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AFLOW prototype label AB_0C8_63_c_c-004
ICSD 52106
CCDC 1616927
Pearson symbol oC8
Space group number 63
Space group symbol Cmem

AFLOW prototype command aflow —-proto=AB_oC8_63_c_c-004
--params=a, b/a,c/a,y1, ya

Other compounds with this structure
AgCa, CaGe, NdGa, PtU, TII
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e This is the high-temperature structure of SnS, stable above 875K (Villars, 2018). The ground state system, «-SnS, the
mineral herzenbergite, has the B29 structure, more commonly listed as the GeS (B16) structure.

e We use the data taken by (Chattopadhyay, 1985) at 1000K.

e The ICSD entry for this structure shifts the position of the sulfur atom by a/2% from that given in the paper
(Chattopadhyay, 1986). The atomic positions are consisted with the published figure of the structure, so we use the

original data rather than that in the ICSD.

e (3-SnS|and |CrB (B33)| have the same AFLOW label, AB_oC8_63_c_c. The structures are generated by the same symmetry
operations with different sets of parameters (--params) specified in their corresponding CIF files.
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