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The results of testing of a set of quantum-chemical methods for calculations of electron affinity of
amino acids and active sites of hemoproteins are presented. Semiempirical PM3 method is the best for
amino acids and ab initio DFT PBE 6-31G* one is the best for iron-containing structures. The amino acid
tryptophan has the maximal value of electron affinity. There is no common method for description of elec-
tron affinity of complex biological macromolecules (like hemoproteins, which contain both amino acid
residues and hem structures).
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