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Table 1 T.ennard-Jones interaction parameters used in this work

B (e/ku) /K a/nm
CH;—CH; 98.1 0.377
CH:—CH: 47.0 0. 393
Cll;—0 80.0 0. 360
ClL,—0 28.0 0. 360
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Fig. 1 Localization ol n-pentane molecules in MTW,MFI,
MEL zeolites
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Fig.3 The adsorption isotherms ol n-pentane in MFI

zeolites at dillerent temperatures
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Fig, 4 The adsorption isotherms ol n-pentane in

MTW,MFI,MEL zcolitcs
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Molecular simulation study on the adsorption
characteristics of n-pentane in the ZSM series zeolites

CHE Xiao-jun ,LI Yi-mei ,ZHOU Yong ,SUN Wei
(TTubei Key Laboratory of Novel Chemical Reactor and Green Chemical Technology s
Wuhan Institute ol Technology. Wuhan 430074, China)

Abstract: Grand Canonical Monte Carlo (GCMC) simulations and Configurational-Bias Monte Carlo
(CBMC) simulations have been used for investigating the adsorption properties of n-pentane in ZSM
series zeolites, such as MEFI(ZSM-5) , MEL (ZSM-11) and MTW (ZSM-12). The simulated isosteric
heat ol adsorption was in good agreement with the experimental data reported in literatures and the
relative error was 1. 8%5. Based on these facts, other properties such as isosteric heat of adsorption,
Henry's law constants, adsorption isotherms, potential sites of adsorption were predicted. The
adsorption isotherms were described by the dual-site Langmuir equation and the parameters in dual-site
Langmuir mode obtained.

Key words: n-pentane;adsorption;zeolites; molecular simulation
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