CrCuSs Structure:
ABC2_hR4 160_a_a_2a-003
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Prototype CrCuS,

AFLOW prototype label ABC2_hR4.160_a_a_2a-003
ICSD 25627

Pearson symbol hR4

Space group number 160

Space group symbol R3m

AFLOW prototype command aflow --proto=ABC2_hR4_160_a_a_2a-003
~Tparams=a, C/a, T1,T2,T3,T4

Other compounds with this structure
AgCuSs, AgCuSes, AuCrS,, CrCuSe;, CrMoN,

e Space group R3m #160 does not specify the origin of the z-axis. Here we choose z; = 0 for the position of the chromium
atom.

e (o-CrOOH) and [CrCuS,| have the AFLOW prototype label, ABC2_hR4_160_a_a_2a. They are generated by the same
symmetry operations with different sets of parameters (--params) specified in their corresponding CIF files.

e Hexagonal settings of this structure can be obtained with the option —-hex.
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Rhombohedral primitive vectors

a; = %a&—%aff—k%ci =3
a; = %a §+icz :‘:‘ﬁi@t%
ag = —%ai—%ay—i—%ci
Basis vectors
Lattice Cartesian Wyckoff Atom
coordinates coordinates position type
B, = r1a; + 21 as + 2 a;3 = cxy Z (1a) Crl
B, = Toay + Toas + Toas = cxo 7 (1la) Cul
B; = r3a; + r3as + r3as = cx3Z (1la) S1I
By, = T4a) + T4a0 + 2433 = cx4Z (1a) S1I
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