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Prototype BisTes

AFLOW prototype label A4B3_hR7.166_2c_ac-002
ICSD 30526

Pearson symbol hR7

Space group number 166

Space group symbol R3m

AFLOW prototype command aflow —-proto=A4B3_hR7_166_2c_ac-002
--params=a, c¢/a, Ta, T3, T4

Other compounds with this structure
Bi4S€3

e (Villars, 2016) lists BigSes as the prototype for this structure, but the data for BisTes is much more accessible, so we use
that instead.

e Al,Cs (D7;)| and BiyTes have the same AFLOW prototype label, A4B3_hR7_166_2c_ac. They are generated by the same
symmetry operations with different sets of parameters (--params) specified in their corresponding CIF files.

e Hexagonal settings for rhombohedral structures can be obtained with the option --hex.

Rhombohedral primitive vectors
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Basis vectors
Lattice Cartesian Wyckoff Atom
coordinates coordinates position type
B, = 0 = 0 (1a) Tel
B, = Toa; + Toag + x5 as = cx2 Z (2¢) Bil
B = —Tga] — Ty ay — Tp as = —Ccxo Z (2¢) Bil
B, = T3 a; + r3as + xr3as = cr3 Z (2¢) BiII
Bs = —x3a; — r3as — T3 a3 = —cx3 % (2¢) Bi II
Bg = Taa; + Tya9 + x4 a3 = CcT4 Z (2¢) Te 1I
B, = —T4a] — T483 — Tg a3 = —Cx4 Z (2¢) Te II
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