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Prototype FePSes

AFLOW prototype label ABC3_hR10.148_c_c_f-001
ICSD 86272

CCDC 1646161

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/CFP9
https://aflow.org/prototype-encyclopedia/ABC3_hR10_148_c_c_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=86272&DatabaseToSearch=ICSD
https://www.aflow.org/prototype-encyclopedia/info/cif.html#CCDC
https://www.ccdc.cam.ac.uk/structures/Search?Ccdcid=1646161&DatabaseToSearch=Published

AFLOW prototype command

aflow --proto=ABC3_hR10_148_c_c_£-001

——params=a, c/a, T1,L2,T3,Y3,23

Other compounds with this structure
CrGeTes, CrSiTes, MnPSes

(Klingen, 1973) placed this structure in the non-centrosymmetric space group R3 #146.
For quaternary compounds in this structure, see LisZrTeOg.

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

We use the data taken by (Wiedenmann, 1981) at 15K, while the ICSD entry used their data at 154K.

Rhombohedral primitive vectors

<%
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Basis vectors
Lattice Cartesian Wyckoff Atom
coordinates coordinates position type
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