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Abstract

This paper presents a study of the Cauchy-Born (CB) rule as applied to the deformation analysis of single-walled car-
bon nanotubes (SWNTs) that are modeled as 2-dimensional manifolds. The C—C bond vectors in the SWNT are assumed
to deform according to the local deformation gradient as per the CB rule or a modified version thereof. Aspects of the CB
rule related to spatial inhomogeneity of the deformation gradient at the atomic scale are investigated in the context of a
specific class of extension—twist deformation problems. Analytic expressions are derived for the deformed bond lengths
using the standard CB rule as well as modified versions of the standard CB rule. Since the deformation map is conveniently
prescribed in this work, it is possible to compare the performance of these deformation rules with the exact solution (i.e. the
exact analytic expression for the deformed bond vectors) given directly by the deformation map. This approach provides
insights into the CB rule and its possible modifications for use in more complicated deformations where an explicit defor-
mation map is not available. Specifically, it is concluded that in the case of inhomogeneous deformations at the atomic
scale for which the CB rule is only approximate (as demonstrated in Section 1 of this paper), the mean value theorem
in calculus can be used as a guide to modify the CB rule and construct a more rigorous and accurate atomistic—continuum
connection. The deformed bond lengths are used to formulate an enriched continuum hyperelastic strain energy density
function based on interatomic potentials (the multi-body Tersoff-Brenner [Tersoff, J., 1988. New empirical approach
for the structure and energy of covalent systems. Phys. Rev. B 37, 6991-7000; Brenner, D.W., 1990. Empirical potential
for hydrocarbons for use in simulating the chemical vapor deposition of diamond films. Phys. Rev. B 42, 9458-9471]
empirical interatomic potential for carbon-carbon bonds is used in this work). The deformation map (and hence the defor-
mation gradient, the bond vectors and the continuum strain energy density) contains certain parameters, some of which are
imposed and others determined as a result of energy minimization in the standard variational formulation. Numerical
results for kinematic coupling and binding energy per atom are presented in the case of imposed extension and twist defor-
mations on representative chiral, zig-zag and armchair nanotubes using the CB rule and its modifications. These results are
compared with the exact solution based on the deformation map which serves as a basis for evaluating the efficacy of these
deformation rules. The ideas presented in this paper can also be directly extended to other lattices.
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1. Introduction: The Cauchy—Born rule

The Cauchy-Born (CB) rule (Cousins, 1978; Ericksen, 1984) has proven to be effective at linking the defor-
mation of an atomic system to that of a continuum without other phenomenological input. It states that the
vector defined by a pair of atoms deforms according to the local deformation gradient, i.e.

a=F(X)-A (1)

where A refers to the undeformed bond vector, a refers to the deformed bond vector and F refers to the local
deformation gradient at material point X. This hypothesis describes crystal behavior well as long as the con-
tinuum deformation is nearly homogeneous in the scale of the crystal. The CB rule (with a homogeneous F at
the atomic scale) has been successfully applied to space-filling crystals represented as complex Bravais lattices
by Tadmor et al. (1999).

The following illustrates the relation between the CB rule and the exact expression for the deformed bond
vectors in the case of an arbitrary deformation imposed on a bulk solid (atoms assumed to lie in a 3-dimen-
sional continuum. See Chandraseker and Mukherjee, 2006). By referring to Fig. 1 and from the map
p = Z(P), it is seen that:

a=7(X+A)-7(X) (2)
By expanding the right hand side of (2) in a Taylor series about X, and using F = V.%, one has

a=FX) - A+ %VF(X) (A®A) + %VVF(X)(}(A ®A®A)+hot. (3)
where ‘)’ denotes the action of a fourth rank tensor on a third rank tensor that results in a vector, ‘:’ denotes
the action of a third rank tensor on a second rank tensor that results in a vector, and ‘®’ denotes the standard
tensor product (see, for example Steigmann and Ogden, 1999). Eq. (3) gives the exact expression for the de-
formed bond vector (as obtained directly from the deformation map) and shows that the deformed bond vec-
tor depends not only on the deformation gradient F, but on its gradients as well. If the deformation gradient is
constant in space, all its gradients vanish, and the Taylor series reduces to the standard CB rule, which becomes
exact in this case. Hence, the Taylor series holds the key to the degree of homogenization enforced on F. A key
idea to note is that even in the case of inhomogeneous deformations at the atomic scale, if the deformation
map 7 is differentiable on the closed interval [X,X + A], the mean value theorem in calculus (see, for example
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Fig. 1. The direct map 7 (7 (P) = p).
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