9R BaRuOj Structure:
AB3C_hR15.166_bc_dh_ac-001

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/ES6H

https://aflow.org/prototype-encyclopedia/AB3C_hR15.166_bc_dh_ac-001

Prototype BaO3sRu

AFLOW prototype label AB3C_hR15.166_bc_dh_ac-001
ICSD 10253

CCDC 1595108

Pearson symbol hR15
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Space group number 166
Space group symbol R3m

AFLOW prototype command aflow --proto=AB3C_hR15_166_bc_dh_ac-001

--params=a, c/a, T3, T4, Te, 26

e BaRuOj; is found in four different phases distinguished by the stacking of the ruthenium atoms and their surrounding
oxygens (Jin, 2008):

— The ground state rhombohedral 9R structure, (this page),

the hexagonal 4H BaMnQOs3 structure),

the hexagonal 6H high-temperature BaTiO3 structure, and

the cubic perovskite (E2;) structure.

e (Jin, 2008) produced the three metastable states by heating the 9R phase to 1000° and subjecting it to pressures of
3 GPa, 5 GPa and 18 GPa, respectively.
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Basis vectors
Lattice Cartesian Wyckoff Atom
coordinates coordinates position type
B, = 0 0 (1a) Rul
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B, = —x3a] — r3ag — T3 a3 —cx3 % (2¢) Ba II
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