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Molecular dynamics study of instability behavior of single-crystal silicon
under uniaxial tension using Tersoff potential
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Abstract

(Received Oct. 28, 2022)

Instability behavior of single-crystal silicon under tensile deformation has been investigated by

molecular-dynamics simulations based on Tersoff-type interatomic potential for the two proposed

potential parameters. From the stress-strain curves obtained from the simulations, it is confirmed that

the maximum tensile stress decreases with increasing temperature for both parameters. However,

there are significant differences in the behavior after the stress release depending on the parameter

type, indicating that defects such as dislocations or voids are formed differently.
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