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Prototype P3Sn4

AFLOW prototype label A3B4 hR7 166 ac 2c-002

ICSD 15014

CCDC 1595799

Pearson symbol hR7

Space group number 166

Space group symbol R3m

AFLOW prototype command aflow --proto=A3B4_hR7_166_ac_2c-002

--params=a, c/a, x2, x3, x4

Other compounds with this structure
Se4Bi3 (poubaite), Bi4Se3 (laitakarite), Bi4Te4, Sn4As3

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

– SnP3

– Sn4P3 (this structure)

– Sn3P4

• Sn4P3 is the binary form of GeSb2Te4.

• In3Te4 and Sn4P3 have the same AFLOW prototype label, A3B4 hR7 166 ac 2c. They are generated by the same
symmetry operations with different sets of parameters (--params) specified in their corresponding CIF files.

• Hexagonal settings of this structure can be obtained with the option --hex.
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a ŷ + 1

3c ẑ
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Basis vectors

Lattice
coordinates

Cartesian
coordinates

Wyckoff
position

Atom
type

B1 = 0 = 0 (1a) P I

B2 = x2 a1 + x2 a2 + x2 a3 = cx2 ẑ (2c) P II

B3 = −x2 a1 − x2 a2 − x2 a3 = −cx2 ẑ (2c) P II

B4 = x3 a1 + x3 a2 + x3 a3 = cx3 ẑ (2c) Sn I

B5 = −x3 a1 − x3 a2 − x3 a3 = −cx3 ẑ (2c) Sn I

B6 = x4 a1 + x4 a2 + x4 a3 = cx4 ẑ (2c) Sn II

B7 = −x4 a1 − x4 a2 − x4 a3 = −cx4 ẑ (2c) Sn II
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