S3Uy Structure:
A3B4 cP7.221 d_ac-001
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Prototype S3Uy

AFLOW prototype label A3B4_cP7.221_d_ac-001
ICSD 38354

Pearson symbol cP7

Space group number 221

Space group symbol Pm3m

AFLOW prototype command aflow --proto=A3B4_cP7_221_d_ac-001
--params=a

Other compounds with this structure
NbC

e This is the rock salt (B1) structure with the central atom removed in each cube.

e The ICSD entry for this structure uses a = 5.505A, but (Zumbush, 1940) states that the correct value is 5.49A. As this is
consistent with the S-S and S-U distances given in the paper we use this value.

Simple Cubic primitive vectors
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Basis vectors

Lattice Cartesian Wyckoff Atom
coordinates coordinates position type
B, = 0 = 0 (1la) Ul
B, = 3ax+3ag = 309 + a2 (3¢) U Il
B; = %al —|—%a3 = %ai—i— %ai (3¢) Ul
B, = lTa;+3as = %afqﬁ—%ay (3¢) Ul
Bs; = 1a = la% (3d) S1
Bs = 1ay = tay (3d) S1
By = % as = %a Z (3d) S1
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