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Prototype In3Te4

AFLOW prototype label A3B4 hR7 166 ac 2c-001

ICSD 44655

Pearson symbol hR7

Space group number 166

Space group symbol R3m

AFLOW prototype command aflow --proto=A3B4_hR7_166_ac_2c-001

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

Other compounds with this structure
Bi3Te4, Fe3S4 (smythite), In3Se4

• (Geller, 1965) created this structure under pressures of about 35 kBar, but works such as (Villars, 2018) list it as the
room temperature structure for In3Te4.

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

3c ẑ
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Lattice
coordinates

Cartesian
coordinates

Wyckoff
position

Atom
type

B1 = 0 = 0 (1a) In I

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

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

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

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

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

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