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Structures and Molecular Surface Electrostatic Potentials of

High-Density C, N, H Systems
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SUMMARY

We suggest that the high densities found crystal-
lographically for 1-3 can be attributed to their relatively
small molecular volumes and the strong intermolecular
attractions arising from the highly varying electrostatic
potentials on their molecular surfaces. Structures 3 and
4 can be involved in tautomeric equilibria with diazides,
and in the gas phase, 3 is 5.2 kcal/mole more stable as
the diazide, although in the crystal it exists only as the
tetrazole. In the dinitro derivative of 3, the energetic
preference for the diazide tautomer is greatly enhanced,
indicating that its usefulness as an energetic material is
open to question.
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