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Figure 1. Molecular structure of carbones
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Table 1. Theoretical and experimental eV of the HOMO, HOMO-1 and proton affinities

(PA) of 1 and Carbodichalcogenuranes C-E.

Eonset HOMO®  HOMOP!  HOMO-1P  First PAM Second PAM
[V] [eV] [eV] [eV] [kcal molY]  [kcal mol™]
1 -1.04 -3.76 -4.58 -4.73 301.1 208.3
C -0.45 -4.35 -5.26 -5.56 278.8 182.2
D -0.73 -4.07 -5.08 -5.32 288.0 184.4
E -0.92 -3.88 -5.09 -5.36 287.1 187.0

[a] Experimental values. HOMO energy level were calculated using the following equations!:
HOMO = [Eo¢t, + 4.8] eV, where E™*,, is the onset of the first oxidation wave. [b] Theoretical

values.
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