Gananite (BiF3, D03) Structure:
AB3 cF16.225 a be-001

This structure previously used the label(s) AB3_cF16_225_a bc. 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/KFY2

https://aflow.org/prototype-encyclopedia/AB3_cF16_225_a_bc-001

a a
o, [

Prototype BiF;

AFLOW prototype label AB3_cF16_225_a_bc-001

Strukturbericht designation D03

Mineral name gananite

ICSD 25567

CCDC 1601221

Pearson symbol cF16

Space group number 225

Space group symbol Fm3m

AFLOW prototype command  aflow --proto=AB3_cF16_225_a_bc-001
--params=a
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Other compounds with this structure

AgLi3, AICU3, AlFeg, zAHlBa,?,7 ASLi3, ASI\Iag7 ASPdg, AuLig, BiCSg, BiFeg, ,6—B1K3 (HT), B1L13, Bi03, BlPd3, Bleg, CaHg,
CdLiz, CeCds, CeHs, CeO3, CeMgs, DyMgs, ErHs, FeHs, GaFes, GaMng, GdH3, GdMgs3, GeCos, GeCus, GeFes, Gelis,
GeMgsz, GeMns, HoHs, HgLis, TAgs, InCag, InSr3, LaHs, LaMgs, LaOs, LuHs, MgAgs, MgCes, MgHs3, MnFe3, NNagz, NbOs,
NbSI‘g, NdCdg, Nng, NdMg;g, NpBag, OAlg, OFeg, OMOg, PLig, Png, Pbng, PI‘Cd3, PI‘Hg7 PI’Mgg, Pqu, RbBlg, Rqu,
SAg3, SL13, SPdg7 B—SbCU3 (HT)7 SbK3, SbLig, SbN13 (HT), SCH3, SePdg, SiCO3, SiFeg7 Sngg, SiMng, SiNag, SIIlCdd7 SmMggn
SmO3, ’)/—SDCU.S (}I'I‘)7 SHLig7 Sl’lNig (HT), SI‘Clg7 Ta03, Tng, Tngg, ’I‘ng7 TlCag, TH_;lg, [J()g7 \/ng7 YCd.g7 YHg, YMgg,
YbH;, YbOs;

o (Villars, 1991) corrects (Hund, 1949), changing the positions of one third of the fluorine atoms so that the space group
becomes Fm3m #225, as is accepted for D03, and in agreement with (Hassel, 1929). This structure is
crystallographically equivalent to the Heusler (L2;) structure and a derivative of the “quaternary-Heusler,” LiMgAuSn.
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Basis vectors
Lattice Cartesian Wyckoff Atom
coordinates coordinates position type
B, = 0 0 (4a) Bil
B, = %al—i—%ag—&—%ag %ai—l—%ay—i—%ai (4b) FI
B = Taj+tar+fag = lax+tay + taz (8c) FII
B, = 3a;+3a)+32a; = 3ax+ 309+ 2a2 (8¢) FII
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