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Abstract: Geometrical structures of the supermolecular systems of nitroglycerin (NG) with

polyethylene glycol (PEG), hydroyl terminated polybutadiene (HTPB), glycidyl
azide polymer (GAP), poly(3 azidomethyl) 3 methyl
(3,3

molecular orbital theory PM3 method. Binding energies, after corrections for

oxetane(AMMO) and poly
bis (azidomethyl) oxetane) (BAMO) were optimized by the semiempirical

dispersion energies, were approximately obtained. The binding energies of five
complex systems are -49kJ/mol to -60kJ/mol as polymerization degree n=4. When
the polymerization degree increases, with the exception of NG with GAP and
BAMO, the strengths of the intermolecular interactions of complex systems

increase. In the complexes, the shortest intermolecular contacting distances



between two submolecules of the complexes are 0.270nm to 0.340nm.
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