Theories and Applications of Chem. Eng., 2007, Vol. 13, No. 2 1499

sl 3fo] =8| o) E 9] 424 cage occupancy®l| tE
TALEA}

AE, o]t
S ate}7] 4]
(tylee@kaist.ac.kr*)

HE T AFAREA to] o] EE o] -5k WH o] F2HE AL Qe VT FA ] AEEE
Srotl7] Jal A 7} caged 429 occupancy s #2387} Stk Cage occupancy & &ot
H7] 95t 26 A1 o] A RAL} = AT Cage frameworks &3 8= =49} o] 725
A8 35+ tetrahydrofuran (THF) ol o g} isothermal-isobaric Monte Carlo XA =33
3931, A% cage framework= rigid body® Fal oo thdk 42| cage occupancy=
grandcanonical Monte Carlo ZAFS &3l Golr k. 7; 9144712 van der Waals?} A4 7] A
& 282 Lennard-Jones H &1’'3 7} Coulomb HEIA Edlof o35} Al4k= ok THE B8-S WA
SR 71HA] HALE G838t A3} A7g=Fe] THE olslol| A= cage T-2E X814 %-38}aL, o]

w2} 49] cage occupancy = dA 3] SolA] = AS G5t

S O|EH E& H137 A2s 20075

]
5
0y
5





