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Study on Designing Synthetical Routes of Energetic Materials

Applying MDL Chemical Reaction Database

LI Hai-bo, NIE Fu-de, HUANG Ming
(Institute of Chemical Materials ,CAEP, Mianyang 621900, China)

Abstract. The basic principle and technology approach that applying MDL chemical reaction database

software and computer aided design system in the synthetical routes of energetic materials are expounded.

Based on the SGI graphic station, applying the ISIS operation platform software and MDL chemical reac-

tion database software, we designed the synthetical routes of RDX and a kind of dummy energetic materi-

al. It is proved that the MDL chemical reaction database software is viable and effective in designing the

synthetical routes of energetic materials .

Key words: computer aided design ; synthetical route ; computer chemistry; energetic material ; dummy

synthesis; MDL chemical reaction database



