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The ruthenium(1I) and ruthenium (III) complexes [Ru(bpy)(PHs)(~-C=CCeH,NOo-p)CI]™ [bpy=2, 2’ -bipyrid-ine; m=0(1),
+1(17)] are investigated theoretically to explore their electronic structures and spectroscopic propert-ies. The ground-
state geometry structures of 1 and 1" are optimized by the DFT method (B3LYP). The calculated geometry parameters are in

agreement with experimental values. Absorption spectra for complexes 1 and 1° are predicted at the TDDFT/B3LYP level.
For complex 1, the low-energy absorptions have a mixed MLCT/LLCT character, whereas that of 1" is LMCT nature.
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