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ABSTRACT
This paper reports a molecular dynamics simulation for atomic structure of copper nanocrystals,
in which the grain size and lattice distortion were computed by X-ray diffraction simulation, and the
distribution of energy and elastic modulus was calculated. The results show that the lattice distortion
was stored not only at grain boundaries but also in the grain. The increase of atomic radius leads to

the reduction of the elastic modulus of the nanocrystals.
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