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Fig. 1 Thermal initiating decomposition reaction
for tetrazole derivative and their metal complex
(M. metal atom, R substitute group)
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Theoretical Identification for Impact Sensitivity

—from Thermodinamic Judge to Kinetic Judge

XIAO Ji-jun', LI Jin-shan’
(1. Institute of Chemical Engineering, Namnjing University of Science and Technology, Nanjing 210094, China;
2. Institute of Fluid Physics, China Academy of Engineering Physics, Mianyang 621900, China)

Abstract. The theoretical judges of relative magnitude of impact sensitivity by means of quantum-chemi-

cal calculations for a series of explosive compounds have been reviewed, including the principle of the

smallest bond order, the principle of the easiest transition for electron, and specially the kinetic judge —

the activation energy of the initiation thermodecomposition reaction. These judges were compaired for

their advantages, shortcomings and their application range.

Key words: monomer explosive; impact sensitivity; activation energy of thermodecomposition reaction

bond order; energy level of frontier orbital



