
http://dx.doi.org/10.1103/PhysRevB.72.020104


gies of structures not in the fit, and �iii� strain energies of the
long-range elastic limit, via the “constituent strain” term.17

�i�–�iii� ensure that the number, range, and type of interac-
tions needed to fit and predict LDA energies is determined as
objectively as possible. Human subjectivity as to which in-
teractions are needed �e.g., concepts such as “locally com-
plete sets,” �Ref. 23� or cluster variation method aufbau-like
hierarchy that forces all subclusters if a given cluster is
used24� is avoided. In fact, the interactions that are identified






