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Table 1 Positional Parameters of Cation Sites of KKF1 (Kyy.aAlss (Slas, 1O Jut 323K

cation sltes whekoff notation z/a ¥ia zla
M, 161 0. 1554 0.1554 0. 1554
Mz 8o 0. 0250 0. 0250 0. @250
My 12¢ a. 6250 0. 4000 0. 5000
M, 12¢ 0.3185 0. 0000 0. 0a0o

a; oell parameter
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2.1 IR4E Lievens ] Mortier £ A N1 KKF1 ¥ R & XRD L EEXRHEC. SHFILENAEYN
FFRIERMR AL R E T, a AR B A S A F M R T
FrEE A ) BOR R A 8 0 . 245 R RO A RE BB M B L R R 2 SR B 1R 2 89
{1E. Lievens ZA B QC %t KKF1 GBI FAHRBATFS AR WABLE 2R
) K T 66 R B 7S 2 FR ISRV B HEE .

AL £ HEH 5 5 S SR AR R S AN R A Bl , Fih 2l A R E 5%

REREMBEMNABELROFTES. AWMRIALS Lievens AR £ N KEIR E 875 $ik
{8 :EBwi— Bue=—5. 10 kI/ mol; Euy— Evp= — 26.04 kJ/mol; Bui— Eme=— 13.15 kJ/ mol;
Wia=48. 33 kI/mol, FITHLLR K EBITH . BRT T & 2(c)f25 Lievens FAFLHI &
R, BN Pu i Pu @0 B E DB 5308 T I A9 P B 1R FF 106 Th 26 R 2K, P B 7
BB EE KB ERMNAR. FTEBSAL R, M AER S YR 50718 R A6
BEF T E KKF1 A B FR & T8,
2.2 HITBAXMKKFIBBE THUUMELEAFTFRHAREANSHEE: Bue— Bu=
95. 50 kJ/mol., Fus— Ewi=—10.73 kJ/mol, W ,=45. 6 kI/mol, W,;=0 56 kJ/mol, TTihH M.
B M UHNELERBETHRTORE T R4 TREREBE 7.(=323) LL{EM 2.5 INH:
Bua— By =2. BB(T/323) kJ/mol, AT {3 DU FPH RS T (2 5 HEHE Pl BRI E 2(04=. 5
TREECSILBRBAMERS.

TERETHEFANSEE

Tahie 2 Population Fractions of Cation Sites at Different Temperatures

323K 523K TZ3K 923K
Py 0. 341(5) 0. 29B(5)* 0.184(5)" 0. 13B(5»
L16F5) 0. 09B® 0. 151° 0.183% 0.199"

0. 0802 0. 1684~ 0. 164 2¢ 0. 1667

0. 3409 0. 2975¢ 0.1B8M 0.12564
Praz 0. 053(¢5) 0.061(5) 0, 018¢5)2 0. 014¢5)*
(Be) 0.013®% 0. 037 0. 464" 0. 081"

0. 0283 0. 0430¢ 0. 0691" 0. 0907+

0.013{# 0.0144¢ 0. 0238 0. 0581
Puas 0.928¢d) G 927140 0. 8924 0.86814)
(124} 0. 9950 0.931® 0. 8720 0. 790"

0. 9992 0. 9736¢ 0. 8876¢ 0. 8216°

0. 984914 0, 9605 0. 90740 0. 8638°
Pra 0. 402¢5)* 0. 48016)2 0. 438(5)" 0. 4901.5)"
(12Ze» 0. 683° 0. 641 0. 480® 0. 440°

0, 6979 0.6174° 0. 4827 0. 4477

0, 3724¢ 0. 4769¢ 0. 4605¢ 0. 4B2¢H

a.experimental data from ref[5J; b; calculated by quasi-chemical method[ 5]y
c; calculated by simulated annealing with all parameters Independent of temperature
d; caleulated by simulated annesling with Swa— Ewy=2. 68(7/323)2 % K]/ mal
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2.3 AHMESE EHETFZRAUEEMBEERRTEELHEAS ERUERFSER
BEEaEE REAERIML. BiEX KKF AR FAARE KB TRERERES T L,
TR ARARMEAFANFRERT — M RANER LB I RSEERIENZRBWERT
HFEHLRFLEER.
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SIMULATED ANNEALING STUDIES ON THE DISTRIBUTIONS
OF POTASSIUM IONS IN DEHYDRATED KFI ZEOLITE

Zhu Shuiping Jin Qinghua Li Bachui Wang Jingzhong Ding Datong
(Depariment of Physws, Nabm Unaersdy, Twnjm  300071)

Based on four constant parameters (the site energy differences Eye-Ew;=25. 50 ki/mol, Eua—
Ewi=—10. 73 kJ/mol and the potential energies of interactions between the cation pairs occupying ad-
jacent sites W ; =45, 60 kJ/mol, W,=0. 56 kJ/mol) and a temperature-dependent parameter Fy,-
By =2.68(7/323)%° kJ/mol, the equilibrium distributions of the exchangeable cations, K*'s, over
those four available cation sites in K 4Alss 4Sirs. sOppe are studied by the simulated annealing method.
The predicted variations of the site populated fractions as a function of temperature fit the experimental

data satisfactorily within the temperature range of 323-923K.
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