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Prototype LaO19Ta7

AFLOW prototype label AB19C7 hP54 188 a ghk2l cl-001

ICSD 60837

CCDC 1624400

Pearson symbol hP54

Space group number 188

Space group symbol P6c2

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/7DPB
https://aflow.org/prototype-encyclopedia/AB19C7_hP54_188_a_ghk2l_cl-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=60837&DatabaseToSearch=ICSD
https://www.aflow.org/prototype-encyclopedia/info/cif.html#CCDC
https://www.ccdc.cam.ac.uk/structures/Search?Ccdcid=1624400&DatabaseToSearch=Published


AFLOW prototype command aflow --proto=AB19C7_hP54_188_a_ghk2l_cl-001

--params=a, c/a, z3, z4, x5, y5, x6, y6, z6, x7, y7, z7, x8, y8, z8

Other compounds with this structure
BiTa7O19, DyTa7O19, GdTa7O19, HoTa7O19, NdTa7O19, PrTa7O19, SmTa7O19

• Applying the AFLOW standard label protocol moves the La I atoms from the published (2c) site to the (2a) site.
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B9 = 1
3 a1 +

2
3 a2 + z4 a3 = 1

2a x̂+
√
3
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4c ẑ (6k) O III

B19 = x6 a1 + y6 a2 + z6 a3 = 1
2a (x6 + y6) x̂−

√
3
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(
z6 − 1

2

)
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(
z6 +

1
2

)
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