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Quantum Chemistry Research for the Silicyl Alkene Produced by Addition Reaction of
Disilyne with Hydrogen

BEI Yi-Ling*, ZHU Chen-Fu

(School of Chemistry and Chemical Engineering, Shandong University, Jinan 250100)

Abstract The mechanism of the addition reaction of disilyne and hydrogen has been studied by using ab initio calculation

of quantum chemistry and density functional theory. All of the structures of the stationary points on the reaction
channels such as reactants, transition states and products have been optimized at B3LY P/6-311G** level; the vibration
frequencies and zero-point vibration energy have been a so calculated and analyzed to determine the redlity of the

transition states. The total energies of the matters were given by the method QCISD(T)/6-311G**//B3LY P/6-311G** and

corrected with zero-point energies. The computa-tion indicated that the stable silicyl alkeneis produced by the addition

reaction of silicon alkyne and hydro-gen. Thermodynamics and dynamics computation indicated that the reaction process

is exothermic, has an entropy reduction and spontaneous tendency, and the extent of reactionis large.

Key words disilyne addition reaction density function transition state reaction channel

DOI:

T REIfE
AIAE B
¥ Supporting info
F PDE(217KB)
F[HTML 4= 3] (0KB)
F 2% R
ik 55 5 I ot
kA SCHERF 45 TR
b IR TIAR
BT H] ERE A
F IR
* Email Alert
b S A5
b 0 R A5
KA B
FORTIHR A CRERLY Y AHCCE
WA A A DG S
- Dk

HIEE %4 beiyiling@yahoo.com.cn




