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Table 1: Molecular orbital energies and excitation
energies of Ta; 40, and Ta;Os(NH), in eV.

TaiOp  TaiOz  Ru(dpbpy)
(NH),  (COxCh
orbital energy
LUMO+1 —3.93 —3.84
LUMO —4.02 -3.97 —3.42
HOMO —8.16 =759 —6.18
HOMO-1 —8.20 -7.92
HOMO-2 —8.29 —8.18
HOMO-LUMO gap 4.13 322
Sy—S; excitation 4.02 272
energy (calc.)
Sy—S; excitation 3.87 248
energy (exptl.)
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