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摘要   在G3(MP2)水平上，通过对CH2ClFO的势能面(PES)上关键驻点的能量计算，共找到3种中间体，14
个过渡态，20种产物通道，并对氟氯甲醇(CHClFOH)及其异构体(CH2FOCl和CH2ClOF)
的气相解离机理进行了讨论。结果表明：四中心的1,2-HX(X=Cl,F)消去反应是氟氯甲醇的主要通道，

但对于其同分异构体，OCl和OF键断裂又是强竞争过程。 
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The theoretical study of the gas phase decomposition of fluorochloromethanol and its isomers
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Abstract  A series of key stationary points of potential energy surface (PES) for the CH2ClFO system has been 
calculated at G3(MP2) level. The calculations reveal three intermediaries, fourteen transition states and twenty product 
channels. With the stationary points, gas phase decomposition mechanism of CHClFOH is discussed. The four-center 1,2 
HX(X=F, Cl) elimination mechanism is dominant reacion channel for CHClFOH. But OCl and OF bond scissions might 
be competitive in the case of its two isomers.
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