Figure 9 generally
agreed within 10% to its counterpart unit energy calculated from Equation
(14).

o Consider Figure 9 for a given material. The slope of each stress-strain curve
up to about t = 0.4¢j is consistently higher than the slope E of Figure 6 for the
same material. Theory predicts that this slope will increase with increasing
strain rate, an effect that is due to the accompanying increase in the elastic
and damping reaction forces.

Future developments include new and complementary theories of impact for a
variety of nonlinear, open or closed-cell materials for which this dual pendulum
system can be employed to measure material properties.
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SO... IS THIS A SURFACE-BREAKING CRACK?

MILAN POZNIC AND CLAUDIO PECORARI

An inspection technique used to assess the structural integrity of critical compo-
nents in a nuclear power plant must be able to discern surface-breaking cracks
from subsurface cracks. This work proposes an ultrasonic method to provide that
information and presents a theoretical investigation into it. The main assump-
tion of the model is that water carried by pressurized pipes infiltrates and fills a
surface-breaking crack, while a subsurface crack is dry. The model simulates an
inspection in which the modulation technique is employed and the surface host-
ing the crack is not accessible. A ratio, R, constructed with signals recorded in
backscattering configuration during a modulation cycle, is examined and shown
to provide a clear criterion allowing subsurface cracks to be distinguished from
surface-breaking cracks when a shear vertical wave at 45 degree incidence is
employed as a probe.

1. Introduction

Stress corrosion cracks, especially in pipes carrying pressurized water, constitute
a serious threat to the structural integrity of nuclear power plants. They are often
found in regions proximal to the inner surface of the pipe, and can be either surface-
breaking or subsurface. The growth of a subsurface crack is caused mostly by fa-
tigue. However, if a crack reaches the surface of the hosting component, corrosion
becomes the main factor affecting crack growth. This is the case because water
enters the fracture thanks to the combination of tensile stresses, which cause the
crack to remain open while the plant is operating, and the pipe internal pressure,
which can reach values of the order of 70 atm.

For this reason, it is of the utmost importance for a nondestructive technique
employed in the assessment of a plant’s structural integrity to enable not only
the detection of stress-corrosion cracks, but also their characterization as surface-
breaking or subsurface defects. Indeed, there have been instances in which cracks
have been characterized as subsurface during inspection but proved to be surface-
breaking upon a destructive metallurgical investigation [Jenssen et al. 2000]. Of
relevance to the subject of this work is also the presence of debris resulting from

Keywords: partially closed cracks, modulation, wave scattering stress-corrosion.

743


http://www.jomms.org
http://dx.doi.org/10.2140/pjm.2006.1-4

744 MILAN POZNIC AND CLAUDIO PECORARI

corrosion, which tends to bridge the gap between the surfaces, rendering the defect
more transparent to an inspecting ultrasonic beam.

This work presents the principles of an ultrasound-based technique designed
to discern partially closed cracks that are subsurface from those that are surface-
breaking. The proposed method exploits the effects of water confinement within
a partially closed, surface-breaking crack on the acoustic response of the defect.
The sensitivity of the proposed technique to the presence of fluid trapped between
the crack faces, and to compressive stresses acting on the crack, is examined. The
emphasis on cracks that are partially closed derives from the near certainty that,
following the shut-down of the plant prior to inspection, stresses due to the plant’s
operating conditions are removed and cracks tend to partially close, at least in
vicinity of their tips (see [Newman et al. 2003], for example). This investigation
is limited to the worst-case scenario in which the surface hosting the crack is not
accessible and the inspection must be carried out from the outer surface of the
component.

The article is organized as follows. We first report experimental results which il-
lustrate the characteristic dependence of the stiffness on the pressure applied to dry
and fluid-filled interfaces. We then present a model which evaluates the backscat-
tering by partially closed, surface-breaking and subsurface cracks. To simulate
the effect of partial closure on backscattering, spring boundary conditions are em-
ployed. Experimental results obtained on partially closed interfaces are employed
in the theoretical model to describe the effect of water trapped within a surface-
breaking fracture. The model is used to simulate experiments in which the partial
closure of the crack is modulated by a low-frequency, high-amplitude wave while
a probing ultrasonic wave interrogates the defect. We close with a discussion of
the significance of these findings for the development of a method allowing water-
confining, surface-breaking cracks and dry subsurface cracks to be distinguished
from each other.

2. Dry and water-confining interfaces

The interaction between ultrasonic waves and interfaces formed by two rough,
nonconforming surfaces in contact under increasing pressure has been investigated
extensively both experimentally and theoretically; see for example [Baltazar et al.
2002; Baik and Thompson 1984; Drinkwater et al. 1996; Lavrentyev and Rokhlin
1998; Kim et al. 2004a]. Models have been developed that derive the macroscopic
mechanical properties of such interfaces from those of the asperities in contact
and from the topographical properties of the surfaces. This considerable effort
notwithstanding, several of the outstanding issues concerning this problem still
await a solution [Pecorari and Poznic 2006]. In particular, the effect of water
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confined between surfaces in partial contact appears not to be accounted for by
any available model.

In this section we present experimental results on both dry and water-confining
interfaces and use them in the theoretical modeling of ultrasonic wave scattering
by surface-breaking and subsurface cracks. The experimental set-up employed in
this investigation is discussed in [Pecorari and Poznic 2006] and is not repeated
here. The only noteworthy differences from our earlier experimental conditions
are:

i. The nominal frequency of the transducer used to generate and receive the
waves reflected by the imperfect interface is 2.25 MHz here.

ii. The measurements were carried out also with shear waves.

iii. The rms roughness of the two surfaces employed here was evaluated to be of
the order of 0.2 um. In all the measurements, the inspecting waves insonify
the interface at normal incidence.

Among the properties of interest, the stiffness K of the imperfect interface is of
primary importance in understanding the interaction between ultrasonic waves and
such interfaces. It is defined by the relation K = 9 P/d8, where P is the applied
pressure (or the tangential stress) and § is the relative approach (or the tangential
displacement) between the mean planes of the rough surfaces. The values K and
K7 of the normal and transverse interfacial stiffness can be recovered from the
measured reflection coefficients R; and Ry for longitudinal and shear waves at
normal incidence via the well-known relation

1
1-2j(Kyr/oZL 1)’

where w is the circular frequency of the incident and scattered waves, and Z, Z1

Ry 7=

are the acoustic longitudinal and shear impedances of the medium. The symbol
Jj represents the imaginary unit. When water is confined by the interface, and the
real area over which mechanical contact between the surfaces take place is a small
fraction of the nominal area, the normal stiffness of the latter can be written as the
sum of two terms: Ky = (A/dy) + AKy. The first term describes the effect of
a layer of water with thickness dj, the latter quantity being the distance between
the mean planes of the rough surfaces when no pressure is applied to the interface.
The symbol A represents the only nonzero elastic constant of the liquid medium.
The second term, A Ky, describes the part of the stiffness which depends on the
applied pressure. Since the shear modulus of water is zero, the transverse stiffness
does not contain a term analogous to A /dy.

Figure 1 reports experimental results obtained at normal incidence using steel-
steel interfaces with rms roughness o approximately equal to 0.2 microns. They
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Figure 1. Normalized normal (left) and transverse (right) spring
stiffness versus pressure applied to a water-confining and dry steel-
steel interface. The symbols represent experimental results.

illustrate the dependence of the normalized normal, Ky /wZ, and transverse,
K7 /wZy, interface stiffness components on the applied pressure for both dry and
water-confining interfaces, respectively. The pressure is varied from 0 MPa to
80 MPa at which point the reflection coefficient of a longitudinal wave interacting
with a water-confining interface is smaller than 0.1. The two most relevant features
of Figure 1, left, are the overall larger normal stiffness of the water-confining in-
terface compared to that of the dry one, and the initial fast increase of Ky when
pressure not exceeding 5 MPa is applied to the interface. Unpublished numerical
simulations by these authors show that the addition of the term accounting for
the thin fluid layer, A/d, to the stiffness of the dry interface is not sufficient to
reproduce the experimental results. A possible explanation for this deficiency of
the model may be found in the results of both experimental and theoretical in-
vestigations into the interaction between solid surfaces confining water; see [Das
et al. 1996; Israelachvili 1992; Grabbe and Horn 1993; Ho et al. 1998; Pashley
and Israelachvili 1984]. These works show that repulsive forces between solid
surfaces arise when the distance between the latter is comparable to the dimension
of the fluid’s molecules. The physical origin of such repulsive forces may vary from
system to system, but common to all is the increase of structural order caused by the
spatial confinement on the molecules of the fluid. These findings suggest that these
repulsive forces may also occur between asperities of the system under investiga-
tion, opposing their mechanical contact when they are separated by a distance of the
order of a nanometer. An alternative interpretation to that just outlined considers
the effect of drainage forces which oppose the motion of the solid surfaces in the
direction normal to their mean planes. A suitable mathematical model for such a
phenomenon should extend the analysis carried out by Chan and Horn [1985] on
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cylindrical surfaces with axes oriented normally to each other and to the direction
of motion. Essential for the accuracy of the novel model, the extension of Chang
and Horn’s model should account for the statistical character of the surface profiles.
Of importance is also the results concerning the shear stiffness, K7, which have
been obtained with the same two interfaces; see Figure 1, right. They display a
dependence on the applied pressure which, for our purposes, can be assumed to be
identical. In other words, they show that the viscosity of the fluid does not affect
K7, and thus, a mechanism which does not call upon the viscosity of the fluid
appears to offer a more plausible explanation of the experimental observation. In
summary, the experimental results of Figure 1 show that water strongly affects the
dependence of the interface normal stiffness on the applied pressure, while it does
not alter that of the shear stiffness.

3. Theory

Figure 2 illustrates the geometry of the material system and of the defect under
consideration. The segment of material of length a separating the crack from the
surface in the diagram on the left is also known as the ligament. With reference
to Figure 2, and following the method developed by Achenbach et al. [1980]
and Mendelsohn et al. [1980], the original problem posed by the scattering of
an incident bulk wave onto the crack is decomposed into a symmetrical and an
antisymmetrical part.

\J
=
\J
=

A
a

\J \

y y

Figure 2. Geometry of the material system and its defect. The
material system occupies the half-space y > 0. Left: Subsurface
crack. Right: surface-breaking crack, witha =0 and b =d.
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When considering the scattering by a subsurface crack, the boundary conditions
along the crack face, which are associated with the symmetrical problem are

0);:0, x=0, 0<y<oo,
o =KyAu, a<y<b, (3-1)
u=0, O<y<aorb<y<oo,

and those associated with the antisymmetrical problem are

0;;:0, x=0, 0<y<oo,
O';;,:KTAU, a<y<b, (3-2)
v=0, O<y<aorb<y<oo.

In these equations, the o*l.Jl.r are the total stress components acting on the positive
side of the crack, i.e., on the side for which x = 0", while u and v are the dis-
placement components in the x and y direction, respectively. The spring stiffness
densities K and Kt are generally allowed to be functions of depth, y, so that non-
uniform closure can be modeled. The remaining boundary conditions are those
used by Achenbach et al. [1980] and Mendelsohn et al. [1980] for an open crack.
In particular, the surface y = 0 is assumed to be free of traction. The crack closure
is simulated by varying the contact pressure between the crack faces according to
the next equations, which are given next only for a subsurface crack:

P(y>=Pﬁpexpy£ . (@+b)2<y<b,

(3-3)

a —
E ’

P(y) = Pypexp a<y=(a+b)/2

Here Py, is the pressure at the crack tips and £ is the decay length which controls
the spatial extent of the tip closure. The pressure distribution on a surface-breaking
crack is obtained from (3-3) by letting a = 0 and substituting (a + b)/2 with b =d.
Equations (3-3) are used to assign a local value to the spring stiffness densities by
way of the relationships illustrated in Figure 1. The purpose of this feature of the
model is twofold. First, the effect of the water on the scattering phenomenon is
accounted for within the same mathematical scheme used to treat a dry partially
closed crack. Secondly, the boundary conditions in equations (3—1) and (3-2) allow
for the simulation of the well documented closure of a crack in the regions proximal
to its tips [Newman et al. 2003], the causes of which are varied, still debated, and
leading essentially to the same result when considered from the wave scattering
point of view.
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The equations of motion for the two displacement components are

92u 92u 92v 92u
2 2 2 _
Ugatrga Tl =gn

2
5 07V

2 9% ) ) 9%u 9%v
dx

CTa_yz"‘(CL —c7) =

+ axdy o2’

where ¢ represents time, and ¢y and ¢y are the phase velocities of longitudinal
and shear waves, respectively. The solutions of these are given by the following
expressions (see [Achenbach et al. 1980; Mendelsohn et al. 1980]):

S 2 [ ' .
w'(x)=— / (ékLA“e_O‘Ly — ZK_zoszLC“e_“Ty) sin(éx) d&
7 Jo

2 o.¢]
42 / (ks BY e + 2626k, D*e ™) cos(Ey) dE,  (3-4)
T Jo

2 o0
V(X)) = — / (aLkp Ate™ Y — 2K_2€kLCSe_°‘”) cos(éx) dé&
0

2 oo
+ = / (ékLBse*“” + 2K’2aTkLDSe""”) sin(§y)d&, (3-5)
T Jo
for the symmetric field, while those of the antisymmetric are
2 oo
u(x) = —/ (ékLAae_“” — 2K_2aTkLC”e_“”) cos(éx) d&
T Jo

2 o0
+= / (apky BYe ™ + 262k, De™*T") sin(Ey) dE, (3-6)
0

. 2 [
v (X)) = —/ (—oszLA“ef‘“y +2K*2§kLC”e*“”) sin(€x) d&
T Jo
2 x
-= / (Ekp B e " + 2k 2k, D7) cos(Ey) d&.  (3-T)
T Jo

The time-dependence of the solution is assumed to be harmonic. In the equations
above, A“*, B“%, C%*, and D%* are functions of the integration variable &, and
are themselves given in terms of integrals of suitable functions containing the tan-
gential slope of the two components of the crack opening displacement. These are
obtained by solving two decoupled singular integral equations derived by enforcing
the boundary conditions (3—1) and (3-2) on the solutions of the equations of motion.
The symbols k; and k7 are the wavenumbers of the longitudinal and shear waves,
respectively. With the same meaning of the subscripts L and T, the quantities «y,



750 MILAN POZNIC AND CLAUDIO PECORARI

and a7 are defined by

VE —kj ifE ke, Ve —kq  if & > kr,
o = odr =
—jVkI —E2 ifE <kg, —jVki — €% if& <kr.
The branch of the square root function in the complex plane is chosen to satisfy
the Sommerfeld radiation condition.
Equations (3—4)—(3-7) concern the field in the quarter-space where both x and
y are positive. The field components in the quarter-space where x < 0 are obtained
from those given by those equations as follows:

w'(x <0,y)=—u’(x],y), u(x <0,y) = u(x], y),
v (x <0, y) =v'(Ix], y), vi(x <0, y)=—v"(Ix], y).

In solving the integral equations in the unknown tangential slope of two com-
ponents of the displacement discontinuity, the condition that their integral over the
extent of the crack is null must be enforced. The scattering by an open subsurface
crack was solved first by Brind and Achenbach [1981].

The scattering from a partially closed, surface-breaking crack is modeled within
the same mathematical framework. The boundary conditions for this problem are
obvious extensions of those given for a subsurface crack, and the solutions of the
problem are again sought in the form given by equations (3—4)—(3-7).

As described earlier, the real physical system hosting the crack is a steel pipe
containing water. Therefore, the boundary conditions stating that the surface y =0
is traction-free are not correct. Enforcing the continuity of traction and normal
displacement across the solid-water interface, however, would add considerable
mathematical complications without substantially affecting the phenomena of in-
terest in this work. In fact, the algorithm later proposed to characterize the defect
as being surface-breaking or internal is designed to measure only the relative effect
of the applied modulation on the scattering properties of the defect with respect to
those displayed by the defect in its unperturbed state. Boundary conditions which
amount to a small perturbation of the total field within the solid half-space are not
expected to have a significant effect on the results of this algorithm.

4. Numerical results

The experimental results of Section 2 indicate that the most striking difference
between the properties of two interfaces under consideration is the rapid increase of
the normal stiffness of the water-confining interface as soon as contact between as-
perities is established. This naturally suggests the use of the parametric modulation
technique as a novel method to characterize a crack as being surface-breaking or
subsurface. The modulation technique exploits the nonlinear properties of partially
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closed cracks, and more specifically the dependence of the crack stiffness on the
applied pressure. Xiao and Nagy [1998] employed thermal stresses induced by a
laser source to vary the closure of a surface-breaking crack which was simultane-
ously insonified by a high frequency Rayleigh wave. By means of suitable signal
processing of the backscattered ultrasonic pulse acquired during different phases
of the thermal modulation, these authors showed that the acoustic signature of the
crack can be extracted from the noisy environment (see also [Nagy 1992]). In
other words, the modulation technique was shown to be able to selectively detect
nonlinear material defects. Rokhlin et al. [2004] adapted this method to increase
the sensitivity of ultrasonic inspections to poor adhesive bonds between aluminum
plates, while Kim et al. [2004b] (see also references therein) used it to characterize
small surface-breaking cracks initiated at surface pits by fatigue. Finally, Kazakov
et al. [2002] used the same idea to image the nonlinear properties of a surface-
breaking crack. Rokhlin et al. [2004], Kim et al. [2004a; 2004b] and Kazakov
et al. [2002] used a low-frequency source of mechanical vibrations to vary the
instantaneous properties of the defect of interest.

In this work, an experimental configuration similar to those employed by the
previously cited authors is simulated. A crack under investigation is subjected to
a sinusoidal, time-dependent pressure field of amplitude AP: P(¢t) = AP sin(R2t),
the frequency of the modulation, €2, being orders of magnitude lower than that
of an ultrasonic wave, w, which is used to monitor the instantaneous state of the
crack. This pressure is superposed on the static pressure given in (3-3), which
is responsible for the initial partial closure. During a cycle, three backscattered
ultrasonic signals are recorded, two at the opposite turning points of each cycle,
and one at the mid point when P(¢#) = 0. By using the peak-to-peak amplitude
of the back-scattered wave, or any other feature of this signal which reflects the
variation of the crack state, the following ratio is constructed:

R= (B~ —B")/By, (4-1)

where B~ are the features of interest measured when the crack is most open (—)
or closed (+), respectively, and By refers to the crack state in its rest condition.
Note that the ratio R is independent of the amplitude of the incident wave, and,
thus conveys information which depends on the intrinsic properties of the defect
and of the modulation, but not on the intensity of the inspecting wave. This work
investigates the conditions under which R can possibly serve as an “index of state”
to distinguish a fluid filled surface-breaking crack from a dry subsurface crack.
The numerical results presented next and the conclusions drawn from them refer
to phenomena involving only monochromatic waves. However, given the linearity
of the system, their validity can be extended to wave packets formed by linear
superposition of harmonic waves.
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Figure 3. Schematics of the simulated modulation experiment il-
lustrating the relationship between the state of the crack and the
signal backscattered by it during a cycle of the modulation. The
arrows pointing towards the crack represent the sum of the static
pressure and the modulation.

The following numerical investigation considers the scattering by partially closed
surface-breaking and subsurface cracks in a steel half-space. The mass density and
phase velocity of longitudinal and shear waves in steel are p = 7.8 x 103 kgm™3,
c; = 5900ms—!, and ¢; = 3200ms~'. The results presented in all the follow-
ing figures refer to a configuration in which a shear vertical wave impinges on
the defect at 45 degree incidence, unless otherwise stated. The frequency of the
wave is f = 2.25 MHz. The solution of the scattering problem is evaluated in the
backscattering direction. The observation point lies at a distance of about 30 shear
wavelengths (about 40 mm) from the surface of the half-space.

The residual pressure which determines the closure of the crack (see Equation
(3-3)) is chosen to represent three characteristic configurations: one in which the
closure is uniform, and two in which it decays with rates equal to 0.1 mm and 1 mm,
respectively. The rationale behind the choice of the latter values stems from the
assumption that the cracks of interest are detectable by conventional methods, and,
thus, their extent is of the order of several millimeters. For such cracks a likely
state is one in which their tip(s) are partially closed while throughout the remaining
portion of their extent there is no mechanical contact between the surfaces. The
pressure at the crack tip, Pyp, is chosen to be equal to 5 MPa and 70 MPa to rep-
resent two well distinct situations in which the crack tip is nearly open or fairly
closed, respectively. The values of the normalized stiffness constants Ky /(wZy)
and K7 /(wZp) corresponding to these pressure values are 0.2 and 0.07, respec-
tively, if the crack is dry, and 3 and 0.07 if a defect contains water. The amplitude
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Figure 4. Ratio R versus nondimensional crack size krd for val-
ues of pressure at the crack tip equal to 5 MPa and 70 MPa. The
pressure distribution is constant along the crack extent. Left: dry
surface-breaking crack. Right: water-confining surface-breaking
crack.

of the modulation is A P =5 MPa in all simulations. For this value of the amplitude
AP, the modulation causes the crack to open completely when Py, = 5 MPa. The
dependence of the ratio R on the nondimensional size of the crack, krd, is reported
over a range which corresponds to cracks with physical dimension reaching values
up to 5.36 mm.

In Figure 4, the left panel refers to a dry surface-breaking crack and the right
panel to the same crack when it is filled with water. In both figures, the cases
in which the crack is subjected to a uniform pressure, P, of 5 MPa and 70 MPa
are considered. In Figure 4, left, the crack shows a nearly constant response when
Piip =70 MPa, reflecting the modest effect the modulation has on the crack opening,
while it displays wide oscillation for the lower value of the applied pressure. In
both cases, however, the ratio R does not exceeds values of 0.1 as the size of the
crack increases. If water is confined within the crack (Figure 4, right), the value of
the ratio for P, =70 MPa is even smaller as a consequence of the higher values
of the crack stiffness, while for P;, = 5MPa R reaches values larger than 2 over
nearly all the range of values of krd considered here. As indicated in Figure 2,
right, the depth of the surface-breaking crack is d. This striking contrast is due to
the large variation of values spanned by the normal stiffness as the total applied
pressure varies between 0 and 10 MPa (see Figure 1, right).

Figure 5 illustrates the dependence of the ratio R for a surface-breaking crack
with a closure given by the second equation of (3-3), specified for the case of a
surface-breaking crack (@ =0, and b = d as upper limit), and with £ = 1 mm. As in
the case considered in Figure 4, left, the response of a dry surface-breaking crack
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tends to settle around values of the order of 0.1 as the size of the crack increases.
However, a water-confining crack subjected to a compressive stress of 70 MPa at
its crack tip (Figure 5, right) displays a remarkably different behavior compared to
that shown in the corresponding panel of Figure 4. In fact, as the crack size exceeds
the decay length, ¢, corresponding to a value k7€ = 5, the ratio rapidly increases
to reach values larger than one. This prediction can be explained as the result
of an increasingly larger portion of the crack surface being subjected to a static
pressure smaller than the amplitude of the modulation. Since the ratio R measures
the relative variation of the backscattered signal caused by the modulation, the
larger the portion of the crack, the opening of which is significantly affected by
the modulation, the larger R. The extreme example of this situation is provided
by the results of the previous figure in which £ is infinity. For P, = 70 MPa,
the variation of the opening of the crack produces nearly no modulation of the
scattered field since nowhere along the surface the crack opens. On the other hand,
for Py, = 5MPa, the whole surface of the crack completely opens and closes,
causing the largest variation of the backscattering considered in this work. The
behavior of the curve associated with a pressure of 5 MPa at the crack tip may
also be interpreted along the same line. Of interest is also the observation that
the two curves appear to converge towards each other as the size of the crack
increases. This result is further confirmed by those obtained if the decay length
is decreased to become ¢ = 0.1 mm, as shown in Figure 6, right. On the other
hand, the predictions concerning a dry surface-breaking crack, which is partially
closed by the same pressure field (Figure 6, left), do not present features which
significantly differ from those already shown in the left panels of Figures 4 and 5.
Also worthy of attention is the difference between the values of the plateau in the
right panels of 5 and 6, the former being slightly larger than the latter (1 versus
0.75). This finding may be expected in virtue of positive correlation between the
values of £ and the extent of the region over which a significant variation of the
local stiffness takes place. That is to say, the wider this region, the stronger the
effect of the modulation on the amplitude of the backscattered wave, the extreme
case being that considered in Figure 4 for P, = 5 MPa.

The investigation carried out on a surface-breaking crack was repeated with
a subsurface crack. Contrary to the former case, the investigation on the latter
yielded results which do not substantially differ from each other. For this reason,
only the predictions on the dependence of the ratio R on the size of a crack, d =
(b — a), which is subjected to a pressure field decaying with a constant £ = 1 mm
are presented in Figure 7, those on the left being obtained for P, = 5 MPa, while
those on the right refer to Py, = 70 MPa. Each figure illustrates the behavior of
R for three values of the ligament size: a/Ar = 0.4, 1 and 2. The most relevant
feature of these results is that, with the exception of a small range of values of krd
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Figure 5. Ratio R versus nondimensional crack size krd for val-
ues of the pressure at the crack tip equal to 5 MPa and 70 MPa.
The pressure distribution decays exponentially from the crack tip
with a characteristic length £ = 1 mm. Left: dry surface-breaking
crack. Right: water-confining surface-breaking crack.
0.5 1.5
—5MPa ——5MPa
04 - --70 MPa 1.25 - --70 MPa
x
.8
3
&
1
025} |
1
ol 5 10 15 20 25 % 5 10 15 20 25
k.d k.d

Figure 6. Ratio R versus nondimensional crack size krd for val-
ues of the pressure at the crack tip equal to 5 MPa and 70 MPa.
The pressure distribution decays exponentially from the crack tip
with a characteristic length £ = 0.1 mm. Left: dry surface-breaking
crack. Right: water-confining surface-breaking crack.

corresponding to cracks smaller than one wavelength of the incident wave, the ratio
R always remains below a threshold value of 0.3.

In view of earlier results proving the higher sensitivity of shear waves to small
surface breaking cracks when they are insonified at angles of incidence just above
the critical angle of longitudinal waves [Pecorari and Poznic 2005; Pecorari 2005],
the behavior of the ratio R has been examined also under these conditions, and
found to yield no clear criterion to discern subsurface from surface-breaking cracks.
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Ratio R

25

Figure 7. Ratio R versus nondimensional crack size krd =k (b—
a) for values of the ligament, a, equal to 0.4A7, 1A, and 217. The
pressure distribution decays exponentially from the crack tip with
a characteristic length £ = 1 mm. Left: P;, =5 MPa. Right: P, =
70 MPa.

Similar negative results have obtained with longitudinal waves at 45 degrees, 60
degrees and 85 degrees incidence.

Finally, the results in Figure 8 concern the sensitivity of the ratio R to a variation
of the angle on incidence from 45 degrees to 40 degrees, both for a surface-breaking
crack filled with water (left), and for a dry subsurface crack (right). The pressure
closing the crack is characterized by Py, = 70 MPa and £ = 0.1 mm, which is the
less favorable of the two cases. Similar results have been obtained for an angle
of incidence equal to 50 degrees and by reducing the value of the pressure at the
crack tip to 5 MPa. The main conclusion to be drawn from the latter results is
that the proposed technique appears to be robust within a variation of the angle of
incidence of at least =5 degrees, since they confirm the results presented earlier.

5. Summary and concluding remarks

The potential use of the modulation technique to discern surface-breaking from
subsurface cracks in components carrying pressurized water has been investigated
theoretically. To that end, a model predicting the backscattered signal from dry
and water-confining surface-breaking cracks and from subsurface cracks has been
developed.

By using the backscattered signals recorded at the two turning points of a mod-
ulation cycle, B—*, and when the no modulation is applied, By, the ratio

B~ — BT
By

R =
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Figure 8. Ratio R versus nondimensional crack size krd =k (b—
a). The pressure distribution decays exponentially from the crack
tip with a characteristic length £ = 0.1 mm, and Py, = 70 MPa.
The angle of incidence is 8;, = 40 degree. Left: Water-confining,
surface-breaking crack. Right: subsurface crack with ligament
size a equal to 0.417, 1A7, and 2 7.

has been constructed. This ratio does not depend on the amplitude of the incident
wave, though it appears to vary with both angle of incidence and wave polariza-
tion. For a shear vertical wave at 45 degree incidence, R is predicted to exceeds
a threshold limit of 0.5 when a surface-breaking crack is filled with water, while
it is always lower than 0.5 if the crack, whether surface-breaking or subsurface, is
dry. The difference in the values of the ratio is ascribed to the dramatic variation
of the normal stiffness of a partially closed, water-confining crack as the surfaces
of the latter come into contact, and it may be used as a criterion for differentiating
water-confining surface-breaking from subsurface cracks.

To confirm the validity of the proposed method a deeper investigation into the
role of the rms roughness of the composite interface formed by the crack surfaces
needs to be carried out. In fact, as illustrated in [Pecorari and Poznic 2005], the
variation of the normalized normal stiffness of a water-confining interface is consid-
erably reduced when the rms roughness of the interface increases from 0.1 um to
1.5 um. In this context, results by Parisi et al. [2000] (see also references therein)
concerning the self-affine nature of the surfaces of fatigue cracks also need be taken
into account if the profile of a stress-corrosion crack displays similar properties.
Should this be the case, in fact, the extent to which a self-affine profile can be
represented by models describing the statistical properties of an infinite interface
treated as a stochastic process with spectrum containing components with arbi-
trarily small wavelengths must be reassessed. Of relevance to the behavior of the
partially closed crack tip and to the model used to predict its acoustic response is
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also the asymptotic behavior of the normal stiffness in proximity of the crack tip.
In this work, the crack is assumed to be either uniformly closed or increasingly
open as the observation point moves from the tip toward the mouth or center of
the crack. Watanabe et al. [2005] have recently brought to the authors’ attention
the incompatibility between the asymptotic behavior of the stress (o< 4/1/r) and
of the displacement discontinuity (o 4/7) when the crack stiffness is assumed to
be constant and finite. This incompatibility would be removed if the self-affine
nature of the crack surfaces were considered. In fact, the rms roughness evaluated
over an interval shorter than the smaller cut-off wavelength of the profile’s power
spectrum, and including the crack tip, would be zero. Thus, the crack would be
either completely open or completely closed in the neighborhood of its crack tip.
In the first case Ky = 0, in the second Ky — o0, and in both the use of the
spring boundary conditions would be compatible with the assumed asymptotic be-
havior of the quantities involved. However, whether either condition would extend
far enough from the crack tip to affect the numerical solution of the scattering
problem obtained in this work remains a matter to investigate. The limits of the
model notwithstanding, it is the authors’ opinion that the proposed method deserves
the consideration of a working hypothesis for further experimental investigation,
and that alone can provide a definite answer to the problem of interest to this
communication.
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Appendix

In this appendix, the integral equations and the formulas expressing the displace-
ment components of the scattered field in terms of the solutions of the former are
given in the case in which the crack is subsurface. The integral equations are
found by enforcing the boundary conditions given in equations (3—1) and (3-2)
on the general solutions of the equations of motion. These equations are singular
and decoupled. Their unknowns, A(S) and B(S), are functions representing the
tangents of the tangential and normal crack opening displacement components,
respectively.

Let Aj, be the amplitude of the incident wave and & the transform variable used
in the integral representation of the general solution of the equations of motion
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(3—4)—(3-7). Introduce the normalized quantities and coordinates
A= Apky, a=aky, b=>bky, X =xky, Y = ykyp,
¢ =ki§, BL=krar, and Br =kpar,

in which k;, is the wave number of the incident wave; also let H be the Heaviside
unit step function. The integral equation for the symmetric problem then becomes

’ S 2 o YYH(S—Y ds
/”(5+y RN (NH(S=Y) )

1
+f5 B(S) . wk* &Ly

ds

S—v "7 T 2w2=1) A @&-1)

where

L f°° (2 +2B2) (B2 + 2)e Py — 4B, Bre2ePrY
A A22B Br — (L2 + B2)?

oo 2 272 p#2
12 _ / ((; +:3T) 4; ﬁLﬂT _ (2 _ 2K2)> SlH({S) COS(CY) dé-,
0 ¢hL

with Fy = (=2 — %) —4p;%)/B] and Fy =42,
The integral equation associated with the antisymmetric problem is

b Tl
/ (S)(S+Y —1 )dS

b A(S) o Th(Y)
+/a S—YdS_(l—Kz) i A2

(FefS + FyefrS) dt.

where

I = / © 402 BLpre P + (267 + kD)2 Y
0 42281 Br — (B2 +¢2)?

/ :fw (4;2ﬂLﬁT—<;2+ﬁ%>2
T 4¢Br

with E; = —¢? and E, = (¢* — ¢%k% + K2/4)//3%. If the crack is surface-breaking,
additional terms appear in the integrals /; and I3, namely F3 = k(2 —«?)/ ,BZ
and E3 = —«* /4,3%, respectively; see also [Mendelsohn et al. 1980]. In all these
expressions k = kr /ky. The right-hand sides of (A-1) and (A-2) are the respective
components of the stress field carried by the incident wave.

The components of the displacement field scattered by a subsurface crack, nor-
malized by the amplitude of the incident wave Aj;, and propagating in the positive
quarter-space, are given by the following expression:

(Ere 1S + Eye Pr5) de,

—(k* - 1)) sin(¢ S) cos(¢Y) d¢,
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Symmetric problem.

US(X,Y)=

_/ / ((ﬂT+§2)(Fle—ﬂLS+F2e—5TS)( v _2PBLBr gy

X
402p1 pr—(Bi+C2)?) Bt ) sine )

2%y B
+<K2 pr— Z—KZ

—W) cos(ZY) sin(;S))B(S)dS,

VS(X,Y)=

Br+EH(Fre PS4 Fe P8 o,y 2081 gy
— Lt __ - '~ T X
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+< K2 Brk?

) Sin(¢Y) sin(¢ S)) B(S)dS.

Antisymmetric problem.

U4(X,Y)=

9 [ b (Eje PS4 Ere=PrS) 2o —pLY N
il ra ) .
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(Bre T
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V4X,Y)=
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_ax BFHC?
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(Ce 20

e—f‘fx) cos(CY) sin(;S))A(S) ds.

Similar expressions for the displacement components scattered by a surface-
breaking crack can be found in [Mendelsohn et al. 1980].
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NANOPARTICLES UNDER THE INFLUENCE OF
SURFACE/INTERFACE ELASTICITY

CHANGWEN MI AND DEMITRIS A. KOURIS

We investigate the effect of surface/interface elasticity in the presence of nano-
particles, embedded in a semi-infinite elastic medium. The work is motivated by
the technological significance of self-organization of strained islands in multilay-
ered systems. Islands, adatom-clusters, or quantum dots are modeled as inhomo-
geneities, with properties that differ from the ones of the surrounding material.
Within the framework of continuum elasticity theory, the Papkovitch—Neuber
displacement methodology coupled with Gurtin’s surface elasticity yields an an-
alytical solution. The elastic field is expressed in terms of four sets of spherical
and cylindrical harmonics. Surface elasticity introduces an additional length
scale and results suggest that local stresses are significantly affected by the size
of the nanoparticles.

1. Introduction

Self-assembly presents a promising alternative in fabrication of quantum dots. The
main requirements for applications are size uniformity and high spatial density of
dots. Currently, uniformity is on the order of 10% and no systematic approach
has been proposed for its improvement. Covering of the first generation of islands
or dots by a cap layer (say, of a substrate material) and growth of subsequent
generations of dots result in the ultimate development of a two-dimensional super-
lattice. The spatial uniformity of island structures was first addressed by Tersoff
et al. [1996]. Their islands were modeled as spherical inclusions (same properties
as the surrounding material) in an elastic half-space, a problem that was originally
solved by Mindlin and Cheng [1950]. Tersoff et al. [1996] chose to effectively
treat the islands as point sources (centers of dilatation) in a semi-infinite matrix. In
most material systems used in practice, however, quantum dots and the surrounding
material do not have identical material properties.

The presence of inhomogeneities in elastic media has been a well studied subject
in applied mechanics for several decades [Mura 1987]. Until recently, however,
almost all such studies have been concerned with either an infinite medium or a
semi-infinite body without including surface effects, either on the plane boundary,

Keywords: surface/interface effects, inhomogeneity, half-space.
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or at the matrix/inhomogeneity interface. Mindlin and Cheng [1950] first studied
the thermoelastic stress in a semi-infinite solid containing a spherical inclusion
subjected to dilatational thermal expansion. Tsuchida [1970; 1972] derived a three-
dimensional solution for displacements and stresses in a half-space having a spheri-
cal cavity, for various loading conditions. The classical solution for the elastic state
of a spherical inhomogeneity in a semi-infinite elastic body without incorporating
surface effects was obtained by Tsutsui et al. [1974].

These problems were solved within the context of classical elasticity, without
accounting for size effects. It is well known, however, that under certain circum-
stances, surface elasticity can be of importance. For material structures with one
or more dimensions at the nanometer scale (for example, thin film and nano-sized
inhomogeneities), the surface area to volume ratio becomes significant. Conse-
quently, surface effects have a major influence on the local stress-strain field.

The physical origin of the surface stress can be explained by the nature of the
chemical bonding of those atoms close to the surface. The loss of the transla-
tional symmetry in the direction normal to surface results in a different bonding
configuration in the vicinity of the surface, when compared to the one in the bulk.
The atoms at and close to the surface lose some of their neighbors or are bonded to
some “wrong” neighbors. As a result, the equilibrium interatomic distance for such
atoms is different from the bulk atoms. This phenomenon results in an “excess”
stress for atoms close to the surface.

The theory of isotropic surface elasticity was established by Gurtin and Mur-
doch [1975a; 1975b; 1978]. Cahn and Larche [1982] studied the mechanical and
chemical equilibrium of a small spherical precipitate in an infinite matrix of a
different phase. Recently Sharma et al. [2003] derived closed-form expressions
for the displacements and stresses of a strained spherical inhomogeneity by using
a variational approach. Sharma and Ganti [2004] also studied the elastic state of
spherical and cylindrical inhomogeneities embedded in an infinite elastic medium,
by combining the classical Green’s function method with linear isotropic surface
elasticity theory. Duan et al. [2005b] developed explicit forms of the stress con-
centration tensor for spherical and circular inhomogeneities with surface effects.
While surface/interface effects were incorporated, all of these investigations have
been limited to the study of an infinite elastic medium.

In the present work, we model a nanoparticle or island as a spherical inhomo-
geneity problem inside an elastic half-space. The material properties of the inhomo-
geneity are different from those of the surrounding material (matrix). The system is
subjected to biaxial tension applied at the remote boundary of the matrix, parallel to
the free surface. The ensuing three-dimensional problem is solved with the help of
the Papkovitch—Neuber displacement potential theory. Section 2 illustrates the for-
mulation of the problem of an embedded inhomogeneity in a half-space including
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surface/interface effects. Following [Gurtin et al. 1998], the displacements on the
surface/interface boundary are still considered to be continuous. The tractions both
on the plane boundary and at the matrix/inhomogeneity interface, however, are dis-
continuous, as a result of the well known Laplace—Young effects [Adamson 1982,
Chapter II]. The problem is solved in Section 3, incorporating the surface/interface
stress boundary conditions. Section 4 illustrates the impact of surface/interface
effects as the location, size, and material properties of the inhomogeneity change.
Finally, a series of conclusions are presented in Section 5. The elaborate and quite
tedious mathematical formulation presented in Sections 2 and 3 is the result of
a conscious decision to provide a complete, self-contained document, since the
detailed methodology cannot be found elsewhere.

2. Displacement formulation

Let us consider a spherical inhomogeneity in a semi-infinite elastic solid, as shown
in Figure 1. The center of the inhomogeneity coincides with the center of the coordi-
nate system. Cylindrical (r, 8, z) and spherical (R, 6, ¢) coordinates will be used
alternatively throughout the manuscript. Following [Gurtin and Murdoch 1978],
the plane boundary (z = —c) and the matrix/inhomogeneity interface (R = a) are
modeled as thin films of vanishing depth; both “surfaces” adhere to the bulk without
slipping. The model is based on the assumption of a linearly elastic and isotropic
material system.
The governing equations for the bulk are given by

v
0ij,j =0, 0ij= 2G(1 >y EkkSij +8ij)7 eij = 3 (i j+uj;),
coupled with the equations for surfaces and interfaces derived in [Gurtin and Mur-
doch 1975a; 1975b]

8(§ﬁ = 2(Pijeji P+ PijEjiPa),
035 = Todap +2(11° — 10)eSy + (A5 +10)e5 Sup + 10D (1)
[oij1n; = —(048)%-

By convention, the Roman subscripts denote the quantities belonging to the bulk
and assume values from 1 to 3, while the Greek refer to the surface/interface and
assume values from 1 to 2. Here u, ¢ and o denote displacement, strain and stress
fields in bulk; the material properties of the bulk are represented by the shear
modulus G and Poisson’s ratio v; A, MS and 1y refer to the surface Lamé con-
stants, and the residual surface stress when the bulk is unstrained, respectively;
[0ij] = 0;j (out) —o;; (in) and n is the outward unit normal to the surface; &S
and o3 denote the surface strain and surface stress fields on the surface. Since
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0
G,v .
C
———— a —_—
R
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— Z ——

Figure 1. Spherical inhomogeneity in a half-space.

the surface is defined as a two-dimensional continuous space, the components
of surface strain and surface stress with direction normal to the surface vanish.
P;j =6;j —n;n | is the projection tensor which allows tensor transformation between
the three-dimensional bulk space and the two-dimensional surface space. In terms
of the projection tensor, the surface strain is defined as the average value of the bulk
strains from both sides projected onto the surface. The notion of surface gradient,
surface divergence of a vector, and surface divergence of a superficial tensor can
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be clarified by the following identities (see [Gurtin et al. 1998]):
o)’ =uinPij,  an(ayp)’y = (ah,0p)% =tr((0p,ap)’,). 2)

for every constant vector a, where tr is the trace. For convenience, the surface
divergence of the surface stress tensor will be denoted by y.

Both in the embedded particle and surrounding matrix, the displacement field
satisfies the following Navier’s equation (without body forces):

1

muj,ji +Ml‘,jj =0.

In the case of axial symmetry without torsion, its solution can be expressed as
superposition of two displacement fields due to potentials ¢g and ¢3. In cylindrical
coordinates, these displacements and the corresponding strains and stresses are
given by

0o 003
2Gu, = — =
" or te or
0 0
2Guzzai?+zai:—(3—4u)¢3,
2Ge, — L300 b0 z0¢3 9%
R 9z2  r or 972"’
10 &)
2Gegy = 0P | 2995
r or r or
9> Ip3 | 0%¢s
2G€ZZ28—Z2—2(1—2V)8—Z +Za—Z2,
9o d¢s | 973 3)
2G rz— T o T 1—2v)—= _—
Erz 0roz ( V) or +Z8r82
1dgy %o z0¢3  0°¢3 3
Grr=—————————z——2v—,
r or 0z2  r or 072 0z
10¢g zo¢s 03
Opp=——+-——— —2v—,
r or r or 07
9> dps | %3
GZZ:a_ZZ_Z(l_v)B_Z-i_ZW’
%o I3 | 0°¢s3
=——(1-2v)—/—= —
Orz oroz ( v) or +Z8raz

ug =0, &p=¢69,=0, 0,9=0p;=0,
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2 92
where V2¢y = V2¢3 =0 and V> = 0 + 19 + —. Converting these equations
) . i or2 ror 9z2
to spherical coordinates via

z=Rcosgp and r = Rsing,

we get for the spherical components of displacements, strains and stresses

d 0
2GuR:£+u<Rai;3—(3—4v)¢3>,
1dgo 93
2Gu, = /1 — 2(———— B34 )
Uy 2 R “aMH V)3
3¢ 33 03
2erk = g +u(Ropm —20-2072).
1 /0 0 0 0
2 = (S0 _KIP) (M 130y
R\3R R du dR R ou
G o 193¢0  w o ’ps s
Epp = — -

oRZ ROR  RZopw orz "OR

N (=20 =20 + B —4v)u?) 3¢5

R o’
ZGSR(p:\/l—[LZ
19 1 92 0 02 2(1—v)
x(—zﬂ—— i +(1—2v)ﬁ—u b3 + ( )Mﬁ),
R2 9 RIARIu AR " ORIu R o
3%¢o %3 a3 2v(1—p?) 0¢3
= R 2 —yp— T BT
ORR = Fpr T Ry 2=k R on
1,9 ) 9 2(1=2v)+2v) 9
R\OR R au IR R EYD
o 19gy  u I 323 o3
=2 TP Ru— (14 20)u——=
%= "3 T RoR R an  RHgge ~(TIIkgn
n (B —2v)u? —2(1 —v) d¢3
R o’
1 ago 1 3%¢y 093 32¢s  2(1—v)u dg3
=12 (=20 _ 1—21) 2% _ —)
ORy M <R2 on _Roropw TR THoRon R ou

Ug = 0, 2G8R9 = 2G89(p = 0, ORH = 09y = 0,

4)
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where ;= cos ¢, and the harmonic operator now takes the form

S N R VI R (e Y ol

SR TRIR R P R2  ap?

For the purpose of completeness, we now derive general expressions for sur-
face/interface quantities, both on the plane boundary (z = —c) and on the ma-
trix/inhomogeneity interface (R = a). In cylindrical coordinates, the projection
tensor for the plane boundary is given by

P.., = Pyy =1, all other Pij =0. (5)

Substituting Equations (3) and (5) into the first equation of (1), and the first equa-
tion of (2), the surface strain tensor and the surface gradient of the surface displace-
ment on the plane boundary are found to be

1 (1dgy 3P0 z0¢3 a2¢3>
4G(r or + 072 +r or te 072 /z=—c’

gfs_ufs_L(E% z%)
00 007 4G \r ar " r dr /==’

fs o fs — _
8rr _urr_

fs _ fs _
€9 = ur,& - O’

where the superscript f denotes the plane boundary. By the use of these relations
and the second equation of (1), it is found that

1 dgo 3% ¢o 7 03 33
£S5 — g ( 19% %0 ] —> 6
o) =Tf0 szr or + Xro0 972 +Xf2r a7 + Xf02 922 )i’ (6)
s 1 3¢ GRION z 0¢3 33
RO TS ra T T r U = )

arJ;S =0,

where 77( denotes the deformation-independent surface stress defined on the plane
boundary. The length scale parameters x o, x 71, and x r» are defined in Equation
(28) in the Appendix. The surface divergence of the surface stress tensor can be
obtained by transforming the second equation of (2) into cylindrical coordinates.
An explicit formula for evaluating this vector can be found in [Duan et al. 2005a,
(2.2)]. As a result, the surface divergence of the surface stress ¥/ on the plane
boundary is given by

~ o 3¢ -

For the matrix/inhomogeneity interface (R = a), the projection tensor is

Py = P(p(p =1, all other P,'j =0.
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The relevant interface quantities can be derived from this equation together with
(1), (2) and (4):

o L (Lody wog 00y 420y
00 =100 T 4G\ROR  R2op AR R on )y,
s 1 (wago 0%¢o 19 33 093
4G\ R2an R R OR JR2 3R
N —2(1=2v) + 3—4v)u? 33
R I ’

s s _
€9y =Up,p =0,

%o 1 9¢o K 9o 33 a3
N
= oy — 2 _ 27 Ru bl
Oy To—l—( X18R2+X2R8R 2R28 — Xl 8R2+ 21 9R
20201+ (-G —4v) xpu? L)
R ou ’
0 9R? T PRor TR, T XOTHGRE T MR
n —2(1 =2v)x0 + (B —4v) x0 — x1)K? 93
s R I ’
o, =0
(2% ’
219 x3 0o 3 2(1—v)x3(1 —pu?) 3¢>3>
(-2, - , 8
VR < R "R TOM R R? o ) R=a ®)
Yo =0,

vo = V1= 12 i(xoa% ﬁ%_£¢)
4 du\R 3R2 ' RZ9R R3"°

3/ %Py xpdds 41 —v)x2
g (g + 2o - T )
9%¢3  (3—8v)xo+ X1 993
—((1—4 —) ,
(=40 aR2 R oR )R )

where 79 is the deformation-independent interface stress defined at the spherical
interface. The interface length scale parameters xo, x1, x2, and x3 are defined in
Equation (29) of the Appendix.

Given the expressions for the surface divergence of the surface stress (7), the
boundary conditions at the free surface can be expressed in cylindrical coordinates
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as
(0r7)z=—c = _Vrfy (0727)=—c =0. )
At infinity,

0rr)rs00 =(000)r>00 =T, (0r7)r—00 = (072)r—00 =0, (10)

corresponding to the far-field biaxial tension. The boundary conditions at the ma-
trix/inhomogeneity interface consist of the displacement continuity condition and
the third equation in (1). These can be rewritten as follows, using Equations (8)
for the y’s:

(UR)R=a = (UR) R=a> (uqo)R:a = (’/_lga)R:aa
5 . (11
(ORR)R=a — (ORR)R=a = —VR, (OR¢)R=a — (ORp)R=a = —Vp,
where the quantities denoted by an over bar refer to the inhomogeneity.

In cylindrical and spherical coordinates, the general solution to the harmonic
equation can be expressed in terms of cylindrical or spherical harmonics, respec-
tively. Based on these basic solutions, four sets of displacement potentials are
selected to represent the solutions to our problem. The first represents the biaxial
tension applied at infinity and is given by

¢ _

b _ A=y _
T (1+u)R P2, T~ (1+v)

Here P, () is the Legendre function of the first kind of order n, with Py(u) =1,
Pi(pn)=p, Pa(n)=@Bu*—1) /2, and so forth. In terms of cylindrical coordinates,
(12) can be rewritten as

do (A-v) 5 ¢35 1
T~ 2 T T~ d+v)"

RP (). (12)

(12%)

The disturbance due to the presence of the inhomogeneity can be expressed by
the following three sets of displacement potentials:

P =, Pu(w b3 = Pu()

PR T R B T 1
¢0 _ /Oo —Az ¢3 _ /oo —AzZ
— = Y1(A)Jo(Ar)e ax, — = Ao (M) Jo(Ar)e dA (14)
T 0 T 0

for the matrix (with z > —c, R > a), and

¢0 _ = 1 n ¢_3 _ = D n
7—§AnR P,(1), = —anR P, (i) (15)
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for the inhomogeneity (R < a). In these expressions, J, (Ar) is the Bessel function
of the first kind of order v; A,, B,, A, and B, are unknown coefficients of the
spherical harmonics; and 1 (A) and ¥»(A) are unknown functions of the integral
variable A. With these choices of the displacement potentials, the boundary condi-
tion (10) is satisfied automatically. The unknown constants A, B, A,, B, and the
unknown functions 1 (A), ¥ () are to be determined by enforcing the boundary
conditions (9) and (11).

3. Solution of the problem

The displacement potential (13) is expressed in spherical coordinates. In order to
satisfy the boundary condition (9), it must be transformed into cylindrical coordi-
nates. From [Sneddon [1951], p.514], it is found that for z > 0,

P 1 [
I;n(fl) = f M Jo(Ar)e 2 d .
- JO

Replacing (z) with (—z), (n) with (—u), and with the aid of the parity property
of Legendre polynomials, it is found that for z <0,

(i) (1)
R T

o0
/ Jo(Ar)e* A" d.
0

Using this, the displacement potential (13) can be rewritten as

@zfoowl(x)Jo(xr)e“ dx, @:/wxwz(x)Jo(meM dx, (13%)
T 0 T 0

where

1 ()= A(=D"A"/nl, (W)= Bu(—=1)"A" . (16)

n=0 n=0

At this point, the expressions for stress and the surface divergence of the surface
stress on the plane boundary can be obtained readily by substituting potentials
(12%), (13*), and (14) into (3) and (7) (see Equations (23) and (24)). By satistying
the plane boundary conditions (9), we get the relations

/ Y2 ((wl F(—ch+1—20)9)e — (w1 + (—ch— 1+ 2v)a)2)e_”)‘) Ty dn
0
= - / XoA (Y1 — erp)e™ + (w1 — chwp)e™ ) Ty (Ar) dA,
0

/ A2<(1//1 +(—cA+2— 2v)1//2)eC)‘ + (a)1 +(—cA =2+ 21))602)6_6)‘) JoOAr) da
0
=0.
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This is satisfied identically if

(xror+ 1)y — ()(foc)»2 +ch—142v)y
=(1- Xfo)\)a)lefzc)‘ + (Xfoc)nz —ch—1 +2v)a)2672d,

Ui+ (—ch+2=20)Yn = —w1e 2" — (—ch —242v)wpe >,
Solving this for ¥r; (1) and ¥»()), we obtain

Y1 (M) = —(Q2(c+b)A— B—4v)) w1 + (4(1-20) (1-v) = 2c(c+2b1)A) )
x e 2 /(14 2b1A),

Yo (M) = — (201 — (B—4v) +2(c+b)M)w)e 2 /(1 +2b11), (17)

where by = (1 —v) x ro. These are the conditions necessary to satisfy Equation (9).
The stress components on the plane boundary are reduced to (25) by substituting
Equations (16) and (17) in (23).

The next task is to satisfy the boundary conditions on the matrix/inhomogeneity
interface. For this purpose, we must transform the potential (14) into spherical
coordinates. From [Morse and Feshbach 1953, p. 1318], it is found that for z > 0,

o0

AR)?
o= n) Pa(i0).

!
n=0

Replacing (z) with (—z), (u) with (—u), and with the aid of the parity property
of Legendre polynomials, it is deduced that for z <0,

e () =) (=1)"

n=0

AR)"
s ') Pp().
n.

With the use of this equation, the displacement potential (14) can be expressed in
spherical coordinates as

DR B, D=3 R B, (14)
n=0

n=0

where
00 (—1)" A" 00 (=1)"A"
a= [ S nmdn p= [ CO 0
0 n: 0 n!

Substituting (16) and (17) into these two equations, expanding 1/(1 + 2b;A) in
powers of A for small b, and using Euler’s integral of the second kind

o0
/ Me~rdr=nl/c" (n,c>0),
0
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(see [Gradshteyn and Ryzhik 1994, p. 357]), we can write

=Y (fuAm+gnBn): Bu= Y (2m+qp, An+hyBn).  (18)
m=0 m=0

where

—1)mtn 00 ym+n —2cA
g =" / M
m!n! 0 (1 +2b1)\.)

(=)™ (m +n)!

min!  (2c)m+n+l if by =0,
= (e8] k 1
mtntk 201 (m+n+k)!
Z(_l) mn! (2c)mtnthtl if by #0,
k=0

I =B —4v)q,, +2(c+b1)(m+ 1)q, ;.

qn_
gl =4(1—2v)(1 — v)’"Tl —2c(c+2b1))(m+ gy,

hy, = 3 —4v)q,, —2(c+b)(m+ 1)q,, .

The expressions for displacement, stress, and the interface divergence of the
interface stress on the matrix/inhomogeneity interface can be derived by substitut-
ing displacement potentials into Equations (4) and (8). The elastic fields in the
matrix are obtained by superposing potentials (12), (13), and (14*), while those in
inhomogeneity are given by (15). These expressions are listed in the Appendix. To
satisfy the boundary condition (11), we must have

i (SAlAn + 5B, B, +ngBn+1 + So Oy +s;31,8n—1) P.(w)
5 5 n

=\t g B — T sz, An+ 55, Bn1 455, Bus1)

__2(-2va 2a (19)
=T 301w Po(p) + 3 Py(),

00
tAlAn +tBan—l +thBn+l +tq 0 + tﬁlﬂn—l ) / a
“1TiB ! Pt N proy = % pi). (20)
Z<+f52,3n+l_r l(l‘A]An'f‘l‘Banf]'i‘l‘BanJrl) n('u) 3 Z(M

[ee] (iSA|+ iA] )Al’l + (i581+ iB])Bn—l + (iS32+ iBz)Bl’H-l
> + iy, oo + Gisg Fig) a1 + Gsytip)Burt | Pal)
n=0 \ + (F_liml_ iAl)An + (F_lisl}l_ iBI)Bn—l + (F_liséz_ iBZ)Bn—',-l

_ (%0 40 =2v)x3 2 2x3 , 2
‘(ﬁ+m 3)Po<u)+(3a+3)Pz<m, @
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00 (lsA1+ lA])An + (lsB1+ lB])Bn—] + (lsB2+ le)Bn-H
Z + (lsal+ lal)an + (ls,g1+ lﬁl)ﬁnil + (lSﬂ2+ 1,32):811+1 _ P,;(I'L)
w=t \ + (0, =g ) Ay + (T gy =150 Bay + (D — 1) By

= (A Dpg, @
where P, () = dP,(p)/dp, T = (_?/G, and the coefficients s, ¢, i, [ are defined
in the Appendix (page 788). In Equations (19) and (20), the displacement contain-
ing o, Bo represents the rigid body motion of the matrix. We set oy = o =0
by viewing the matrix as a reference state. The displacement containing A;, By
corresponds to the rigid body motion of the inhomogeneity. As a result, one of
the two coefficients can be set to zero, so we set A # 0, By = 0. Equating the
coefficients of P,(u), P, () on both sides of Equations (19)—(22), and with the
aid of Equation (18), we obtain a set of linear algebraic equations leading to the
unknown coefficients {A,,, B,, Ay, Bn}.

4. Results and discussion

Results were obtained in order to illustrate the impact of surface and interface
effects on the elastic field in the vicinity of the inhomogeneity (nanoparticle). The
key parameters are the shear moduli ratio I" and the inhomogeneity position and
size, denoted by ¢ and a, respectively. The shear modulus of the matrix is set to
G =26 GPa, while I' ranges over different values of the nanoparticle’s stiffness.
The limiting value I' = O represents a spherical void while I' — oo corresponds to
a rigid particle. Poisson’s ratios are kept equal (v = v = 0.25) for the matrix and
the inhomogeneity. The far-field biaxial tension is set at 7 = 100 MPa. Numerical
computations indicate that the coefficients A,, By, A,, and B, decay monotonically
with increasing n. These coefficients converge more rapidly for small ratios a/c.
As a result, for all ratios a/c, less than 20 terms are necessary to obtain the elastic
field, with an accuracy of five significant figures.

When surface and interface effects are ignored, the results are compared with
the classical solution of a semi-infinite elastic body having a spherical cavity or a
spherical inhomogeneity [Tsuchida and Nakahara 1970; Tsutsui et al. 1974], and
were found to be in perfect agreement.

The impacts of interface and free-surface elasticity were studied separately. First,
only the effects of interface elasticity were considered. The interface elastic con-
stants were selected as A* =6.85107 N/m, u* =—0.83145 N/m, and 19 =0.91084 N/m}}
These quantities can be deduced from the manipulation of the surface properties
of an aluminum [111] free surface in [Miller and Shenoy 2000].
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4.1. Interface elasticity only: stress distribution. Normalized stress components
with and without interface elasticity are shown in Figures 2—4. Stresses at three
specific points of the matrix/inhomogeneity interface vary with the ratio a/c (radius
of the particle normalized by the distance from the free surface). The particle
position is fixed at ¢ = 50 nm. It is clear that the stress changes significantly when
the particle size is small, for both soft (I' = 0.5) and hard (I' = 2) particles. In
some cases, the interface effects even change the sign of the stress for small ratios
of a/c. As expected, the stress fields converge to the classical solutions when the
inhomogeneity size increases.

Numerical calculations are also performed to study the impact of interface elas-
ticity on the stress distribution at R = a when a spherical particle of fixed size
approaches the plane boundary. Results were similar to the ones illustrated in
Figures 2—4. As long as the particle size is of nanometer size, interface elasticity
significantly changes the particle/matrix interface stresses, even if the particle is
pretty far from the plane boundary (free surface).

To examine the stress distribution along the interface, calculations were carried
out for various shear moduli ratios (Figures 5-6). For the matrix, softer particles
(' < 1) are affected more than harder particles (I' > 1). As seen in Figure 6,
top, the maximum shear stress 7, converges to the classical solution as I" increases
when the inhomogeneity is hard (I" > 1), while it deviates greatly from the classical
solution when the inhomogeneity is soft (I' < 1).

The maximum principal stress o7 is compressive, while its classical counterpart
is tensile everywhere. The sign of o7 has been altered by the interface effects.
Unlike o1, o1 is more sensitive to harder particles than to softer ones. Compared
to o1, 71 is only slightly affected by interface elasticity. It remains tensile at every
point around the interface. The maximum variation of 7; from the classical solution
occurs at ¢ = for soft inhomogeneity (I" < 1).

Figure 7 illustrates the variation of stresses o,, and oy with r/c, at the plane
boundary. The impact of interface elasticity on o,, and oyy is analogous to that
on o1 and t;: the softer the particle, the more significant the interface elasticity
becomes. However, for large values of r/c (> 3), o, and opy converge to the
classical solution.

By limit analysis, the solutions of the present problem with only the interface
effects should approach those of a spherical inhomogeneity with interface effects
in an infinite medium when a < c¢. With the ratio a/c < 0.01, the elastic field at the
spherical interface is in agreement with the one obtained for the infinite medium,
with an accuracy of at least five significant figures.

4.2. Free-surface elasticity only: stress distribution. Calculations were performed
to determine the free-surface elasticity effects on the stress distribution at z = —c¢
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and R = a. We consider an aluminum [100] free surface with properties A/* =
3.49387 N/m, ufs = —5.70915 N/m, and 7o = 0.56893 N/m [Miller and Shenoy
2000]. The most important character of the plane surface effects is the nonvanish-
ing shear stress o, at the plane boundary, as shown analytically in (25). In the
classical solution, the conditions of zero traction at the plane boundary force o,, to
vanish. Figure 8 shows the distribution of o,, with the normalized radial coordinate
r/c, for c = 10 nm, a = 8 nm, and various shear moduli ratios. When the particle
stiffness is not too different from the surrounding material (I' = 0.5 — 2), surface
elasticity is not important. Otherwise (I' = 0.1, 10), its influence is significant.
Nevertheless, the magnitude of o,, is small (< 2% T'). The impact of the free
surface effects on o,, and oyy is found to be of the same order as that of o,,. The
influence on the stress fields at the matrix/inhomogeneity interface is even smaller.
One can safely conclude that compared to the applied tension at infinity, the free
surface elasticity may be neglected.

5. Summary and conclusions

The axisymmetric problem of a spherical particle near the surface of a semi-infinite
elastic body was solved, incorporating the effects of surface/interface elasticity.
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The solution was obtained within the framework of linear elasticity, through a
displacement potential formulation.

The free surface and the interface were modeled as two-dimensional continu-
ous spaces with vanishing thickness. Aside from the bulk material properties, the
surface and interface boundaries have their own material constants (for example,
the residual surface stress and surface Lamé constants). Numerical calculations
indicate that the stress distribution along the plane boundary and the matrix/particle
interface is significantly affected by surface/interface elasticity.

Following the analysis, one can make a few important observations:

e The impact of interface elasticity is a function of the particle size: the smaller
the particle, the more important interface elasticity becomes. The elastic fields
converge to the classical solution as the particle size increases (typically for
a > 100 nm).

e The influence of interface elasticity depends on the softness or rigidity of the
particles. For the matrix, the interface effects on the stress distribution are
more pronounced when the particles are soft. However, the opposite is true
for the particles themselves.

e In contrast with the zero traction requirement along the free surface in the
classical solution, plane elasticity yields a nonvanishing shear stress, as shown
in (25) and Figure 8. The plane surface effects become more important when
the particle approaches the plane boundary. However, for distances where
continuum theory is considered valid (typically > 5 nm), the magnitude of
the disturbance due to the plane surface elasticity is small, when compared to
the applied load.

e Due to the presence of the residual interface stress (see [He and Li in press]),
superposition will not be valid when one considers interface elasticity. This is
critical, because it significantly complicates the problem when multiple loads
(say, misfit strain and mechanical load) are applied separately.

The study presented here illustrates that models incorporating nanoparticles near
surfaces cannot ignore surface and particularly, interface elasticity effects. This is
especially true when one models self-organized adatom clusters and islands, since
most of these structures are of nanoscale size. The important problem of strained
islands due to misfit strains will be addressed in a separate communication.
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Appendix

Elastic fields at the plane boundary. The stresses along the plane boundary are
given below in terms of potentials (12%), (13%), and (14):
<%>Z:_c =1— [;° Mor — cho) (AJo(hr) — LT (Ar)) e~ d
- fooo 2002wy Jo(Ar) e~ d
= Jo. Myt —ca) (Mo(hr) = 1 J1Gur)) e dA
+ fo 2vA% Y Jo(hr) e di,
(?)ZZ—C =1 fooo )\,(%(0)1 — C)\,C()Z)Jl ()\,r) + 2\))\0)2]0()\}’)) B_C)L o
_ fooo )\(%(WI — C)»Iﬁz).ll ()\I’) — 21))%[/2‘]0()”,)) ecx d)\.,
(%)Z:—c = fooo AZ(a)l - (C)x +2— 2‘))602)]0()\}’) e=* dn
+ fooo }\,Z(wl + (—C)\ +2— 2V)W2)Jo()»r)e")‘ d)\,,
(%)ZZ—C = fOOO )\2((1)1 - (C)\, —+ 1— 21))602)]1 ()»r)e_”‘ d
F 202 (W A+ (—eh+ 1= 20)9) Ty (hr) e dA.

(23)

The surface divergence of the surface stress on the plane boundary is

J/f = XfoT(fO00 (w1 — chwn) Ji (Ar)e ™t d
+ [o° A3 — cA) Ji(hr)e 9X). (24)

With Equations (16) and (17), Equation (23) is reduced to
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o8] n+3 n+2 n+3
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— = 4b1 (D" —-A B, (1-2 — ],
(7). ; it )( nn!+n(< Dl
(077)7=—c =0, (26)
where ® 1. i
o :/ vr)—e)»dk (27)
v 0 14+2b1A

With the aid of the Taylor’s series expansion of 1/(1 +2b;1) for small parameter
b1, and the relation

(n—v)! pv c 0 |
(r2 4 ¢2)n+D/2 n<m) (c>0,v+n>—-1)

from [Gradshteyn and Ryzhik 1994, p. 732-733], Equation (27) can be approxi-
mated as

o0
f Jy(Ar)e P\ da =
0

(m+n+V)' v c
(r2+c2)(m+n+1)/2 m+n( /r2_|_62>’

where P,’() is the associated Legendre function of order n and degree v.
The length parameters in (6) are defined as

Fy~ ) (=D)"@b)"

m=0

xro= S 420 /4G, x5 = +100) /4G, xp2=xr0— xp1, (28)

where 1/, /% denote the surface Lamé moduli for the plane boundary (z = —c).

Elastic fields at the spherical interface. The displacements and stresses in the
matrix at R = a are given by
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The displacements and stresses in the inhomogeneity at R = a are given by
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The interface divergence of the interface stress at R = a is given by
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In these equations, the coefficients are defined as
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The length scale parameters are defined as

0= —=05421%), 1 = —=(35+10)
4G ’ 4G ’ (29)

X2=X0o— X1, X3= X0+ X1,

where A5, u5 are the interface Lamé moduli for spherical interface (R = a).
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EXTREME VALUES OF POISSON’S RATIO AND OTHER
ENGINEERING MODULI IN ANISOTROPIC MATERIALS

ANDREW N. NORRIS

Conditions for a maximum or minimum of Poisson’s ratio of anisotropic elastic
materials are derived. For a uniaxial stress in the 1-direction and Poisson’s ratio
v defined by the contraction in the 2-direction, the following three quantities
vanish at a stationary value: s14, [2vs15 + s25] and [(2v — 1)s16 + s26], Where
sy are the components of the compliance tensor. Analogous conditions for sta-
tionary values of Young’s modulus and the shear modulus are obtained, along
with second derivatives of the three engineering moduli at the stationary values.
The stationary conditions and the hessian matrices are presented in forms that
are independent of the coordinates, which lead to simple search algorithms for
extreme values. In each case the global extremes can be found by a simple search
over the stretch direction n only. Simplifications for stretch directions in a plane
of orthotropic symmetry are also presented, along with numerical examples for
the extreme values of the three engineering constants in crystals of monoclinic
symmetry.

1. Introduction

Poisson’s ratio v, Young’s modulus E and the shear modulus G, collectively called
the engineering moduli, are of fixed value in isotropic materials and related by
2G(1 4+ v) = E. No such connection holds in anisotropic elastic solids, and all
three become dependent upon the directions of stretch, lateral strain, and the shear
directions. Hayes [1972] derived some universal relations between values for cer-
tain pairs of orthogonal directions. However, apart from cubic symmetry [Norris
2006b], there is no general formula for the directions and values associated with the
largest and smallest values of the engineering moduli. The purpose of this paper
is to provide systematic methods which can be used to find the extreme values of
the engineering moduli in any type of anisotropy.

The problem of finding the extreme values of Young’s modulus is the simplest
since E depends only on a single direction of stretch. Numerical searching is
practical and straightforward; thus Cazzani and Rovati provide a detailed analysis
of the extrema of Young’s modulus for cubic and transversely isotropic materials

Keywords: Poisson’s ratio, Young’s modulus, shear modulus, anisotropic.
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[Cazzani and Rovati 2003] and for materials with tetragonal symmetry [Cazzani
and Rovati 2005], with extensive illustrative examples. Boulanger and Hayes
[1995] obtained analytic expressions related to extrema of Young’s modulus. For
stretch in the 1-direction, they showed that £ = 1/s1; achieves a stationary value
if the two conditions s;5 = 0 and 516 = O are satisfied. In a pair of complementary
papers, Ting derived explicit expressions for the stress directions and the stationary
values of Young’s modulus for triclinic and monoclinic [Ting 2005b], orthotropic,
tetragonal, trigonal, hexagonal and cubic materials [Ting 2005a]. We will rederive
the stationary conditions for E below, along with conditions required for a local
maximum or minimum.

Poisson’s ratio and the shear modulus depend upon pairs of orthogonal direc-
tions, which makes their classification far more complicated than for E. At the
same time, there is considerable interest in anisotropic materials which exhibit
negative values of Poisson’s ratio, also called auxetic materials [Yang et al. 2004].
In sharp contrast to isotropic solids for which —1 < v < 1/2, the value of v is
unrestricted in anisotropic materials and may achieve arbitrarily large positive and
negative values in the same material. The first hint of this surprising possibility was
given by Boulanger and Hayes [1998] who presented a theoretical set of elastic
moduli for a material with orthorhombic symmetry which satisfy the positivity
requirements, but exhibit simultaneous arbitrarily large positive and negative val-
ues of v. Ting and Chen [2005] and Ting [2004] subsequently demonstrated that
the same remarkable phenomenon can be obtained in any nonisotropic material
symmetry, including cubic symmetry and transverse isotropy. Further explanation
of the effect in cubic symmetry is provided in Section 6 below and in [Norris
2006b]. We note that Rovati presented extensive numerical examples of auxetic
behavior in orthorhombic [Rovati 2003] and monoclinic materials [Rovati 2004],
while Ting and Barnett [2005] derived general conditions required for the occur-
rence of negative values of v.

The purpose of this paper is to provide a general framework for finding the
maximum and minimum values of v and G in anisotropic materials. Some progress
in this regard is due to Ting [2005a] who discusses the conditions for extreme
values of the shear modulus with particular attention to shear in planes of material
symmetry. As far as I know, there are no results reported to date on conditions
necessary for extreme values of the Poisson’s ratio. Particular attention is given
in this paper to the Poisson’s ratio, with the emphasis on deriving conditions that
are independent of the coordinate system used. It will become evident that there
is a strong analogy between the problems for the shear modulus and the Poisson’s
ratio. In particular, by formulating the problems in a coordinate free manner, the
task of searching for extreme values of both is similar.
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The outline of the paper is as follows. The three engineering moduli are intro-
duced in Section 2, along with the equations for the transformation of elastic moduli
under rotation. These are used in Section 3 to derive the conditions required for
stationary values of v, E and G, and the values of the second derivatives (Hessian)
at the stationary points are determined in Section 4. The various results are all cast
in terms of stretch, strain and shearing along coordinate axes. The more general for-
mat for stationary conditions in general directions, independent of the coordinates,
are presented in Section 5. The specific application to Poisson’s ratio is considered
in Section 6. The stationary conditions for stretch in a plane of orthotropic symme-
try are derived, and it is shown that at most four stationary values of v can occur,
two for in-plane lateral strain, and two out-of-plane. These results are applied to the
specific case of extreme values of v in materials with cubic symmetry, recovering
results of [Norris 2006b]. Applications to generally anisotropic materials are also
discussed, and a fast procedure for searching for extreme values of v is derived and
demonstrated for some materials of monoclinic symmetry. Finally, in Section 7 we
present a similar procedure for finding the global extreme values of G in generally
anisotropic media, with numerical examples.

2. Definition of the engineering moduli and preliminary equations

Poisson’s ratio measures lateral strain in the presence of uniaxial stress. For any
orthonormal pair of vectors {n, m}, the Poisson’s ratio v,,, = v(n, m) is defined by
the ratio of the strains in the two directions for a uniaxial state of stress along one
of them [Rovati 2004]:

Vn = ————— for 0 = o nn,
€ :1nn

where ¢ and ¢ are the symmetric tensors of strain and stress, respectively, and ab
is the tensor product, sometimes denoted a ® b. The Young’s modulus £, = E(n)
relates the axial strain and stress,

o

E, = for 0 = o nn.

&€:nn
The third engineering modulus is the shear modulus G, = G (n, m),

o

Gum for 0 = o (nm + mn).

- € : (nm + mn)

Tensor components are defined relative to the fixed orthonormal basis {e;, e;, es},
0 =0jj €€;, € =¢jj€€;.
The stress o;; and strain ¢;; are related by

Eij = SijkiOkl-
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(Lower case Latin suffixes take on the values 1, 2, and 3, and the summation conven-
tion on repeated indices is assumed unless noted otherwise.) Here s;;1; denote the
components of the fourth order compliance tensor. We use the Voigt notation for
conciseness; compliance is S = [s;;], I,/ =1,2,...,6,with 1 =1,2,3,4,5,6
corresponding to ij = 11,22, 33,23,31, 12, and s;; = s4;.

The goal is to find conditions for a maximum or minimum of the engineering
moduli, with emphasis on Poisson’s ratio. With no loss in generality assume that
n is in the e direction, and m is in the e, direction. Thus, we consider v = vy,
E = E| and G = G, that is,

L e P (1)

S11 S11 4s66

(We take sgg = s1212 although it is common to subsume the factor of 4 in the
definition of s¢6 in eq. (1)3.) Our objective is then to find conditions for a maximum
or minimum of each engineering modulus under the assumption that the material
is assumed to be free to orient in arbitrary directions with oriented moduli while
the stress remains of fixed orientation. This is equivalent to stationarity conditions
for vy, E, and G, for a fixed orientation material while {n, m} range over all
possible orthonormal pairs.

We therefore need to consider how v, E and G of (1) vary under general rotation
of the material. Define the rotation by angle 6 about an arbitrary direction q, |q| =1,
as Q(q, 9) € O(3), such that vectors (including the basis vectors) transform as
r — r' = Qr. Under the change of basis associated with Q(q, 6), second order ten-
sors (including stress and strain) transform as o — o', where al.’j = QirQs0rs, OF

1
Gi/j = g)aijrso_rSa where 9)«ijrs = E(Qir st + Qis er)-

In order to simplify the algebra we use the connection between fourth order elas-
ticity tensors in 3 dimensions and second order symmetric tensor of 6 dimensions
[Mehrabadi and Cowin 1990]. Accordingly, the 6 x 6 matrix S with elements §1 J
is defined as

S=TST,  where T=diag(l, 1, 1, V2, v2, v2).

Rotation of second and fourth order tensors is most simply presented in terms
of the 6 x 6 rotation matrix 6 which is the 6-dimensional version of the fourth
order tensor 92, jrss introduced by Mehrabadl et al. [1995]. Fourth order tensors
transform as S — §' = 6§6T where Q(q, 0) is an orthogonal second order tensor
of six dimensions, satisfying QQT = QTQ =1 =diag(1, 1,1, 1, 1, 1). It satisfies

3Q PN . -
8—2((1, 0) = R(q)Q, Q(q,0) =1, ()



EXTREME VALUES OF POISSON’S RATIO ...IN ANISOTROPIC MATERIALS 797

where R is a skew symmetric six dimensional tensor linear in q,

0 0 0 0 V2q —V2g3
0 0 0 —2¢1 0  2g3

R(q) = 0 0 0 V21 —V2q, 0
0 V2q1 —2q 0 q3 —q>

—2q 0 V2 —gs 0 0

V2q3 =243 0 92 —q 0

Further details can be found in [Mehrabadi et al. 1995; Norris 2006a].

3. Extremal conditions

Consider any one of the engineering moduli, say f, as a function of both the un-
derlying compliance and of the rotation (3 A stationary value is obtained if f is
unchanged with respect to additional small rotations. In order to formulate this
more precisely, assume f is at a stationary point, and define

S(q,9) = Q(q,0)SQ" (g, 0). 3)

Define the rotational derivative,

af af
f@=5000) =-—s,@. @)
The elements s, (q) of the the rotational derivative of the compliance can be ex-

pressed by using the representation (2) with (3),
S =R(@S+SR" (q). 5)

Thus, we have the equality given on top of page 798, where the s;; are the values
at 6 = 0 (which are independent of q) and the derivatives are linear functions of
the coordinates of q. We may write

f'(q=d" q, (6)

where the vector d/) is independent of q and depends only on the compliances.

The engineering modulus f is stationary with respect to the direction n, and the
direction m where applicable, if f’(q) vanishes for all axes of rotation q. This is
equivalent to requiring that all possible deviations in n and m leave f unchanged to
first order in the rotation. The stipulation that this hold for all rotation axes covers
all permissible transformations. The general condition for stationarity is therefore
that the vector d/) must vanish, that is,

dY) =0 ata stationary point of f.
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51 0 4515 —4s16

55y —4594 0 4576

855 4534 —4s35 0

S;z —2S14 2S25 2516 — 2S26

553 2824 — 2834 —2575 25836

Si3 2514 2S35 — 2S15 —2536

514 512 — S13 —S16 + 2545 515 — 2846

85 526 — 2545 523 — S12 —S24 + 2556

46 —535 + 2546 534 — 2556 513 — 523 q1
Sis 516 —s11 + 5813+ 2555  —814 — 2856

sie | = —515 514+ 2556 s11— S12 — 2566 92
Sha $20 — 8§23 — 2544 —526 525 + 2546

556 —5825 — 2846 524 —s20+ 512+ 2566 | \q3
854 —533+ 523+ 2544 —536 — 2545 535

855 536 + 2545 §33 — 513 — 25855 —534

S:t 4 2S24 — 2534 —2S46 2S45

S;S 2S56 2S35 — 2815 —2545

Sé6 —2S56 2S46 2S16 — 2526

Sys $25 — 835+ 546 —S14 + 534 — 556 555 — 544

Sf;(, —836 + S26 — 545 S44 — S66 S14 — S24 + 856

556 566 — 555 $36 — S16 + 545 —825 + 515 — S46

We now apply this formalism to the three engineering moduli and derive d, d‘®
and d‘© in turn.

3.1. Poisson’s ratio. For Poisson’s ratio, Equation (4) becomes
V'(q) = (s11) 7> [s1251, (@) — s115,(@)]- (7)
Thus, from the display above and Equations (6) and (7), we have

2
" = =y [si1514€1 4 (2512515 — s11525)€2 + (511526 — S11516 — 2512516)€3]. (8)
i1

Setting this to zero and using the definition of v in (1), and the fact that 517 > O,
we obtain three conditions for a stationary value of Poisson’s ratio:

s14 =0, 2vs15 + 825 =0, v —1)s16+ 526 = 0. 9)

These must be simultaneously satisfied at a maximum or minimum of v. Note that
the compliance elements appearing in (9) are all zero in isotropic materials.
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3.2. Young’s modulus. Proceeding in the same manner as for the Poisson’s ratio,
and using E’(q) = —(sll)*zsil(q), gives

d® =4(s11) 7> (=s15€2 + s16€3).
Setting this to zero implies the conditions for an extremum in Young’s modulus
s15 =0, 516 =0. (10)

These agree with two conditions determined by Boulanger and Hayes [1995] and
by Ting [2005b].

3.3. Shear modulus. The rotational derivative of the shear modulus is
G'(@) = — 5 (s66) *s66(Q),
and the gradient vector is
d@ = L(s66) 7 [s56€1 — 516€2 + (526 — S16)€3].
Hence, the shear modulus has an extreme value if the following conditions hold:
556 =0, 546 =0, s16 — 526 = 0. (11)

4. Second derivatives

The nature of a stationary value of the general engineering modulus f can be
discerned, at least locally, by the second derivative. By analogy with Equation (4),
we define the rotational second derivative,

’f

P
aS]jasKL

/ af V
J(Q)SKL(Q)+8—SIJ(Q)- (12)
S17

(@)=

The elements s}, (q) of the rotational second derivative of the compliance follow
from

$"(q) = R*S +SR*” 4+ 2RSR”.
This is a direct consequence of Equation (5). We do not need all 21 elements, and

for brevity only present the following three values which are necessary to evaluate
the second derivatives of the engineering moduli,
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sty =4[ (s13 =511 +2555)@3 + (s12— 511 +2566)q5 — 2(S14+2556)9243
+5159391 +Slﬁqlqz],

sty = 2[(s13—512)q1 + (523 —512) 45 + (511 +522— 2512 — 4566)3

+(514—2524+4556)9293 + (525 — 2515 +4546)93¢1 + (S16+ 526 —4545)9192 ]

566 = 2[ (555 —566)q1 + (544 —566)q3 + (516526 — 2536 — 2545) G142
+(511+520 — 2512 — 4566)93 + (2525 — 2515+ 3546)0193 + (2514 — 2524+ 3556923 |-
Before applying these to the three engineering moduli f = v, E and G, we
note that in each case that f is a homogeneous function of degree O or —1 in
the compliance elements. Consequently the second derivative f” evaluated at the

stationary point where f’ = 0 simplifies because the first term in (12) vanishes,
leaving

0
(@)= a—f s;(@  at f'(q)=0. (13)
S1J

The terms s, (q) are second order in q, and we can write
f"@=DY":qq atf'(q) =0,

where D) = D7 is a nondimensional symmetric 3 x 3 matrix which is inde-
pendent of q. Thus, D) is positive (negative) semidefinite at a local minimum
(maximum) of f. The condition for a local minimum (maximum) is therefore that
the three eigenvalues of D) are positive (negative). If the matrix is not definite
and has eigenvalues of opposite sign, then the modulus has a locally saddle shaped
behavior.

4.1. Poisson’s ratio. The second derivative of the Poisson’s ratio at a stationary
point is, using (13),

V(@) =—(1) 7" (s +vsfy) a1V (g) =0. (14)
Thus, when v'(q) = 0, Equation (14) gives
V'(q) = % {811(812 — 513)q1 + [s11(512 — 513) + 25120513 — 811 + 2555) |93
o + [s112s12 + 4566 — 511 — 522) + 2512(512 — 511 + 2566) |45
+2[ 511 (524 — 2556 — 3514) — 2512(514 + 2556) | 9243
+2[s511 (515 — 2546 — 3525) + 512515 |q3q1
+2[ 511 (2545 — 3516 — 3526) + S12S16]Q1612}-

Since this is evaluated at the stationary value, we may use (9) to simplify and obtain
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S12—513 2545—516 S15—2546
2 L Sn—si3— iy
) L — 2545—516 20(s13—511+2555) $24—2(1=2v)s56 , (15)

S
i S12—822+2566+

S15=2s46 - $4=20=20)85 150y (6155114 2566)

where we have used the definition of v to simplify the elements.

4.2. Young’s modulus. At a stationary point we have E”(q) = —(s11) > s{, and
E’(q) = 0. Using the extremal (10), we find

0 0 0
D) = — | 0 sii—s13—2s55  s14+2s56

i
0 s1u+2s56  S11—S12—2566

Note that D& is rank deficient (of rank 2), which is a consequence of the fact
that E is invariant under rotation about the e; stretch axis. The local nature of the
stationary value depends upon the two nonzero eigenvalues of the matrix.

4.3. Shear modulus. The shear modulus satisfies

G"(q) = —1(s66) *sp  at G'(q) =0,

and hence,
S66—555  $36—S161545 $15—525
G
D' )=2—2 §36—S16+545  S66—S44 824—S14
S
66
515—525 §24—5S14  2812+4S66—S11—522

5. Coordinate invariant formulation

In this section we rephrase the results for the stationary conditions and for the
second derivatives at the stationary conditions in coordinate invariant form. Let
{n, m, p} be an orthonormal triad analogous to {ej, e;, e3} before. Define the
nondimensional symmetric second order tensors A, B, C, N, M and P by
-1 -1 -1
Ajj =S, Sijknini, Bij = s, Sijrimimy, Cij = S, Sijki Pk DI
—1 -1 -1
Nij = s, Sikjinini, M;j = s, sikjimgmy, Pij =s,, SikjiPkPi»
where s, = s;jxn;njngn;. Thus,

1 E()
v(n,m) = —A : mm, Em)=—, Glmm)=——.
Snn 4N : mm
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5.1. Poisson’s ratio. The derivative of Poisson’s ratio can be expressed in general
form as

d” =[A: (mp+pm)|n—[(2vA +B): (pn+np)|m
+{[@v—DA+B]: (am+mn)}p, (16)

which follows from (8), and may be checked by the substitutions n — e;, m — e;
and p — e3. This provides a local expansion of the Poisson’s ratio for small rotation
about the axis q:

v(q, 6) = v(q, 0) +d™ - q0 + O(6?).

In particular, d) = 0 at a stationary point.
The second order tensor D) of (15) becomes, in general format,

DV = [A: (mm —pp)|nn+ {v —[(1+2v)A +4vN] : pp}mm
+{2v? — 1+ [4(1 — v)N —M] : mm}pp
+[(2P —N) : (nm + mn) ] (nm + mn)
+[(N—=2M) : (pn+np)]3(pn + np)
+{[M—2(1 = 2v)N] : (mp + pm)} 5 (mp + pm). (17)

Hence, the local expansion near a stationary point is
v(q, 0) =v(q, 0) + D™ : qq 6 + O(6?).

5.2. Young’s modulus. In the same way as before we find that
d® =2Em)[—A: (pn+np)m+B: (nm + mn) p], (18)

D® = Em) {[A : (an—pp) — 2P : nn| mm + [A : (nn—mm) — 2M : nn] pp
+ (A+2N) : (mp+pm) 3 (mp+pm)}. (19)

5.3. Shear modulus. Similarly, for the shear modulus

2 20
d© :4% [N: (mp+pm) n—M: (pn+np) m+(B—A) : (nm+mn) p] 0
p© —g & ™ (. M: AN 21

= W { : (mm—pp) nn + M : (nn—pp) mm + : mm pp (21)

+ (P+C—A) : (hnm+mn)J (nm + mn)
+ (A-B) : [ (mm—nn) pp— (mp-+pm) 1 (mp-+pm)+(pn+np) 1 (pn+np)]}.
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6. Applications to Poisson’s ratio

We now concentrate on general properties of the Poisson’s ratio, applying the for-
malism for the stationary value to different situations. We begin with the general
case of a plane of material symmetry in an orthotropic material.

6.1. Plane of symmetry in orthotropic material. We assume the stretch direction
n lies in a plane of symmetry of an orthotropic material, and the direction of con-
traction m lies (a) perpendicular to the plane or (b) in the plane. This configuration
includes all planes in hexagonal materials that contain the axis of symmetry, and
therefore provides the stationary values of v in materials with hexagonal symmetry
(transverse isotropy).

With no loss in generality, let eéo) be the normal to the plane of symmetry and
let case (a) correspond to m = e3 and case (b) corresponds to m in the plane of

eio), ego). In both (a) and (b) n lies in the plane of eio), ego). Define the rotated axes

e, = —sinf 650) +cos6 eg)), e3 = eg()).

Let S;; denote the compliances relative to the fixed set of axes {ego), ego), e(30)},

and s;; the compliances in the coordinates of the rotated axes. By definition of
a symmetry plane, all coefficients s;;;; with index 3 appearing once or thrice are
zero. Then,

e =cosf eﬁ‘” +sin6 ego),

S1182 — 82 | S —Su 2
sjj= —————+ 7 (S11 + 52— 28 (——00529), 22
S+ 80— 25 3O+ 52 V S11+ S22 — 280 (2
s12 = Siz+ 1(S11 + S22 — 28p) sin® 26, (23)
513 = 5(S13 4 523) — 5(S23 — Si13) cos 26, (24)
S16=1(S11+ 8 25)( S22 — Sul 00529) $in 20 (25)
16 = 7(S11+ S0 — o — :
°T4 O\S11+ 82— 25

S22 —Sn .

1
26 = +(S11+ S20 — 25 (——i—cosZ@) sin 26, 26
26 = 7(S11+ S22 0) S11 % Sm— 25, (26)
536 = 5(S23 — S13) sin 26, 27)

where Sy = S12 + 2S66. Thus, in the two cases to be considered, we have n = e;
and 511 = 1/E(H).

Case (a): m = e3 perpendicular to the plane of symmetry. We now consider station-
ary values of v = vy3, for which the three conditions for stationary v are, instead
of (9),

s14 =0, 2vsi6 + 536 =0, Qv —1)s15+ 535 = 0. (28)
The first and last of these are automatically satisfied, based on the assumed mate-
rial symmetry. Using s;¢ and s3¢ from (22)—(27), the second of (28) implies that
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sin 26 = 0, which is the exceptional case of prior symmetry, or that 9 satisfies

S22 — S 1 S23 — 813
cos20 = —————  — (—)
Si1+82—28 v \Si1+82—28
Using this to eliminate cos 26 from the expression for v = vj3 = —s13/511 yields a

quadratic equation for v,
v2 — vy — %pa =0,

where

_ (So—822) 813+ (So — S11) 523 Dy = (823 — S13)?
S1182 — 83 ' ¢ S1182 — S5

Va

Define E* and 6* by
*

S+ 82 —28
S1182 — S5

9

then we may identify E* as the value of E(6) when the second term on the RHS
of (22) vanishes, that is, E* = E(0*), where 0* satisfies

S — S

cos20* = ———
St1+ 52 —-28

(29)
The angle 6* defines the direction at which E is stationary (maximum or minimum).
It exists iff the RHS of (29) lies between —1 and 1. Regardless of whether or not
the angle exists, it can be checked, v, = v3(0*) = —E*s13(0*). The value of
Young’s modulus in the stretch direction 6 for the stationary value of v satisfies

E* vy,

—+—=2.

E + v

In summary, the possible stationary values for stretch in the plane of symmetry

and the strain measured in the direction perpendicular to the plane are

Vat+ = %Va + %(Vg + ;Oa)l/zs (30)

and the stationary values occur if —1 < y,+ < 1, where

S — 811 1( S$23— 813 )

= —2 "1+
Vak S114+82—280 et \S11+ S22 — 280

in which case the direction of stretch is given by 6 = % cos™! Y4+. Otherwise the
stationary values occur at & =0 and 7 /2.
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Case (b): m = e, in the plane of symmetry. With n = e; again, conditions (9);
and (9); are met and only (9)3 is not automatically satisfied. Substituting the
expressions for 516 and sy from (22)—(27) into equation (9)3; implies that either
sin 260 = 0, which is simply the axial case, or

cos 260 =

S22 — 811 4 1 ( S22 — 811 )
Sit+S0n—25 v—1\S1+S0n—25

Substituting this into the relation for v = vy, namely vs,, +s12 =0, and eliminating
cos 20 produces a quadratic equation in v. The equation is most simply expressed
as a quadratic in the shifted Poisson’s ratio (v — 1):

=17 = =D =1 ~3p =0,
where
(81— S»)*
S1182 — 3
That is, vy = v12(60%) = —E*s512(0*). Note that the value of Young’s modulus E in
the stretch direction 6 satisfies
E* Vp — 1
E + v—1
In summary, the possible stationary values for stretch and strain both in the plane
of symmetry are

vp=—1—E*(S12— ), Pb

2.

1/2
Vpt = 2+ D £ (0 — D2 4 03) 2, 31)

and the stationary values occur if —1 < y+ < 1, where

S — S 1 < S — S >

= +
Yok Si1+82—-28  vpr —1\S11+ 820 —28

in which case the direction of stretch is given by 6 = % cos™ ! yp.

6.2. Example: cubic materials. The general coordinate invariant form of the com-
pliance of a cubic material is [Walpole 1984]

s—(l—l)J+11+(1—1>D 32)
- Bk 2 2uq 2uy 2my/

where I and J are fourth order isotropic tensors, I;jx; = %(Sikéﬂ +8ud k), Jiju =
18i;8k, and

D = aaaa + bbbb + cccc.
Here, the orthonormal triad {a, b, ¢} is coaxial with the cube axes. The condition

that the elastic strain energy is always positive definite is that the three moduli «,
w1 and uy are positive. We use, for simplicity, crystallographic-type notation for
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unit vectors, e.g., pgr where p, g and r are positive numbers, indicates the unit
vector (pa+qgb —re)// p+q>+r2.

We consider the stationary conditions (9) for stretch in the e; direction and lateral
strain in the e, direction. Since s14, S15, S16, $25 and sy vanish for isotropic media,
it follows that the only contribution to these quantities is from the tensor D. We
may therefore rewrite the stationary conditions (9) as

D1y =0, 2vD15+ D5 =0, Qv —1)D16 — D26 =0, (33)

where D14 = Dq123, etc. The realm of stretch directions that needs to be considered
may be reduced to those defining the irreducible ﬁth of the surface of the unit
sphere. This in turn is defined by ﬁth of the surface of the cube (see figure),
where the vertices of the triangle correspond to the directions 001, 110, and 111.
In a separate paper [Norris 2006b] it is shown that the extreme values of v do not
occur within the interior of the triangle. It turns out that the extreme values are only
possible for stretch direction e; along 001, 110, or in certain cases, for e; located
along the edge between 110 and 111. In the case that e; = 001, the lateral direction
e, may be any orthogonal direction, and when e; = 110 the lateral directions are
001 or 110, each of which can correspond to the minimum or maximum for v,
depending on the elastic parameters «, (1 and pup. It is clear from the symmetry
of the situation that the quantities D14, D15, D1, D2s and Dyg vanish identically
for e; along 001 or 110 with e, as described. A full description of the possible
extreme values of v in cubic materials is involved but complete, and we refer to
[Norris 2006b] for details.

To summarize the findings of Norris [2006b] regarding solutions of Equations
(33): all possible stretch directions which solve the three stationary conditions
are confined to the symmetry plane with normal 110, and equivalent planes of

110

001 — 111

Figure 1. The irreducible ﬁth of the cube surface is defined by
the isosceles triangle with vertices as shown.
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symmetry. We can therefore apply the results for a plane of orthotropic symmetry.
Explicit calculation from (32) gives Sg = (41t1) "L, Sio = Sp3 = (%)~ — (612) 71,
S13 = S12+ x/4, So = S12 + 2866, S11 = So + x/4, S22 = So + x/2, where
x = (u2)~" = (u1)~". Thus,

3K—2/L1

Va=vb=V11156K+2M s
1

pa=pp=p=tom+D(2-1), G4
M2

where vi;; = v(111, m) is the Poisson’s ratio for stretch in the 111 direction, and

is independent of the lateral direction m.

The actual values of the possible extrema for v can be obtained from equations
and (30), (31) and (34). Skipping over the unedifying details, see [Norris 2006b],
it can be shown that only the stationary values v,_ and v, are possible global
extrema,

2
Va—=%1)111—%\/v12“+/0, Vb+=%(v111+1)+% (vii —1)" + p.

Note that vy1; is independent of u;, which only enters these expressions via the
term p. The extremely large values of Poisson’s ratio discovered by Ting and Chen
[2005] correspond to p > 1, which can occur if uy/u; < 1. Under this circum-
stance v,_ is large and negative, v, is large and positive, and the magnitudes
are, in principle, unbounded [Ting and Chen 2005; Ting and Barnett 2005; Norris
2006b].

The directions associated with the global extrema are given by

1

1
COSZQa_:%——, C0529b+:%+m.

3v,_
Both directions bifurcate from 6 = 0 [Norris 2006b], and therefore these extreme
values only occur if v < —% orv > %, respectively. A complete description of the
extrema for all possible values of the elastic moduli is given by Norris [2006b].

6.3. Application to generally anisotropic materials. We first present a result that
suggests a simple algorithm for searching for global extreme values of v in gener-
ally anisotropic materials.

6.3.1. A local min-max result for Poisson’s ratio. The tensor of second derivatives
of v(n, m) at the stationary point D*) must be positive or negative definite in order
that the stationary point be a minimum or a maximum, respectively. Consider a
possible minimum, then a necessary although not sufficient condition is that the
three diagonal elements of D) are positive. In particular, Equation (17) gives

D™ :nn= Vnp — Vam = 0.
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This implies that v = v,,, must be strictly less than v,,. At the same time, the
stationary condition d) = 0 must hold, and in particular,

d¥.n=0 = e:mp=0 for 0 =o nn. (35)

This implies that the shear strain &,,, in the m, p-plane is zero. Hence, for any unit
vector r L n, we have

e:rr:(r-m)zsmm—i—(r-p)zepp,
or
— 2 2 — 2
Vnr—(r'm) l)nm'i'(r'p) 1)np—‘)nm'i'(r‘p) (Unp_vnm)zvnm,

with equality only for r = m. Thus:

Lemma 1. If v,,, is a minimum (maximum) value, then it is also a minimum (max-
imum) among all possible v, for r in the plane perpendicular to n.

This result is a direct consequence of the general expression for D). It implies
that if we can satisfy (35) then the values of v,,, and v,, are the extreme values
for the given stretch direction n. We next show how this single condition can be
achieved.

6.3.2. Satisfaction of one extremal condition. The stationary values of Poisson’s
ratio occur, in general, for stretch directions at which the vector d of Equation
(16) vanishes. We now show that one of the three components can be made to
vanish; specifically, d”) - n = A : (mp + pm) is zero for an appropriate choice of
the orthogonal directions m and p.

We use the fact that the appropriate pair m and p correspond to stationary values
of A : mm and A : pp. These satisfy A : mm + A : pp =trA — 1, so a maximum in
one implies a minimum for the other. In order to find these directions for a given
n, consider the function of m:

gm)=A:mm—)m-m—2om-n.
Setting to zero the gradient with respect to m implies that m satisfies
m=ou(A— )»I)fln.

The scalars A and « follow by requiring that m-n =0 and m - m = 1, respectively.
The former implies that A satisfies

n-(A—AD) 'n=0.

This condition can be rewritten by expanding the inverse in terms of the cofactor
matrix of (A — AI), and using the property A : nn = 1, which yields a quadratic in A:

A2 +A(1—trA) +adj(A) :nn =0. (36)
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Here adj(A) is the adjoint matrix. If A is invertible, then adj(A) = (detA)A~!, and
more generally the adjoint is the transpose of the cofactor matrix. Thus for any
type of anisotropy, and for any direction n, it is a straightforward to determine the
appropriate orthogonal pair m, p, which automatically give d*”) - n = 0. Finding
the right axes requires solving the quadratic (36) for A. The associated values of
Poisson’s ratio are the maximum and minimum for the given direction n. In this
way, finding extremal values of Poisson’s ratio for all possible n is reduced to
seeking values which satisfy the remaining two conditions:

(2vA+B) :np =0, [Qv—DA+B]:nm=0,

or equivalently, 2vsis + so5 = 0 and (2v — 1)s16 + 526 = O, respectively. This
is the strategy used to determine the global extrema of v in materials with cubic
symmetry [Norris 2006b].

6.3.3. Algorithm for finding global extreme values of v. Rather than searching for
directions n which satisfy the three stationary conditions on v, Lemma 1 suggests
that a simple search for maximum and minimum values of Poisson’s ratio can be
effected as follows. For a given n define the pair vy (n) by

vi(n) —A: m )m(A)
=1(A=21) "o~ (A=A 'n,
A(A) (trA—1):&%[(trA—1)2—4adj(A):nn]]/z.

The search for global extrema is then a matter of finding the largest and smallest
values of v4(n) by searching over all possible directions n. In practice, even for
triclinic materials with no symmetry, the search only has to be performed over half
of the unit sphere ||n|| = 1, such as n-e > 0 for some fixed direction e. In this
way, the numerical search is equivalent in complexity to that of finding the global
extrema of Young’s modulus.

This algorithm was applied to data for two crystals of monoclinic symmetry:
Cesium dihydrogen phosphate and Lanthanum niobate, with the results in Table 1.
The numerical results were obtained by using a 100x 100 mesh for the hemisphere
n|| =1, n-e; > 0. It was found that the extreme values of the engineering moduli
are not sensitive to the mesh size, although the values of the directions do change
slightly.

7. Applications to the shear modulus

If we compare the vector derivative function for the shear modulus, d© of (20),
with d® of (16), we note that the components in the n direction have a similar
form, but with different matrices involved. Thus, it is N for d‘©) . n, while for
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Material quantity  value n ny n3
Cesium dihydrogen  Epax 19.3 0.44 0.76 0.47
phosphate Eoin 0.53 0.99 0.00 0.06
(CsH,POy) G max 12.2 042 0.71 -0.56

G min 0.20 0.68 0.00 0.73

Vmax 2.70 —0.23 0.82 0.52

Vmin —-193 —-0.49 085 -0.20

Lanthanum niobate E nax 154.8 045 0.87 -0.21
(LaNbOy) Enin 2.27 —-0.50 0.00 0.87

G max 72.57 —0.28 0.71 -0.64
G min 0.70 —-0.96 0.00 0.27
Vimax 395 0.00 1.00 0.00
Vmin -3.01 0.00 1.00 0.00

Table 2. Extreme values of E, G and v for two materials of mon-
oclinic symmetry with symmetry plane 7, = 0. Units of £ and G
are GPa. Cesium dihydrogen phosphate: s;; = 1820.0, 552 = 103.0,
s33 = 772.0, s44 = 33.25, 555 = 112.5, 566 = 29.25, 512 = —219.0,
s13 = —1170.0, 523 = 138.0, 515 = 124.5, 595 = —75.0, 535 = —90.5,
s46 = 8.25. Lanthanum niobate: 511 = 66.8, 572 = 14.8, 533 = 146.0,
S44 = 5.7, 555 = 265.0, sg6 = 4.675, 512 = 16.9, 513 = —94.8, 523 =
—30.8, S15 = 118.0, 8§25 = 45.6, §35 = —186.5, S46 = 0.95. Units in
(TPa)~!. (Data from Every and McCurdy [1992]).

d™ -nitis A. The properties of the second derivatives D(®) : nn and D) : nn are
similarly related. Proceeding with the same arguments as for the Poisson’s ratio,
we deduce:

Lemma 2. If G, is a minimum (maximum) value, then it is also a minimum
(maximum) among all possible G, for r in the plane perpendicular to n.

This in turn leads to a similar method for finding the global extrema of G.

7.1. Algorithm for finding global extreme values of G. Define the pair G (n) by
E(n)
N: m;N)m;N) ’
N N1 -1 N\ —1
m{ = |(N=281) "'n| 7 (N=22"1) "'n,

1 = (ueN—1) £ I[(eN—1)* —4adj(N) :nn] 2.
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Then the global extreme values of G can be found by searching over n only. Thus,
the problem of finding the global extrema of the shear modulus is reduced to the
same level of complexity as searching for the maximum and minimum Young’s
modulus. Table 1 summarizes the extreme values of G found using this algorithm
for two crystals of monoclinic symmetry.

8. Conclusions

The results of this paper provide a consistent framework for determining the ex-
treme values of the three engineering moduli in materials of any crystal symmetry
or none. General conditions have been derived which must be satisfied at stationary
values of v, E and G. These are equations (9), (10) and (11), which have also
been cast in forms that are independent of the coordinates used, in equations (16),
(18) and (20), respectively. The associated three hessian matrices which determine
the local nature of the stationary value, maximum, minimum or saddle, are given
in equations (17), (19) and (21). The stationary conditions for Poisson’s ratio
simplify for stretch in a plane of orthotropic symmetry, for which there are at most
4 stationary values of v. Two can occur for in-plane stretch and strain, and the
other two for out-of-plane strain. This implies that transversely isotropic materials
have at most four stationary values of Poisson’s ratio. The results for the plane of
symmetry also reproduce known results for cubic materials [Norris 2006b]. The
hessian matrices for v and G lead to algorithms for finding the extreme values.
The key is to remove the dependence on the m direction by explicit representation
of the maximum and minimum for a given n direction. The algorithms have been
demonstrated by application to materials of low symmetry.
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