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Prediction of binary diff usivities in MFI zedlite

ZHANG Zhou LIU Hui

(The Key Lab of Science and Technology of Controllable Chemica Reactions, Ministry of Education Beijing Universty of
Chemica Technology , Beijing 100029 , China)

Abstract : The present paper reports kinetic Monte Carlo (KMC) smulations of diff uson of sngle component
and binary components in dlicalite. Comparing the results with Molecular Dynamics (MD) smulation results
and Maxwel-Stefan (M-S formulation, it is demonstrated that the predictability of KMC is sendtive to the
jump frequency and the reasonable s mplified zeolite lattice. If the right jump frequency and the reasonable Snr
plified zeolite lattice are obtained for dngle component , they can be directly used in 9mulation of a multicompo-
nent system.

Key words: kinetic monte carlo (KMC) ; dlicalite; single component and binary components; diff uson
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