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JR TR 7 (the quasicontinuum method, QC)
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HERAZIE TR MEE R, X T A% O i
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REF.

R Cu dbks WAL SN H B Z HE e
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Horb, b RN IRRER RN, v B L, r
MR T B A AR IR S PR B, 0 N R A T 2 BhE
) R T8 % A, TR EESRAT 7 A D IR, X L AL
MIRRENb = [110]ag/2, ao BRI N1 H ) F kg
WHL MIIRAE K/ AL = 0.25558 nm, v = 0.32,
0 € [0,2m]. MARBRIR A, #4201 (1a), (1b) 2B
R AR b () i T, 0T T N 3
Ty o J7 AR b, 1P 1 B AR AERTR.

2) PR¥E TR 15 M Fi A B [ e A F), i
AR B Higg), B EEEETaRE
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Abstract

The local strain fields around an extended edge dislocation in copper are studied via the quasicontinuum multiscale

simulation method combined with the virial strain calculation techniques. Results show that in the regions, tens of
nanometers away from the dislocation, atoms are experiencing infinitesimal strain; virial strain calculation results are
consistent with the predictions from elastic theory very well. In the regions near the dislocation, the virial strain fields

can outline the core areas of Shockley partial dislocations precisely, which are in the shape of ellipse with a longer axis

7b; and a shorter axis 3b1, where by is the length of burgers vector of the partial dislocation.
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