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Molecular dynamics simulation on microstructure of
nanocrystalline copper”

Liang Hai-Yi Wang Xiu-Xi" Wu Heng-An Wang Yu
Key Laboratory of Mechanical Behavior and Design of Materials University of Science and Technology of China Hefei 230026 China
Received 15 December 2001

Abstract
The simulation of microstructure of nanocrystalline copper is carried out by molecular dynamics with embedded atom method
EAM at zero temperature . Five numerical samples of nanocrystalline copper are produced by a Voronoi construction. These sam-
ples are relaxed at 300K for 50ps and annealed to OK. The radial distribution function atomic energy atomic Voronoi volume co-

ordination number and intrinsic stress field are analysed.
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