substance: \bOg
property: band structure: cluster calculations and data

No band structure has been reported. Calculations using the CNi@¥ad have been carried out on clusters
(VOp)°>2n n = 4, 5, 6, where — with reference to Fig. 1 — the n = 6 cluster is shown. The n = 5 cluster is derived
from this by renoval of O(2) to give an approriate square pyraid and in the n = 4 cluster the,@Q) atam is

also removed to leave an approximately tetrahedrafvion.

bonds, populations and energiekg in clusters n =4,5, 6
(from [77L])

Bond n==6 n=>5 n=4

population Eg [eV] population Eg [eV] population Eg [eV]
V- 0y(1) 0.438 -1.319 0.490 —1.244 0.518 -1.122
V- 0y(2) 0.121 —0.766 - - - -
V - 0y(1) 0.289 -0.975 0.296 —-0.915 - -
V —0x(2) 0.350 —-1.118 0.351 -1.035 0.370 —0.936
V - 0yx(3) 0.350 —1.103 0.351 —-1.035 0.370 —0.936

V-03 0.377 —-1.175 0.381 -1.119 0.420 —0.963
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Fig. 1.

V,0s. Crystal structure in perspective view [61B].

y.b

Z,C




	Back to start
	Symbols,abbreviations
	List of properties
	References:
	Fig. 1.

