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Fig.1 Electrostatic potential on the surface of dimethylnitramine

dimer!®!
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Fig.2 Intermolecular interaction and buffer of m-stacked struc-

ture against external mechanical stimuli in TATB crystal"””’
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Progress of Computer Simulation for Intermolecular Interactions in Composite Explosive

QIAN Wen, SHU Yuan-jie
(' Institute of Chemical Materials, CAEP, Mianyang 621900, China)

Abstract. Computer simulation methods such as quantum chemistry calculation, molecular mechanics, molecular dynamics and
dissipative particle dynamics were introduced. Its applications on different situations of interactions which exist in explosive dimer,
trimer and crystal, between different explosive molecules, explosive molecule and the additives, different additives and on the in-
terface were summarized. Future development of computer simulation for intermolecular interactions in composite explosive was
prospected, the improvement of accuracy and speed, the modification and development of molecular forcefield, and the actualiza-
tion of multi-scale simulation are considered as the hotspots of the research.
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