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Fig. 19 Definition of the coordinate system

for cyrindrical pore.
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Fig. 20 Adsorption potential energy within
silicalite pore as a function of the dis-
tance (o) from center of the pore.

Up=A/d® ;
A=6mc®(a; )/ (d;/2;+a,/X;)
M
Ug=B/d} (8)
Up=—q" lay+ (7/3) » (Bcos’¢~1))/24*
(9)
Ug=q+*Q+ (3 cos’¢—1) /24" (10)

T, m:BTOEER, ¢ :X&E, o 5R,
X BHEER, B RRAEK, ¢ HhFA EM,
Q : BENTOMNERBTFE—2V b, 1 HEBRD
B, ¢ BEDTOERA @GR, 4 1 AFA
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Fig. 21 Definition of the coordinate system
for CH4-ZSM-5 adsorption systems.

Ur=Up+Ug +Up+Uq+Upye (1)
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BEOANRHOFITH S, K221 /NSOAFA Y
LiN) 2K U ZSM-5 DEST, LHADIZIES
BEEDOERF Y Y e VER-TWBY, #FAVE
FicBIMEDI DD, BEYA b ERERKSEDLY
BRI ->TVE, K23RAEVAFZY (Csh)
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T, BEY A FEAESAERLTEZ 20BN
T %,

ETAT, ERBRUIcESBEHETRD SN/ UL D
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Fig. 22 Potential energy maps in different cross sections perpendicular to the
pore z-axis: CH,-LiZSM-5; potential values in kJ-mol~! are given in
the map.
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Fig. 23 Potential energy maps in different cross sections perpendicular to the
pore z-axis: CH,-CsZSM-5; potential values in kJ-mol~! are given in
the map.
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Fig. 24 Three dimentional trajectory of the
position of the true potential mini-

mum.
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Fig. 25 Comparison between the obserbed

heats of adsorption and the calculated
heats of adsorption; a) CH4-ZSM-5,
b) D,-ZSM-5, c¢)N,-ZSM-5, d)O,-
ZSM-5; @ :observed, O : calculated
(isolated cation model), O : calculated
(taken into account the ZSM-5 pore).
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degree cm~!
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