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InSb+GaAs is the correct description since In–Sb plus
Ga–As bonds are the majority.

To decide what atomic arrangement is thermodynami-
cally the more appropriate one for Ga1−yInyAsxSb1−x, one can
proceed as in Ref. 9 and minimize the energy functional,

Etot��Si�, �Ri,i = 1, . . . ,N�� = Echem��Si�,

�Ri,i = 1, . . . ,N�� + Estrain��Si�,

�Ri,i = 1, . . . ,N�� , �3�

where �Si� indicates that Etot, Echem, and Estrain are functionals
of the atomic configurations Si obtained by differently ar-
ranging the cations �Ga, In� and the anions �As, Sb� on the N
sites of a zinc-blende lattice. In Eq. �3�
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where ni−j is the number of bonds of type i− j, and Eij is the














