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Pseudopotential ab initio Study on Methyl Halides

Geng, Zhi—Yuan™ Wang, Yong—Cheng Wei, Tong—Shi

(Department of Chemistry, Northwest Normal University, Lanzhou, 730070)
Abstract

The relativistic effective core potential ab initio was used on CH,X (X=F, Cl, Br, I). It is
found that the s—bonding increases and z—bonding decreases by degrees between the C and X
from CH;F to CH;l. The photoelectron spectra of CH;X were assigned.



