Dear JSCS Editor(s), 

The present manuscript is a theoretical study on new high energy density materials (explosives and propellants). The detonation velocity, detonation pressure, specific impulse as well as impact sensitivity were investigated (using empirical methods and thermochemical code) for four types of nitrogen-rich heterocycles substituted with nitro, nitramine and trinitromethyl explosophoric groups. The results show that some of these derivatives are equally performant but less impact sensitive than current military explosive such as RDX and HMX. Moreover, some derivatives show detonation performance better than HMX. It is concluded that these materials can be potential candidates for future energetic material systems.
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