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Table 1 The minima and their positions of eleckrostatic potential in @ cage

No. E/ klomol™"  Dijum  D2/um  No. E/klmol™  Dl/nm  D%¥/nm
25 0 1925 0,120 0,325 49 0 -1935 0.121 0.390
26 0 1073 n.120 .33 50 0 ~1989 0.120 0.390
27 [ 20006 0,120 1332 i} | ) 20146 0.120 0.389
28 £y 1976 121 (.332 55 ) 1951 120 0387
29 0 2023 (119 330 56 8 1072 0.121 0.387
an #] 1954 121 0.329 T 0 1028 0.120 0.381
11 0 2012 (.120 0.327 HE. 8] 1911 0,120 0,382
iz 0 2041 (120 .332 50 ) 1012 0.121 (1.392
34 0 - 2020 1,120 1,391 1} 8 1931 (.124) 0.391

Note: No, the specified oxygen atom nnmber; £, the electrostatic potentinl value at the
minimumng Dy, the distance between the minimnm and the specified oxygen atom; Da, the

distance between the minimmm and the center of # cage.
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The 5tudy of Non-framework Cation Position in Zeolite Model
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Abstract In our previous article, we simulated the positions of Al atoms in zeolitic framework.
After some Al atoms replace 51 atoms, the charge compensating ions will be introduced. In zeolite
faujasite these ions are composed of Na and Ca ions. The interaction between the ions and frame-
work are mainly of the electrostatic character, In this paper we caleulate the electrostatic potential
distribution of the basic structural framework of fanjasite. We also siiulated the positions of Nat
in deliydrated Na-fanjasite based on the changes of the clectrostatic potential distribution when

the Na atoms are added.
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