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10 [O ]= Batch Data Exchange Service, D O O OO 0O 0O O;
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10 These parameters represented the influence steric effect on BDEs.
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200 Therefore, for small-and medium-sized molecular system of azido compounds with
removing azide groups, MP2/ 6-31+ G method well be a reliable method to calculate the

BDEs.
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30 On the basis, utilizing Visual C++ programming language, a knowledge based Brake
Design Expert System ( BDES) was developed primarily.

0000000 Visual
c++JudnpbgobuogboboobboubodobbodsbESO O

4[] The results showed that the order of X-H BDEs was O-H> N-H> S-H.
O0000X-HBDEsO OO O O-H>N-H>S-HO

500 The NBO analysis revealed that the C-H BDEs of hydrocarbons were dependent on
the hybridization of the parent compound, the hybridization of the radical, and the spin
density of the radical. A good quantitative relationship among BDEs and the three
parameters was found.
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