{22224 200361 (8): 1192-1196 ISSN: 0567-7351 CN: 31-1320/06

OCIO5 OH Js [ A1 2 1) #7148 BF 5

AR, 75 75 A0 00 U 26, A DRk 3 R, 2RI
RAGITIE R A% 1 2 2 Bt Th REAA R 25 T

WA EH RO Mgiokm a8 20

2 % EZ RB3LY P-311+G~(* *) R L FAHOCHIE 5 /% CCSD(T)/6-311+G~(* *)
JIERES T OCIOS OH R MMM, WFAE IR 1% RN 4o, HILRS RIBfRss 5 sl /i,
BABFIIYFY), 4 HWAHHOCI+0_2, HCI+0_3,CIO+HO_2f1 HOCIO 2 )\ft & &, JEHOCI+O_2

FIHCI+O 3l A ST, 1B CIO+HO 238 & 7E 5 J1 2% R i AR o
HEE TR HIESER KER A4S REHLE

e 0621

Theoretical Study on the Reaction M echanism of OCIO with OH
Zhao Min,Pan Xiumei,Liu Pengjun,Sun Hao,Su Zhongmin,Wang Rongshun
Institute of Function al Material Chemistry, Faculty of Chemistry, Northeast Normal University

Abstract The reaction mechanism of OCIO with OH has been studied using the B3LY P/6-311 + G* * and the high-level
eectron-correlation CCSD(T)/6- 311 + G* * at single-point. The results show that four products of HOC! + O_2, HC1 +
0O_3, CIO + HO_2 and HOCIO2 can be obtained by association, H-shift and dissociation. In view of energy, the channels
toyield HOC1 + O_2 and HC1 + O_3 are more favorable, but the route to products CIO + HO2 is kinetically most
difficult.
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