JieE2EHe 1998 30 (4): 404-413  I1SSN: 0567-7718 CN: 11-2063/03

IR 2 AR TR RS i O S I R 1) 23 1 2 ) S A

GErE, £ A

T ERRE B 2B

MRS E RSl PSR B

BB RIS BT RB 68 G0 B A LR E BRI A . B0 T AR R A A P B 5 A3

ST N =45y 3 0O TR SLTT (B C C) i bR R RS L (1 )2 E AT
RKEpi RKSEEN > rah e TR R SR
TR

THE CORRELATIVE REFERENCE MODEL AND THE MOLECULAR
DYNAMICS SSIMULATION OF THE DISLOCATION EMISSION

Hh R e ) 2E

Abstract

A correlative reference model for the computer simulation of the molecular dynamicsis proposed in this paper. Supposing
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that there is an infinite elastic continuum with a single edge crack, its elastic constants, such asE, G,v , are the same as
those of the smulated crystal. Thereis a correlation between the realistic sample and the reference model. Two
requirements must be satisfied in the simulation, see Figs. 1aand 1b. (1) The atomic displacement in the region 2 in Fig.1lais
determined by that o...
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