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The molecular dynamics method and COMPASS force field were adopted to
simulate adsorption energy and mechanical properties of the interfaces
constructed by HTPB, bonding agents and crystal faces of Al and Al203. The
results show that the adsorption energy of bonding agents on Al203 crystal is
more than that of HTPB on Al203 crystal, while the adsorption rule on Al crystal
is not distinct. The adsorption energy of bonding agent(TEA) and HTPB on Al203
crystal faces is far more than that on Al crystal faces. The (001) surface of Al has
the greater adsorption energy than that of (011) surface, while the (010) surface
of Al203 has the greater adsorption energy than that of (001) surface.The higher
the adsorption energy, the better the mechanical property. The effect of



bonding agents on mechanical properties (tensile modulus) of adsorption system
decreases in the order: TAZ~TEA~MAPO . HAC>~MAPO~HX 752.
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