Chinese Journal of Chemistry 2007 25 (02): 145—148 |SSN: 0567-7351 CN: 31-1320/06

Full Paper

RERECMEMNZ S H ST

WA, X, T

JERTIm R A 22 e, JEIX 100875

WOk H 1 2006-5-24 14151 H 31 2006-10-20 13 4% Ji & A H 31 2007-2-9 52 H 1

2 RSO SE AR I SCRITVARIT I T N A S A 2484 AL B TOHLEL . RALILIEN(S))
FURBOR S K UTIRL, TR IO R BT ) 4T WO RELLAES ), T FIT &34 AE i (PES)
B S B TS R W T ORISR B, i R EAET  FRE T L A R B EE

REEW RIS E Dik 2 CASSCF
R

Multireference Calculation of the Photodissociation of Benzyl Chloride

CAO Jun, LIU Ya-Jun*, FANG Wei-Hai*
College of Chemistry, Beijing Normal University, Beijing 100875, China

Abstract The photodissociation mechanism of benzyl chloride (BzCl) under 248 nm has been investigated by the
complete active space SCF (CASSCF) method by calculating the geometries of the ground (So) and lower excited states,

the vertical (T, ) and adiabatic (TO) excitation energies of the lower states, and the dissociation reaction pathways on the
potential energy surfaces (PES) of S, T, and T, states. The calculated results clearly elucidated the photodis-sociation
mechanism of BzCl, and indicated that the photodissociation on the PES of Tl state is the most favorable.
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