Cubic CuPt [L13(1), D4] Structure:
AB cF32 227 ¢ d-001

This structure originally had the label AB_cF32_227_c_d. Calls to that address will be redirected here.

Cite this page as: D. Hicks, M. J. Mehl, M. Esters, C. Oses, O. Levy, G. L. W. Hart, C. Toher, and S. Curtarolo, The AFLOW Library of
Crrystallographic Prototypes: Part 3, Comput. Mater. Sci. 199, 110450 (2021), doi: 10.1016/j.commatsci.2021.110450.

https://aflow.org/p/0HDN

https://aflow.org/p/AB_cF32_227_c_d-001

Prototype CuPt

AFLOW prototype label AB_cF32.227_¢_d-001
Strukturbericht designation L13(I)

ICSD none

Pearson symbol cF32

Space group number 227

Space group symbol Fd3m

AFLOW prototype command aflow --proto=AB_cF32_227_c_d-001
--params=a

e (Johansson, 1929) described two possible structures for CuPt. (Ewald, 1929) and later (Villars, 2007) used the
description to determine the space group and atomic positions. This page describes the cubic structure, which (Ewald,
1929) labeled Strukturbericht L11. The other structure is rhombohedral, and was listed as L1;. (Villars, 2007) prefers the
later structure, listing the current one as “superceded.”

e (Barrett, 1980) noted that even slight additions of platinum above stoichiometry will cause a change in the crystal
structure.


http://dx.doi.org/10.1016/j.commatsci.2021.110450
https://aflow.org/p/0HDN
https://aflow.org/p/AB_cF32_227_c_d-001
https://aflow.org/p/AB_hR2_166_a_b-001

e This structure is equivalent to the D4 structure of (Lu, 1991).

e It should not be confused with the (CuPt3 structure, which has also been given the L13 label, and which we will often
refer to as L15(I1).

Face-centered Cubic primitive vectors

zaazl
a; = %ay + %ai
a; = %af{ + %ai
azg = %af{ + %ay
Basis vectors
Lattice Cartesian Wyckoff Atom
coordinates coordinates position type
B, = 0 = 0 (16¢) Cul
B, = 1a, = 1aX+ tay (16¢) Cul
Bs = ay = 10X+ jaz (16¢) Cul
B, = %31 = iay—kiai (16¢) Cul
By = laj+iay+1lag = lax+tay+ a2 (16d) Pt1
Bs = laj+1a = 10X+ tay+ taz (16d) Pt I
B, = fa+ 3ag = 10X+ tay + a2 (16d) Pt 1
Bg = la;+1ag - lax+tay + taz (16d) Pt 1
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