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Ab Initio Calculation of the Effective Potential
of Dichloro-Zirconocene Complex
Huang Yishen Wu Jihuai

(College of Chem. Eng., Huaqgiao Univ., 362011, Quanzhou)

Abstract  The electronic structure of dichloro—=zirconocene complex is calculated by adopting Barthelat's ab i—
nitio calculation of the valence electron of effective potential. The following three points can be seen from the
results. Firstly, the complex has an energy of — 1. 674 4><10"'® J in its highest occupied molecular orbital.
which is chiefly composed of p: orbital of two chlorine ligands; and an energy of 3. 268 310" J in its lower—
most unoccupied mdecular orbital, which is chiefly composed of orbitals d,, and d,. of the central metallic Zr
atom. Secondly, the complex has its charge distribution as follows: Zr1. 7821; CI(1) — 0. 3966, C1(2)- 0.3966;
Cp(1) = 0.4944, Cp(2)- 0. 4944. Finally, the com plex shows its bond order as follows: Zr— Cl 0. 3103, Zr—
Cp— 0. 1942.
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