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MOLECULAR DYNAMICS SIMULATIONS OF GRAIN BOUNDA-
RY STRUCTURES AT 0°K IN COPPER WITH
SUBSTITUTIONAL IMPURlTlES
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Abstract The 0°K relaxed structures of grain boundaries in Cu and its alloys (Cu-Ag,
Cu-Bi) were simulated with molecular dynamics niethod by using a five-parameter potential and
constant volume assumption.

In these cases, the results showed that the atomic distribution was periodjc,ifl the two di-
rections paralled to the grain boundary and it was mirror-symmetric in the ‘direction perpen-
dicular to- the boundary. The difference between relaxed structures of Cu and its alloys was
small, nevértheless, the host atoms were closer to the bismuth atom than.to the silver atom. ..
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