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fed to it. The ensuing HF formation enthalpies are shown in
Fig. 2�b�. The lowest-energy structure of Na3N is now the
Li3P structure type. Notably, the order of stability is very
different in Fig. 2�a� �electrostatics� and Fig. 2�b� �Hartree–
Fock� �e.g., see the energy order of the Al3Ti and Li3N struc-
ture types in �a� versus �b��, reflecting the limited ability of
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