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Note that the various structures included in the fit correspond to a significant range (:1:0.313;)
of atomic displacements, thus, in so far as the LDA is accurate, we can use our parametrized
surface for calculating vibrations. In all our calculations, each atom is fourfold coordinated.
The resulting 8 values are given in the insert of figure 2. Since our VFF is fit also to
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I Figure 2. Schematic diagram depicting the different bond bending force comstants in the
Ga;_.[n,P random alloy. The five force constants 8 of the v potential are labeled. The
best values found in our fit to the LAPW results are given.

ternary (T) data, we will refer to it as T-VFF, to be distinguished from the Keating-Martin
binary VFF. Tables 1 and 2 compare the LDA values of AE(s. Veq) to the fitted T-VFF values.
We see that the current T-VFF potential considerably improves the overall fit compared’ to
the original VFF potential. This is particularly true for the superlattice structures in the
orientations [110], [201], and [113], where the fit of the original VFF potential is quite poor.
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