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Table 1.
computational methods.

Ionization energies (eV) of thiophene, pyrrole, furan monomers evaluated by experimental and

Exptl RHF GF2-F12 PBE PBE B3LYP B3LYP oB97X-D  ©wB97X-D
(KT) (ASCF) (KT) (ASCF) (KT) (ASCF)
Thiophene 8.86(2) 8.965 8.914 5.802 8.917 6.610 8.914 8.669 9.369
Pyrrole 8.207(5) 8.128 8.256 4976 8.229 5.785 8.212 7.833 8.219
Furan 8.88(1) 8.730 8.961 5.544 8.884 6.383 8.887 8.443 8.890
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evaluated by various methods as a function of the
inverse of number of monomer unit (n).
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