Carbonyl Sulphide (COS, F05) Structure:
ABC_hR3_160_a_a_a-001

This structure originally had the label ABC_hR3_160_a_a_a. Calls to that address will be redirected here.
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Prototype COS
AFLOW prototype label ABC_hR3_160_a_a_a-001
Strukturbericht designation FOq
ICSD 33540
Pearson symbol hR3
Space group number 160
Space group symbol R3m


http://dx.doi.org/10.1016/j.commatsci.2018.10.043
https://aflow.org/p/V77F
https://aflow.org/p/ABC_hR3_160_a_a_a-001

AFLOW prototype command aflow --proto=ABC_hR3_160_a_a_a-001

--params=a,c/a, 1, T2, T3

e (Overell, 1982) does not explicitly give the Wyckoff positions. We infer them from the C-O and C-S bond lengths. The
experimental data was obtained at 90 K.

Rhombohedral primitive vectors
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Basis vectors
Lattice Cartesian Wyckoff Atom
coordinates coordinates position type
B, = r1a; +21as + 2 a;3 = cx1 % (1a) CI
B, = Toay + Toas + Toas = cxo Z (1a) Ol
Bs T3a; + r3as + r3as3 = cx3Z (1a) S1I
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