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The effect of point defect on the thermal properties of silicon- germanium nanotubes

Nasserian, Maryam'; Davoodi, Jamal'
"" Department of Physics, University of Zanjan, Zanjan

Abstract

The aim of this investigation was to calculate the thermal properties of silicon- germanium nanotubes in
presence point defect. These simulations were performed by molecular dynamics simulation technique in the
isothermal- isobaric (NPT) ensemble based on Tersoff interatomic potential. The thermal properties including
cohesive energy, melting temperature and isobaric heat capacity of imperfect silicon- germanium nanotubes are
calculated and compared to the perfect nanotube. The simulation results show that thermal stability, melting

temperature and isobaric heat capacity decrease with increasing point defect.
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