KBrO; (G07) Structure:
ABC3_hR5.160_a_a_b-001

This structure previously used the label(s) ABC3_hR5_160_a_a_b.KBr03. 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/0ZSQ

https://aflow.org/prototype-encyclopedia/ABC3_hR5.160_a_a_b-001

Prototype BrKOg3

AFLOW prototype label ABC3_hR5_160_a_a_b-001
Strukturbericht designation [enr

ICSD 47173


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/0ZSQ
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CCDC 1614487

Pearson symbol hR5
Space group number 160
Space group symbol R3m

AFLOW prototype command aflow --proto=ABC3_hR5_160_a_a_b-001
--params=a,c/a,x1, T2, T3, 23

Other compounds with this structure

AgBals, AsAlO3, AsGaOg3, AsInO3, AsYO3, BaTiOg, BiFeOgs, BiYOg3, CsBrOs, CsClO3, CsGeBrs, CsGeCls, CsGelsz, CslOg,
CsMnN3, CsSnlz, CsTaO3, FeBiO3, Ge203, GePbO3, GeSnOz, GeTiO3, HeNH3z, KBrOs, KClO3, KIO3, KNbO3, LaAlOs,
LaCOO;),, LaVVNg7 LiUOg, PbSnO3, PI‘COO37 RbBrO;»,, RbClOg, RbIO3, ITDNO?,7 RbNbO3, SbA]Og, SbGaO3, SbIDO3, SbYO3,
Si2037 TlBI‘Og, TICIOg, THOg

e 7-KNOj and [KBrOs (G07) have the same AFLOW prototype label, ABC3_hR5.160_a_a_b. They are generated by the
same symmetry operations with different sets of parameters (--params) specified in their corresponding CIF files.

e Hexagonal settings rhombohedral structures can be obtained with the option --hex.

Rhombohedral primitive vectors

al
a3
a; = %aifgajur%ci e y
as = %ay + %ci
ag = —%ai—%ay—l—%ci
Basis vectors
Lattice Cartesian Wyckoff Atom
coordinates coordinates position type
B, = r1a; + 21 as + 21 a3 = cxr1 Z (1la) Brl
B, = Toay + Tpas + xo as = cxro Z (1a) KI
By = T3a; + wr3as + z3a3 = ta(ws —23) X+ %a(xg—z;g)y—t— (3b) 01
tc(2w3 + 23) 2
B, = z3aj] +x3as + xr3as = —%a(x3—23)5<—|— ?a(azg—z;:,)y—}— (3b) OlI
tc(2xs + 23) 2
Bs = rsaj + z2z3a + rzas = —%a (333 —23) v+ %6(2.133—1-23) Z (Sb) Ol
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