KCuyS3 Structure:
A4BC3.tP&_123.1_a_bh-001
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Prototype CuyKS3

AFLOW prototype label A4BC3_tP8_123.i_a_bh-001
ICSD 23336

CCDC 1599462

Pearson symbol tP8

Space group number 123

Space group symbol P4/mmm

AFLOW prototype command aflow --proto=A4BC3_tP8_123_i_a_bh-001
--params=a, c/a, z3, 24

Other compounds with this structure
CSCU483, CSCII;;SG:;7 KCU4S€3, RbCU483, RbCu4Seg, TICU483, TICU4863
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e The standard AFLOW label moves the origin from the S-I atom reported by (Brown, 1980) to the K-I atom.

Simple Tetragonal primitive vectors

al
a% a3
a; = aX
az = ay
ag = CZ
Basis vectors
Lattice Cartesian Wyckoff Atom
coordinates coordinates position type
B: = 0 0 (1a) KI
B, = %33 %ci (1b) S1
B; = %a1+%a2+z3a3 %a5<+%a§f+cz;;z (2h) S1I
B, = %a1+%a2—23a3 %af(-i—%ay—CZgi (2h) S1I
B; = %ag + z4 a3 %ay+CZ42 (4i) Cul
B = 3ai + z4a3 FaX 4 czq 2 (4i) Cul
B, = %ag — 2433 %ay —C24 2 (4) Cul
Bsg = %al — 2483 %afc—cz;;i (4i) Cul
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