substance: FeO (Fg_0)
property: band structure

Band structure calculations; [72M, 78K]. Results cmpared to photoenission data [75E]: Fig. 1. Substantial
overlap between the d-orbital energies and the O 2p band is evident. A local cluster calculatiog!enhasO
also been reported [76T] (see Fig. 2). The qualitative conclusions aren#ar to the later band calculation [78K]
with the g, (I25) lying below the O 2p valence band edge.
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Fig. 1.

FeO. Band structure showing (a) Hartree-Fock data, (b) self-consistent calculation with correlation, (c) non-self
consistent calculation, (d) experimental density of states from photoemission spectroscopy data [75E].
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Fig. 2.

FeO. One-electron unrestrictedrXluster calculation on Fe®-[76T]. Shown are the electronic levels of an
FeQs10- cluster and the free-atom energy levelg,: orbital energy. For discussion of cluster method, see
[72S].
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