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AB2C_hP4_187_a_g_d-002
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Prototype InS;Ta
AFLOW prototype label AB2C_hP4_187_a_g_d-002
ICSD 74703
CCDC 1635392
Pearson symbol hP4
Space group number 187
Space group symbol P6m2

AFLOW prototype command  aflow --proto=AB2C_hP4_187_a_g_d-002
--params=a, c¢/a, z3

Other compounds with this structure
Bﬂ\IbSGQ7 IIleSGQ, PbTaSQ, SHNbSGQ
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e Many, if not all, of the compounds listed here have sub-stoichiometric occupation on the (1a) site. The site is reported as
fully occupied in InTaSs.

e The value z3 = 0.32 for the sulfur (2¢) site is inferred from the value given for Pb,TaSs by (Eppinga, 1980).

e LiAgCy and InTaSs| have the same AFLOW label, AB2C_hP4_187_a_g_d. They are generated by the same symmetry
operations with different sets of parameters (--params) specified in their corresponding CIF files.

Hexagonal primitive vectors

all_
= a3
a3 = %afc — éa y
— l.oe . V3.5 'i ~ i :
az = 3ZaX+ Fay :Q
N —
asg = CZ
Basis vectors
Lattice Cartesian Wyckoff Atom
coordinates coordinates position type
B, = 0 0 (1a) InI
B2 = %314*%&24*%33 %CL)A(+ ?3@5}4*%62 (ld) TaI
B; = z3 as cz3 7% (2g) S1I
By, = —z3 a3 —C23% (2¢) S1I
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