KsS3 Structure:
A2B3.0C20.36_2a_ab-001
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Prototype KoS3

AFLOW prototype label A2B3_0C20_36_2a_ab-001
ICSD 1263

CCDC 1591416

Pearson symbol 0C20

Space group number 36

Space group symbol Cmc2,

AFLOW prototype command  aflow --proto=A2B3_oC20_36_2a_ab-001
--params=a, b/a, c/a,y1, 21, Y2, 22, Y3, 23, Td, Ya, %4

Other compounds with this structure
CSQSg, CSQSeg, CSQTeg, Kzseg, Rngg, Rngeg
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e Space group C'mc2; allows an arbitrary placement of the origin of the z-axis. Here we follow (Bottcher, 1977) and set
Z4 = 0.

Base-centered Orthorhombic primitive vectors

ad3_a2
a, = lax—1by .9
az = zaX+3by ,
ag = CcZ
Basis vectors
Lattice Cartesian Wyckoff Atom
coordinates coordinates position type
B —y1a; +y1as + 21 a3 = by y+czz (4a) KI
B, yra; — yias + (zlJr%) as = fby1y+c(zl+%) Z (4a) KI
Bs —yo a1 + ys as + 20 a3 = bys ¥ + cz0 Z (4a) KII
B4 Yoa; — Yo ag + (22—1—%) as = —bygy—i—c(zz—i— %) Z (4a) KII
Bs —yszaj + ysas + z3a3 = bysy + cz3 2 (4a) S1I
Bs ysa; — yzas + (23+%) as = fby3y+c(23+%) Z (4a) S1I
B~ (x4 —ya) a1 + (T4 + y4) a2 + = arys X +bysy + c24 2 (8b) S1I
z4 a3
Bs — (x4 —ysa) a1 — (x4 +ys) as+ = —arysX —bysy +c (24 + %) A (8b) SII
(22 +3) as
By (xa+ys) a; + (x4 —ysa) az + = araX —bys§+c(za+ 1) 2 (8b) SII
(z4 + %) ag
Bio —(xa+tys) ar — (rg—ys) as + = —ax X+ bys ¥+ czq4 2 (8b) S1I
z4a3
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