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辛准经典轨迹法研究Cl+H2反应  
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摘要   用辛准经典轨迹法模拟了Cl+H2反应在mBW2
势能面上的动力学行为。研究了各种初始条件下的反应碰撞截面，产物的能量分配，

角度分布和态分布。另外，我们还比较了反应物的三种能量形式(平动能，转动能和振动能)对反庆的有效性。 
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Cl+H2 reaction dynamics from quasiclassical trajectory calculation using symplectic algorithm
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Abstract  The reaction cross sections, the product energy partitioning, angular distribution, and the product internal state 
distribution for the Cl+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 mBW2 PES. The 
effectivity of the translational, vibrational,and rotational energies is also compared for Cl+H2 reaction.
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