Bogdanovite (CugAu, L1s) Structure:
AB3 cP4 221 a c-001

This structure originally had the label AB3_cP4_221_a_c. Calls to that address will be redirected here.
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Prototype AuCug
AFLOW prototype label AB3_cP4.221_a_c-001
Strukturbericht designation L1,
Mineral name bogdanovite
ICSD 42587
Pearson symbol cP4
Space group number 221
Space group symbol Pm3m

AFLOW prototype command aflow --proto=AB3_cP4_221_a_c-001
--params=q

Other compounds with this structure

Al3Er, Al3Li (metastable), AlsNp, AlsTm, AlsU, BrsSr, CagPb, FesGa, FesGe, FesPt, GagEr, GagHo, GagLu, GazTm, GasU,
GesU, HgsZr, IngDy, InsEr, IngGd, InsHo, IngLu, IngPu, In3Tb, In3Th, In3U, In3Y, In3Yb, Ir3Cr, IrgNb, Ir3Tl, Ir3U, IrsV,
Ir3Zr, La3Al, LagIn, Mnglr, MngPt, Mnth, NigAl, Ni3Fe, NigGa7 NigGe, NigMn, Ni3Si, PbgCa, Pb?,Gd7 Pbng, PbgLa7 P‘ngd7
PbsPr, PbsPu, Pb3Y, Pd3Ce, Pd3Dy, PdsEr, PdsFe, PdsHo, PdsLa, PdsLu, PdsPb, Pd3Sc, Pd3Sc, Pd3Sn, Pd3Th, PdsU,
PI‘3A1, P'EgCO7 Pt3CI‘, Pthy, Pt3Fe, Pt3Ga, PtgHO7 Pt3Mg, PthIl, Pthp, PthC, Pt3SH, Ptg‘Ti7 Pt3\/v7 Pt3Y, PthIl, 6—13113(}a7
PU3IH, Rh3Hf, RthC, RhgTa, RhgTh, Rhng, Rth, Rth, Rth, F'thZI‘7 RU3U, SigU, SngCa, SngCe, SH3EU, Snng, SngGe,
SngLa, SngNd, Snng, SH3PI‘, Sngsm, SngTh, Sng,[_]7 T13A1, TigII’l, TigSn, TlgCa, TlgTh, TlgU, Tng, Tngb, VgAl, ﬂ—UgSi,
ZnzMn, Zn3Th, Zr3Al



http://dx.doi.org/10.1016/j.commatsci.2017.01.017
https://aflow.org/p/NK1T
https://aflow.org/p/AB3_cP4_221_a_c-001

e (Owen, 1946) give the lattice constants in kX units, where 1 kX = 1.00202A. (Wood, 1947)

Simple Cubic primitive vectors

al

a; = aX

as = ay

ag = az

Basis vectors

Lattice Cartesian Wyckoff Atom
coordinates coordinates position type
B, = 0 = 0 (1a) Aul
B, = la)+1a; = 3043 + 302 (3¢) Cul
B; = sa+3ag = saX+ zaz (3¢) Cul
B, = la;+1a = 30X+ 4ay (3¢) Cul
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