Analcime (NaAlSi;Og-HoO, S61) Structure:
A2B2C3D12E4 t1184 142 1 f be_3g_g-001

This structure previously used the label(s) A2B2C3D12E4 t1184 142 f f be 3g_g. Calls to these addresses will be redirected here.

Cite this page as:
e H. Eckert, S. Divilov, M. J. Mehl, D. Hicks, A. C. Zettel, M. Esters, X. Campilongo, and S. Curtarolo, The AFLOW Library of
Crystallographic Prototypes: Part 4, Comput. Mater. Sci. 240, 112988 (2024), doi: [10.1016/j.commatsci.2024.112988|

e D. Hicks, M. J. Mehl, M. Esters, C. Oses, O. Levy, G. L. W. Hart, C. Toher, and S. Curtarolo, The AFLOW Library of Crystallographic
Prototypes: Part 8, Comput. Mater. Sci. 199, 110450 (2021), doi: 10.1016/j.commatsci.2021.110450.

https://aflow.org/prototype-encyclopedia/PFBA

https://aflow.org/prototype-encyclopedia/A2B2C3D12E4_t1184_142_f f be_3g_g-001

Prototype AlIH;NaO~Sis

AFLOW prototype label A2B2C3D12E4_t1184_142_f f be_3g_g-001
Strukturbericht designation 561

Mineral name analcime

ICSD 34874

CCDC 1607149

Pearson symbol t1184

Space group number 142

Space group symbol 144 /acd


http://dx.doi.org/10.1016/j.commatsci.2024.112988
http://dx.doi.org/10.1016/j.commatsci.2021.110450
https://aflow.org/prototype-encyclopedia/PFBA
https://aflow.org/prototype-encyclopedia/A2B2C3D12E4_tI184_142_f_f_be_3g_g-001
https://www.aflow.org/prototype-encyclopedia/Tutorials/AFLOW_Prototype_Label/
https://www.aflow.org/prototype-encyclopedia/info/cif.html#ICSD
https://www.ccdc.cam.ac.uk/structures/Search?Ccdcid=34874&DatabaseToSearch=ICSD
https://www.aflow.org/prototype-encyclopedia/info/cif.html#CCDC
https://www.ccdc.cam.ac.uk/structures/Search?Ccdcid=1607149&DatabaseToSearch=Published

AFLOW prototype command aflow --proto=A2B2C3D12E4_tI184_142_f_f_be_3g_g-001

__Para-ms=a7c/a7$2a T3,T4,T5,Y5,25,L6,Y6, 26, L7, Y7, 27, L8, Y8, 28

e Analcime is pseudo-cubic, space group Ta3d #230, but (Hartwig, 1931) showed that the structure actually is tetragonal,
space group I4;/acd #142. (Hermann, 1937) listed both structures in defining Strukturbericht type S6;.

e Analcime can have many crystal structures as found in, e.g., (Mazzi, 1978) and (Pechar, 1988). We take our prototype
from (Mazzi, 1978), using the data from there sample ANA 1, which is in space group 14;/acd #142. The major
difference between this structure and that found by (Hartwig, 1931) is that sodium atoms were found at the (8b) Wyckoff
position (Na-I). (Mazzi, 1978) recover the stoichiometry by noting that site Na-I (8b) is only occupied 23% of the time,
while site Na-II (16e) has 82% occupancy. In addition, our Si site (32e) is actually 47% aluminum and 53% silicon, and
the site which we, following (Hartwig, 1931), label Al (16f) is actually 98% silicon and only 2% aluminum. These
fractions are highly dependent upon the choice of sample.

e Removing all sodium from the (8b) site results in the original structure found by (Hartwig, 1931) and defined as S6; by
(Hermann, 1937).

e The positions of the hydrogen atoms in the water molecules were not determined, so we only provide the positions of the
oxygen atoms (labeled as HyO).

Body-centered Tetragonal primitive vectors

a; = —%ai—!—%cf—k%ci

az = %aif%aer%cZ

ag = %af{—i— %ay — %ci
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