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Dynamic Structure of S, State of Benzophenone (BP)
WANG Yong , WANG Hui-gang
(School of Sciences, Zhejiang Sci-Tech University, Hangzhou 310018, China)

Abstract; This paper obtains the UV absorption spectrum of benzophenone in different solvents; stud-
ies electron excitation of BP A-Band and Franck-Condon regional structural dynamics with Density Func-
tional Theory and resonance Raman spectrum; obtains based on B3LYP/6-311G (d, p) calculation level
that A-Band electron transition type is S,-S, and transition subject is 7—>=". A-Band resonance Raman
spectrum identifies the fundamental frequency, overtone and combination tone of five vibration modes, a-
mong which those of vs (C=Q0 stretching vibration) and v; (stretching vibration of ring) make the greatest
contribution to Raman spectral intensity, indicating that S, excited state structural dynamics of BP mainly
develops along reaction coordinates such as C= O stretching vibration and stretching vibration of ring.
This paper also investigates the influence of solvent effect on the intensity mode of resonance Raman spec-
trum. The result shows that, with the enhancement of solvent polarity, C=0 stretching vibration has red
shift phenomenon.

Key words: benzophenone; UV spectrum; electron transition; excited state structural dynamics; Den-

sity Functional Theory; resonance Raman spectrum

(REHSE: TEIL)



