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Theoretical Study on the Electronic Structure Properties for Disulfur
Dichloride Molecule under Electric Fields

WANG Yuping', GENG Zhenduo®, ZHANG Yi*, XU Guoliang®?, ZHU Zunlue®

(1. College of Physics and Electronic Engineering, Xinxiang University, Xinxiang 453003, China;
2. College of Physics and Electronic Engineering, Henna Normal University, Xinxiang 453007, China)

Abstract; The influences of the electric fields on the geometric structure parameters such as bond length, bond angle,
dipole moment and the molecular vibrational spectra of S,Cl; molecule are studied using density functional theory with B3LYP
at the aug-cc-pVTZ basis set level. It is shown that the length of SS bond gradually lengthen, however the data for SCI bond is
shorten, at the same time S, Cl, molecular polarity strengthen with the increase of the field strength. The effects of the electric
field on the frequency data and intensity for different vibration mode of S,Cl, molecule present the specific distinction. The
function of external electric fields can be used to obtain certain vibration spectra of S;Cl, molecule.
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