Zr15[S04]12.604[OH]35 s[H20133 hP966 (176) P63/m —ih*'

Zir1304(OH);358(SO4)12.6°33H,0 [1]
Structural features: Zr;304(OH)358(SO4)12.6(H20)16 units consisting of eighteen interconnected ZrO; and
Z1Og polyhedra (H ignored) sharing vertices with surrounding SO, tetrahedra; partial disorder SO,/20H.

Squattrito P.J. et al. (1987) [1]
H70.900127.06512.55Z115
a=3.3779,c=1.7522 nm, c/a = 0.519, V=17.3144 nm’, Z= 6

site. Wyck. sym. x y z occ. atomic environment

S1 12i 1 0.0098  0.2279  0.1213 tetrahedron O,

02 12i 1 0.0149  0.3689  0.0902 single atom Zr

03 12i 1 0.0206 0.1996  0.1741 single atom S

04 12i 1 0.0254  0.5009 0.097 single atom S

05 12i 1 0.0525 0.2631  0.0854 single atom S

(OH)6 12i 1 0.0571 0.4474 0.1617 non-coplanar triangle Zr;
M7 12i 1 0.0641  0.156 0.177 single atom S

(OH)8 12i 1 0.0689  0.3402  0.1586 non-coplanar triangle Zr;
09 12i 1 0.07 0.159 0.01 0.54 single atom S

o10 12i 1 0.0879  0.5801 0.158 single atom Zr

Zrll 12i 1 0.08834 0.40852 0.1482 square antiprism (OH)O,
Zr12 12i 1 0.09283 0.5166  0.1449 square antiprism (OH)s05
S13 12i 1 0.0945  0.1579  0.0965 0.54 tetrahedron O,

014 12i 1 0.098 0.115 0.095 0.54 single atom S

(OH)15 12i 1 0.1006  0.5102  0.0255 non-colinear Zr,

(OH)16 12i 1 0.1034 042 0.0272 non-colinear Zr,

Zrl7 12i 1 0.11814 0.31944 0.15043 square antiprism (OH)s0,
(OH)18 12i 1 0.1213  0.259 0.1632 non-coplanar triangle Zr;
(OH)19 12i 1 0.1327 0.3313  0.0289 non-colinear Zr,

(OH)20 12i 1 0.1385 0.4846 0.1192 non-coplanar triangle Zr;
M21 12i 1 0.1413  0.1945 0.0918 single atom S

(OH)22 12i 1 0.1532 0.4014 0.1358 non-coplanar triangle Zr;
M23 12i 1 0.161 0.5795 0.124 single atom S

7124 12i 1 0.18294 0.26339 0.1445 square antiprism (OH)s05
(OH)25 12i 1 0.1829  0.276 0.0251 non-colinear Zr,

(OH)26 12i 1 0.1907  0.3337  0.1207 non-coplanar triangle Zr;
027 12i 1 0.1918 0.6222 0.012 single atom S

S28 12i 1 0.1996  0.5965 0.0698 0.76 tetrahedron O,

M29 12i 1 0.2008  0.5592  0.032 single atom S

(OH)30 12i 1 0.2061  0.4829  0.0295 non-coplanar triangle Zr,(OH)
031 12i 1 0.22 0.2237  0.1591 single atom Zr

032 12i 1 0.2203  0.492 0.1856 single atom S

033 12i 1 0.2209  0.0223  0.0661 single atom S

(OH)34 12i 1 0.2223 04119 0.0332 non-coplanar triangle Zr,(OH)
(OHy)35 12i 1 0.2299  0.1676  0.0557 tetrahedron O,

036 12i 1 0.2434  0.4244 0.1855 single atom S

037 12i 1 0.2435 0.6237 0.111 single atom S

038 12i 1 0.2581 0.31 0.1233 single atom S

039 12i 1 0.2607  0.009 0.1669 single atom S

040 12i 1 0.2659  0.3657 0.0301 single atom S

S41 12i 1 0.2876  0.3406  0.0618 tetrahedron O,

042 12i 1 0.2921  0.4996 0.0389 single atom Zr
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M7 =0.540 + 0.460H; M21 = 0.540 + 0.460H; M23 = 0.760 + 0.240H; M29 = 0.760 + 0.240H; M59
=0.950 + 0.050H
Experimental: single crystal, diffractometer, X-rays, R =0.083, T =298 K

Remarks: The authors state that sites 068 and 070 are occupied by O*; non-zeolitic H,O and part of OH
not identified. Long interatomic distances: d(S93-0O89) = 0.210 nm. Hydrogen atoms are not taken into
consideration for Pearson symbol, Wyckoff sequence and atomic environments.

References: [1] Squattrito P.J., Rudolf P.R., Clearfield A. (1987), Inorg. Chem. 26, 4240-4244.
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