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Micrgpor

Diff usivity of benzene in B zeolite: Kinetic Monte Carlo simulations

CHEN Biao-hua

(Key Lab of Scdence and Technology of Controllable Chemica Reactions, Ministry of Education,
Beijing Univerdty of Chemica Technology , Beijing 100029 , China)

Abstract : Kinetic Monte Carlo (KMC) smulations were performed in order to study the diffuson behavior of
benzene moleculesinf zeolite, and the S mulation results were compared with those obtained us ng the Maxwell-
Stefan (M-S equations which describe surface diff uson in aporous matrix. During the Smulations, various par
rameters were introduced in order to calculate the intermolecular interactions. The results show that the M-Se
quations can describe the diff uson behaviorsinf3 zeolite very well. In particular , the occupancy dependencies of
M- S diffusvitiesin the KM C smulation are condstent with the M-S equations given appropriate choice of thein
teraction factor f. Furthermore, the presence of an attractive effect on the adsorbate moleculesin large pore zeo-
litesis clearly demonstrated.
Key words: B zeolite; diffusvity ; Maxwell- Stefan equations; Kinetic Monte Carlo (KMC)



