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摘要   本文计算了温度范围在300-1500K, CH4→CH3.+H.的分角反应中, 过渡态CH3...H的平均键长、

频率因子、活化能及反应速率常数, 计算结果和实验结果符合得很好。 
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Method of the semiclassical statistics for unimolecular reactions to form two radicals I. 
decomposition of CH4 to CH3. and H. 
DIN SHILIAN,DENG CONGHAO,WANG ZEXIN

 

Abstract  In the temperature range of 300-1500 K, the average values of the crit. bond lengths of transition states, the 
frequency factors, the activation energies, and the rate constants for the chem. reaction CH4 ?CH3. + H. was studied. 
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