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Abstract

In this paper, the reaction of small molecule C;H;+0,—CH:+CO: is researched at the level of
B3LYP/6-31G(d,p), using the method of quantum calculation, and the structures of reactant, tran-
sition states, intermediates and products, as well as the vibrational modes are gained. The cha-
racteristics of each structure in the reaction process are compared and analyzed. The reaction
process is confirmed by IRC analysis, and the reaction barrier is obtained. At last, the charge dis-
tribution characters of each structure is analyzed.
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Figure 1. The structure of each molecule in the reaction process
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Figure 2. The change curve of bond length
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Table 1. The bond angle and dihedral angle of the intermediate the transition state
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Z£60504C 166.2 116.6 76.6 168.1
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Figure 3. The vibrational modes of transition state
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Figure 4. The curve of reaction potential energy
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Figure 5. The distribution of Mulliken charge
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