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This structure previously used the label(s) A12B2C_cF60_196_h bc_a. 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 3, Comput. Mater. Sci. 199, 110450 (2021), doi: [10.1016/j.commatsci.2021.110450.

https://aflow.org/prototype-encyclopedia/DJ7F

https://aflow.org/prototype-encyclopedia/A12B2C_cF60-196_h_ac_b-001

Prototype CgCusFeNg

AFLOW prototype label A12B2C_cF60-196_h_ac_b-001
Pearson symbol cF60

Space group number 196

Space group symbol F23

AFLOW prototype command aflow --proto=A12B2C_cF60_196_h_ac_b-001
—Tparams=a, T4, Y4, 24

e The sites we have labeled as carbon are actually a 50-50 mixture of carbon and nitrogen.
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e This structure is taken from (Villars, 2013), repeated in |(Villars, 2023). Our print versions of (Rigamonti, 1937) gives a
structure consistent with the KoPtClg (J11)| prototype.
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Basis vectors

Lattice Cartesian Wyckoff Atom
coordinates coordinates position type
B, 0 0 (4a) Cul
B, %al—i—%ag—i—%ag %ai—l—%ay—i—%ai (4b) Fe I
B3 %314*%324*%33 %af(Jriaer%ai (4C) Cu II
Ba (—x4 +ys+24) a1 + arsX+aysy +azs z (48h) CI
(04 —ys + z1) Az +
(T4 +ys — z4) a3
Bs (1‘4 —Ys+ 24) a; + —arsX —aysy +azq Z (48h) CI
(=24 +ys+ 24) az —
(T4 4+ ys + 24) a3
Bs (x4 +ys —24) a1 — —arysX+aysy —azsz (48h) CI
(T4 +ys+ 21) az +
(=4 +ya+24) a3
B, — (x4 +ys+24) a1+ arsX —aysy — azs 2 (48h) CI
(T4 +ys — 24) Az +
(T4 —ys + 24) a3
Bs (xa+ys—24) a1 + azg X+ axs§+ays (48h) CI
(=4 4+ ya + 24) a2 +
(T4 —ya + 24) a3
By — (x4 4 ys+ 24) a1 + azgX —arsy —ays (48h) CI
(T4 —ya + z1) Az +
(=24 4 ya + 24) a3
Bio (x4 +ys+24) a1 + —azaX —arsy +ays (48h) CI
(T4 +ya — 21) Az —
(T4 4+ ys + 24) a3
Bi1 (1‘4 — Y4+ 24) a; — —azyX+aryy —ays z (48h) CI
(x4 +ys+24) az +
(T4 +ya — 24) a3
B2 (T4 —ys + 24) a1 + aysX+aza ¥ +axa 2 (48h) CI

(x4 +ys — 24) @2+
(—Ta+ya + 24) a3
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