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The conventional density functional theory (DFT) provided a method
to obtain the surface energy, y, as a function of chemical potential, pu.
One of the main difficulties of using y(u) I1s that it cannot be directly
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® Some reconstructions which are -Zggzg
unstable in terms of electronic surface 0.4 ((4x2)

energy(y®'éc) become energetically
stable at high T(entropy effects).

® Such acorrespondence between the
calculations and experiments for a 0 B I |
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