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Prototype P3Sn

AFLOW prototype label A3B hR8 166 h c-001

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/JF25
https://aflow.org/prototype-encyclopedia/A3B_hR8_166_h_c-001
https://www.aflow.org/prototype-encyclopedia/Tutorials/AFLOW_Prototype_Label/


ICSD 16293

CCDC 1596892

Pearson symbol hR8

Space group number 166

Space group symbol R3m

AFLOW prototype command aflow --proto=A3B_hR8_166_h_c-001

--params=a, c/a, x1, x2, z2

Other compounds with this structure
GeP3

• The Sn-P phase diagram has three known phases (Zavrazhnova, 2018):

– SnP3 (this structure)

– Sn4P3

– Sn3P4

• Hexagonal settings of this structure can be obtained with the option --hex.
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B1 = x1 a1 + x1 a2 + x1 a3 = cx1 ẑ (2c) Sn I

B2 = −x1 a1 − x1 a2 − x1 a3 = −cx1 ẑ (2c) Sn I
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