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ICSD 130687

CCDC 1850892

Pearson symbol tP58

Space group number 136

Space group symbol P42/mnm

AFLOW prototype command aflow --proto=A18B5C6_tP58_136_f4i_afg_gi-001

--params=a, c/a, x2, x3, x4, x5, x6, y6, x7, y7, x8, y8, x9, y9, x10, y10

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/VQRT
https://aflow.org/prototype-encyclopedia/A18B5C6_tP58_136_f4i_afg_gi-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=130687&DatabaseToSearch=ICSD
https://www.aflow.org/prototype-encyclopedia/info/cif.html#CCDC
https://www.ccdc.cam.ac.uk/structures/Search?Ccdcid=1850892&DatabaseToSearch=Published


• AFLOW rotates the system by 180◦ about the x-axis, so that (x y z) ↔ (x -y -z). The practical effect is to interchange
the (4f) and (4g) Wyckoff positions.

Simple Tetragonal primitive vectors
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2c ẑ (4f) Bi I

B7 = x3 a1 + x3 a2 = ax3 x̂+ ax3 ŷ (4f) Mn II
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B29 = −
(
y7 − 1

2

)
a1 +

(
x7 +

1
2

)
a2 +

1
2 a3

= −a
(
y7 − 1

2

)
x̂+ a

(
x7 +

1
2

)
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ŷ + 1
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ŷ + 1
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