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低聚乙烯链在碳纳米管侧壁上的图案化吸附 

刘佳, 赵莉, 吕中元, 李泽生 

吉林大学理论化学研究所, 国家理论计算重点实验室, 长春 130023 

摘要： 

本文利用经典动力学模拟, 在纳米尺度上对低聚乙烯链(PE)在含有异质结的CNTs上的吸附进行了研究. 模拟计算结

果表明, PE链在CNTs侧壁吸附所形成的构象与它和CNTs的尺寸匹配度有很大关系, 仅当PE链与CNTs的尺寸相匹

配时, 才能形成规整的图案化构象, 成为良好的自组装结构. 这对纳米尺度的图案化控制很有意义. 
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Patterning Adsorption of Polyethylene Oligomer on the Side-wall Carbon 
Nanotubes

LIU Jia, ZHAO Li, LÜ Zhong-Yuan, LI Ze-Sheng*

State Key Laboratory of Theoretical and Computational Chemistry, Institute of Theoretical Chemistry, 
Jilin University, Changchun 130061, China

Abstract: 

The patterning adsorption of the polyethylene oligomer(PE) on the side-wall of carbon nanotubes(CNTs) 
composed of CNT(5,5), CNT(10,0) and heterojunction was researched using the classical molecular 
dynamic simulation. The configuration of the PE chains on the side-wall of the CNTs depended on the 
dimensional matching of PE and CNT mostly. The patterning adsorption was presented when the length 
of the PE chains and the pure CNT part matched. 
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