substance: MoQy
property: electronic properties: calculated cluster energies

No band calculation has been reported. Am-célculation on an ideal octahedral MgO cluster gives the
following energy levels (given in Ry)

E -0.117 orbital: 434 (Mo5s)  although the 78B
-0.181 3g (Mo 4d) qualitative
—0.308 23y (Mo 4d) ordering of
-0.374 iy (O2p) these levels
-0.381 4, (0O2p) isvery
—0.396 13, (O 2p) reasonable
-0.432 3ty (O 2p) the predicted
—0.475 33g (O 2p) bandgap
—0.488 133 (O2p)  (O(2p)-Mo(4d))

—0.495 2g (02p) isfartoo low
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