Equilibrium crystal shape of GaAs and InAs by ab-initio thermodynamics
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Limitation:

Density Functional Theory(DFT) gives absolute surface energy but the energy(wulff shape)
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® DFT conditions ® Comparison with the experimental grown shapes
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® Calculation of ECS(T,P) of GaAs and InAs including the
effects of anisotropic surface vibration.

® Comparison with the experimental growth shapes confirms
that the experimental growth was in near equilibrium.
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