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Prototype BaO3Ru

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, x3, x4, x6, z6

• BaRuO3 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 BaMnO3 structure,

– the hexagonal 6H high-temperature BaTiO3 structure, and

– the cubic perovskite (E21) structure.

• (Jin, 2008) produced the three metastable states by heating the 9R phase to 1000◦ and subjecting it to pressures of
3GPa, 5GPa and 18GPa, respectively.
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a2 = 1√
3
a ŷ + 1

3c ẑ
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2c ẑ (1b) Ba I

B3 = x3 a1 + x3 a2 + x3 a3 = cx3 ẑ (2c) Ba II
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