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Bond lengths (A)
Cu-S 2.314/2.192
C-S 1.807/1.815 L L L L
Bond angles (deg) 45600 45800 46000 46200
Cu-S-C 103.33/107.13 Wavenumber (cm™)

C-S-C 99.11/100.77

Cu-S(CH,), CH,SCH,
obs. calc.(MP2/B3LYP) obs.

ion vib. freq. (cm™)

Cu-S bend (24a”) 148.6/145.0
Cu-S bend (13a”) 160 157.9/157.9
CH, torsion (23a") 174.2/180.3 175
CH; torsion (12a”) 196 196.5/190.2 183
C-S-C bend (11a) 252 254.1/250.2 271
Cu-S stretch (10a”) 337 332.9/321.1

L.P. (eV) 5.643 5.286/5.750

I.LP. 1.P.(Cu)" (eV) 2.084 1.960/2.288
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