Gaudefroyite CagMDG [(BOg)@ (CO3)206] Structure:
A3B2C4D3E18 hP60 176 h e ch g 2h2i-001
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Prototype B3CCasMn3Oq5

AFLOW prototype label A3B2C4D3E18_hP60-176_h_e_ch_g_2h2i-001
Mineral name gaudefroyite

ICSD 159983

CCDC 1676402


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/8PYB
https://aflow.org/prototype-encyclopedia/A3B2C4D3E18_hP60_176_h_e_ch_g_2h2i-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=159983&DatabaseToSearch=ICSD
https://www.aflow.org/prototype-encyclopedia/info/cif.html#CCDC
https://www.ccdc.cam.ac.uk/structures/Search?Ccdcid=1676402&DatabaseToSearch=Published

Pearson symbol hP60
Space group number 176
Space group symbol P63/m

AFLOW prototype command aflow --proto=A3B2C4D3E18_hP60_176_h_e_ch_g_2h2i-001

“Params:ﬂhC/a>Z27$47y47$57y5, Z6,Y6, L7, Y7,T8,Y8, 28, L9, Y9, 29

Other compounds with this structure
Ca3B4A13Gd015, C33B4A13Y015, Ca3B4Cr3Y015, Ca3B4Ga3Tb015, CagB4G33Y015, Ca3B4Gd3Y015, Ca3B4Mn3Y015

e The C1 (4e) site and the O IV (12i) site are only half occupied, giving the observed stochiometry. We could average the
carbon atoms z-coordinates, setting zo = 0, which would put them on a fully occupied (2b) site. A similar trick, setting
z9 = 1/4, would move the O IV atoms to the (6h) site, but this involves moving those atoms by about 1A, twice as far as
the carbon atoms would have to move.
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