Covellite (CuS, B18) Structure:
AB_hP12.194 cf de-001

This structure previously used the label(s) AB_hP12_194 df ce. Calls to these addresses will be redirected here.

Cite this page as:
e H. Eckert, S. Divilov, M. J. Mehl, D. Hicks, A. C. Zettel, M. Esters, X. Campilongo, and S. Curtarolo, The AFLOW Library of
Crystallographic Prototypes: Part 4, Comput. Mater. Sci. 240, 112988 (2024), doi: [10.1016/j.commatsci.2024.112988|

e D. Hicks, M. J. Mehl, M. Esters, C. Oses, O. Levy, G. L. W. Hart, C. Toher, and S. Curtarolo, The AFLOW Library of Crystallographic
Prototypes: Part 8, Comput. Mater. Sci. 199, 110450 (2021), doi: 10.1016/j.commatsci.2021.110450.

https://aflow.org/prototype-encyclopedia/QP0Q

https://aflow.org/prototype-encyclopedia/AB_hP12_194 _cf_de-001
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Prototype CuS

AFLOW prototype label AB_hP12_194 _cf_de-001
Strukturbericht designation B18

Mineral name covellite

ICSD 41975


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/QP0Q
https://aflow.org/prototype-encyclopedia/AB_hP12_194_cf_de-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=41975&DatabaseToSearch=ICSD

CCDC 1611696
Pearson symbol hP12
Space group number 194
Space group symbol P63 /mmc

AFLOW prototype command

aflow --proto=AB_hP12_194_cf_de-001

--params=a, c/a, z3, 24

Other compounds with this structure
CuSe

e We did not find an ICSD entry for (Ohmasa, 1977), so we one from (Kalbskopf, 1975) which is quoated our source paper.

e The AFLOW Prototype Label Protocol moves the origin so that the Cu I atom is on the (2¢) Wyckof! site rathern than
the (2d).
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Basis vectors

Lattice Cartesian Wyckoff Atom
coordinates coordinates position type
B, = laj+2a,+Lay — lax+Y2ay + Lez (2¢) Cul
By = Za;+ Lay+ 3 = jax—Pay + ez (20) Cul
Bs = ta;+2ay+ 3ag = lag+ay+3cz (2d) S1
B, = Za,+lay+1ay = lax— Y2ay + fez (2d) S 1
Bs = 23 a3 = cz32 (4e) S
Bs = (23+3) as = c(z+3) 2 (4e) S
B = —Zz3as = —Cz32 (4e) S
Bg = — (z3 — %) ag = —C (23 - §) 4 (de) S
By = laj+2ay+za; = fak+2ay +cui (4f) Cull
Bio = %al+%32+(z4+%) as = %a)‘(—%aerc(qur%) z (4f) Cull
B — Zaj+lay - zay = jax—Pay —czd (4f) Cull
Bz = sart+3ar— (z—3) a = saX+Gay —c(a—3) 2 (4f) Cull


https://www.aflow.org/prototype-encyclopedia/info/cif.html#CCDC
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http://aflow.org/prototype-encyclopedia/Tutorials/AFLOW_Prototype_Label/index.html#LabelOrder
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