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have also optimized b, H(E' '[SiGe, trii = as'] for
n = ZB and RH using a Keating valence force field, 2

obtaining practically the same Baii for both phases.
We find that if the ctb initio calculated SiGe force con-
stants are used in this optimization, the resulting
difference in elastic strain energy lLE,(R") —b, E,P~) is
essentially identical to those shown in Fig. 3, favoring
RH over ZB, whereas if we replace these force con-
stants by the averages over Si and Ge, the two epitaxi-
al phases have the same enthalpies. Hence, the larger
proportion of Si—Ge bonds in the RH phase and the
excess stiffness of this bond relative




