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A2B3C oC12 65 h ah b-001
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Prototype Li2O3Pr

AFLOW prototype label A2B3C oC12 65 h ah b-001

ICSD 154704

CCDC 1671327

Pearson symbol oC12

Space group number 65

Space group symbol Cmmm

AFLOW prototype command aflow --proto=A2B3C_oC12_65_h_ah_b-001

--params=a, b/a, c/a, x3, x4

Other compounds with this structure
Na2PrO3

• Data was taken at 20K.

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/2B54
https://aflow.org/prototype-encyclopedia/A2B3C_oC12_65_h_ah_b-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=154704&DatabaseToSearch=ICSD
https://www.aflow.org/prototype-encyclopedia/info/cif.html#CCDC
https://www.ccdc.cam.ac.uk/structures/Search?Ccdcid=1671327&DatabaseToSearch=Published


Base-centered Orthorhombic primitive vectors
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type

B1 = 0 = 0 (2a) O I

B2 = 1
2 a1 +

1
2 a2 = 1

2a x̂ (2b) Pr I

B3 = x3 a1 + x3 a2 +
1
2 a3 = ax3 x̂+ 1

2c ẑ (4h) Li I

B4 = −x3 a1 − x3 a2 +
1
2 a3 = −ax3 x̂+ 1

2c ẑ (4h) Li I

B5 = x4 a1 + x4 a2 +
1
2 a3 = ax4 x̂+ 1

2c ẑ (4h) O II

B6 = −x4 a1 − x4 a2 +
1
2 a3 = −ax4 x̂+ 1

2c ẑ (4h) O II
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