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Cl+H2 reaction dynamics from quasiclassical trajectory calculation using symplectic algorithm

Shen Changsheng,Wu Tao,Ju Guanzhi,Bian Wensheng

Nanjing Univ, Coordinat Chem State Key Lab.Nanjing(210008);Nanjing Univ, Dept Chem.Nanjing(210008); Shandong
Univ, Inst Theoret Chem. Jinan(250100)

Abstract The reaction cross sections, the product energy partitioning, angular distribution, and the product internal state
distribution for the CI+H2 reaction have been calculated and discussed by quasiclassical trajectory (QCT) method with
symplectic integral on a new three-dimensional ab initio potential energy surface (PES), named as mBW?2 PES. The
effectivity of the trandational, vibrational ,and rotational energiesis also compared for Cl+H2 reaction.
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