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Prototype BaMnO3

AFLOW prototype label ABC3 hP20 194 ac f gh-001

ICSD 122728

CCDC 2109406

1

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/VFUP
https://aflow.org/prototype-encyclopedia/ABC3_hP20_194_ac_f_gh-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=122728&DatabaseToSearch=ICSD
https://www.aflow.org/prototype-encyclopedia/info/cif.html#CCDC
https://www.ccdc.cam.ac.uk/structures/Search?Ccdcid=2109406&DatabaseToSearch=Published


Pearson symbol hP20

Space group number 194

Space group symbol P63/mmc

AFLOW prototype command aflow --proto=ABC3_hP20_194_ac_f_gh-001

--params=a, c/a, z3, x5

Other compounds with this structure
BaRuO3

• BaMnO3 is known to exist in two phases distinguished by the stacking of the manganese atoms and their associated
oxygens (Quin, 2021):

– This hexagonal 4H structure,

– At pressures above 20 GPa it transforms into the hexagonal 6H high-temperature BaTiO3 structure.

• (Quin, 2021) puts the Ba II atoms on a (2d) site but gives the coordinates for the (2c) site. We follow the ICSD and put
these atoms on the (2d) site, but then AFLOW reorders the structure and puts those atoms on the (2c) site, reordering
the positions of the manganese and oxygen atoms to give the correct structure.
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