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Prototype CryS3
AFLOW prototype label A2B3_hR10.148_abc_{-001
ICSD 16721
CCDC 1597272
Pearson symbol hR10
Space group number 148
Space group symbol R3


http://dx.doi.org/10.1016/j.commatsci.2024.112988
http://dx.doi.org/10.1016/j.commatsci.2021.110450
https://aflow.org/prototype-encyclopedia/CVKE
https://aflow.org/prototype-encyclopedia/A2B3_hR10_148_abc_f-001
https://www.aflow.org/prototype-encyclopedia/Tutorials/AFLOW_Prototype_Label/
https://www.aflow.org/prototype-encyclopedia/info/cif.html#ICSD
https://www.ccdc.cam.ac.uk/structures/Search?Ccdcid=16721&DatabaseToSearch=ICSD
https://www.aflow.org/prototype-encyclopedia/info/cif.html#CCDC
https://www.ccdc.cam.ac.uk/structures/Search?Ccdcid=1597272&DatabaseToSearch=Published

AFLOW prototype command aflow --proto=A2B3_hR10_148_abc_£-001
--params=a, c/a, T3, T4, Y4, 24

Other compounds with this structure
CI‘QSQ3, CI‘QTeg

o (Jellinek, 1957) lists two structures for CrySs: this rhombohedral structure, and a trigonal structure. (Venkatraman,
1990) list this second structure as CraS3Cr. It is likely that this structure is Jellinek’s |CrsSg structure. Jellinek notes
that the two structures are identical except for the atoms on the (2a) Wyckoff site. Presumably the Venkatraman
structure is the Cr5Sg structure with the (2a) site partly filled.

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

Rhombohedral primitive vectors
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Basis vectors
Lattice Cartesian Wyckoff Atom
coordinates coordinates position type
B, = 0 = 0 (1a) Crl
B, = %al + %ag + %ag = %ci (1b) CrlI
B; = T3a; + r3as + r3as = cx3 % (2¢) Cr III
B4 = —X3aA] —XzaAz — T3as = —CI3 Z (20) Cr III
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tc(watys+2) 2
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