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Theoretical Study on Estimation of Weak Coordination Bond between Various Ligands
and Zn”*, an Essential Element in Biological Systems

YASHIRO Morio ' and HIRAGA Minako

Zn?* complexes with various ligands were studied theoretically by using Density Functional

Theory (DFT) or Hartree-Fock (HF) method.

DFT calculation using 6-311G(d) or

6-311G+(d) basis set was found to be suitable in order to conduct structure optimization for a

Zn?+ complex.

Strength of the coordination bond was found to be estimated by the bond

length in the optimized structure, and by increase in energy when the length of the

coordination bond was forced to increase.

strength of a coordination bond were discussed.
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