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Prototype FeS2Tl

AFLOW prototype label AB2C tI8 119 c e a-001

ICSD 150822

Pearson symbol tI8

Space group number 119

Space group symbol I4m2

AFLOW prototype command aflow --proto=AB2C_tI8_119_c_e_a-001

--params=a, c/a, z3

Other compounds with this structure
CsFeSe2, KFeSe2, RbFeSe2, TlAgTe2, TlFeSe2

• This is the high-temperature form of TlFeS2/TlFeSe2, formed above 300◦C. Below that temperature it transforms into
the monoclinic TlFeSe2 structure.
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Lattice
coordinates

Cartesian
coordinates

Wyckoff
position

Atom
type

B1 = 0 = 0 (2a) Tl I

B2 = 3
4 a1 + 1

4 a2 + 1
2 a3 = 1

2a ŷ + 1
4c ẑ (2c) Fe I

B3 = z3 a1 + z3 a2 = cz3 ẑ (4e) S I

B4 = −z3 a1 − z3 a2 = −cz3 ẑ (4e) S I
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