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MOLECULAR DYNAMICS SIMULATIONS OF GRAIN
BOUNDARY STRUCTURES AT 0°K IN « IRON

Chen Zhiying, Zhou Fuxin, Tang Cangya, Ding Jiaqiang
(Inssitute of Mechanics, Academia Sinica)
Wu Xijun

(Institute of Solid State Physics, Academia Sinica)

Abstract Molecular dynamics simulations on the 0°K relaxed structures of 3 ==
5 (310) and X =9 (174) grain boundaries in a iron were carried out by using
Johnson’s four-parameter potential and constant volume assumption.

The results showed that the atomic distribution in two directions parallel to
the grain boundary kept periodic and that in the direction perpendicular te the grain

boundary was still mirror-symmetrical. The results agreed with those from Vitek’s
molecular statics method.
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