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Fig.1 The optimized geometries of the reactant, transition state and product
(with 8-31G(d), bond lengths in nm, bond angles in deg.)

1} diflorosilacy clopropene; 2} transition state; 3} product
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Table | Total energies {a.u.) and relative energies (kJ mol™?!) of the species

Species Total eners. Rela. encrs.
RHF/6-31G(d) MP2/6-31G{d}//RHF/G-31G(d) RHF/6-31G(d) MP2/6-31G(d)//RHF/6-31G(d)
1 ~5i64.75195 -565.42053 0.0 0.0
2 064 . 59848 =505, 25087 402.93 421.51
3 -564.77619 ~56G5,.44062 364 5175
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Fig.2 Miilliken populations of the reactant, transition state and product with 6-31G(d)

The same number represents the same species as in Fig.1
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Fig.3 The potential profile in the isomer-
ization reaction of difluorosilacyclo-
propene
The same number represents the same

species as in Fig. 1.
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Mechanism of the Isomerization of Difluorosilacyclopropene

Hu Haiquan

(Department of Physics. Liaocheng Teacher's College, Liaocheng 252054)
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(College of Chemistry, Shandong University, Jiman 250100)

Abstract The isomerization of singlet difluorosilacyclopropene has been studied by using ab
initio method with 6-31G{d} basis set. The transition state with a 3-member cycle of this reaction
. has been obtained, and the trinsic reaction coordinate (IRC) calculation has been performed.
The barrier height is 421.81 kJ-mol=" (MP2/6-31G(d)//RHF /6-31G(d)} and the released energy
is 52.75 kJmol™! (MP2/6-31G(d)//RHF/6-31G(d]). The relative structure data of the reactant,
transition state and product have been given,
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