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Dynamic simulation on the interfacial interaction between
GAP matrix and Al filler

Liu Chun Zhao Yu Xie Wuxi Liu Yunfei Huang Haitao Zhang Wei Zhang Xiaohong
(Xi’an Modern Chemistry Research Institute, Xi’an 710065)

Abstract Molecular dynamic simulation was performed to investigate the interaction mechanism between
glycidyl azide polymer (GAP) matrix and aluminum (AD filler.From MD results,it was found that the binding energy
between GAP and Al(111) crystalline surface was 753. 00kcal/mol, stronger than GAP/Al(200) composite system
(710. 67 kcal/mol) , The radial distribution function analysis showed that the interfacial bonding of GAP and Al largely

attributed to van der Waals interaction between azide groups of GAP molecules and Al atoms, in the meanwhile,

hydrogen bond interaction between H atoms of GAP molecules and Al.
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