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Abstract

Ab initio Hartree-Fock-MO calcns. on S2C:C(CN)22- revealed that the neg. charge is
located to nearly equal amts. on the terminal S and N atoms. Influences on the electron
binding energy of the S 2p and N 1s level of Coulomb effects in ionic crystals and
substitution effects in derivs. of S2C4N22- were studied qual. using XPS.



