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Prototype CrS

AFLOW prototype label AB_mC8_15_a_e-003
ICSD 16723

Pearson symbol mC8

Space group number 15

Space group symbol C2/c

AFLOW prototype command aflow --proto=AB_mC8_15_a_e-003
—Tparams=a, b/a7 c/a, 67 Y2

o (Wyckoft, 1963) lists two structures for CrS. The first is this structure, where the sulfur (4e) site has 3% vacancies. The
second is the NiAs (B8;) structurel (Venkatraman, 1990) list this structure as the ground state and B8; has the
high-temperature phase, with the transition occuring at 297K.

Base-centered Monoclinic primitive vectors
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a; = %a X — %b y
as = %a X+ %b y
ag = ccosfBX+csinfz
Basis vectors
Lattice Cartesian Wyckoff Atom
coordinates coordinates position type
B, = 0 0 (4a) Crl
B, = 1a; lccosBx+ esinBz (4a) Crl
Bs = —ysay —|—y2a2—|—ia3 iccosﬁf(—i—bygy—i—icsinﬁi (4e) ST
B, = ygal—ygag—i—%ag %ccosﬁ&—bygy—i—%csinﬁi (4e) S1I
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