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运用MOPM3方法计算了硝化甘油（NG）与高分子黏结剂聚乙二醇（PEG）、端羟基

聚丁二烯（HTPB）、缩水甘油叠氮基聚醚（GAP）、3叠氮甲基3甲基环氧丁烷

聚合物（AMMO）和3,3双（叠氮甲基）环氧丁烷聚合物（BAMO）的混合模型体系

的几何结构（聚合度n=1,2,3,4），由色散能校正电子相关近似求得其分子间相互作用

能(ΔE)。结果表明，当n＝4时，5个混合体系的相互作用能为-49～-60kJ/mol。除GAP和
BAMO以外，当n值增大时，混合体系的相互作用能增加。混合体系中，两个子体系的

原子  

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oxetane(AMMO) and poly

(3,3bis (azidomethyl)oxetane) (BAMO) were optimized by the semiempirical 

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

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 

[1]范晓薇,居学海,孙小巧,等.硝化甘油与高分子黏合剂混合体系相互作用的理论研究[J].火炸药学报,2009,(3):46‐49.  

 FAN Xiao wei,JU Xue hai,SUN Xiao qiao,et al.Theoretical Studies of Interreaction of Complex System NitroglycerinPolymer 

Binder[J].,2009,(3):46‐49. 

硝化甘油与高分子黏合剂混合体系相互作用的理论研究( )

Title: 

作者: 

Author(s): 

关键词: 

Keywords: 

分类号: 

DOI: 

文献标志码: 

摘要: 

Abstract: 

导航/NAVIGATE 

本期目录/Table of Contents 

下一篇/Next Article 

上一篇/Previous Article 

工具/TOOLS 

引用本文的文章/References 

下载 PDF/Download PDF(4812KB) 

立即打印本文/Print Now 

导出 

统计/STATISTICS 

摘要浏览/Viewed  

全文下载/Downloads  

评论/Comments  

 

656

289



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