Bixbyite (MnyOs, Db3) Structure:
AB3C6_¢I80.206_a d e-001

This structure originally had the label AB3C6_.cI80_206_b_d_e. Calls to that address will be redirected here.
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Prototype Mny O3

AFLOW prototype label AB3C6_cI80_206_a_d_e-001
Strukturbericht designation D53

Mineral name bixbyite

ICSD 30237

Pearson symbol cI80

Space group number 206

Space group symbol Ia3

AFLOW prototype command  aflow --proto=AB3C6_cI80_206_a_d_e-001
——params=a, T2, T3, Y3, 23

Other compounds with this structure

Am203, ASQMgg, ASQan, Cngg, 08203, DyQOg7 EI‘QO?,7 EUQ03, F6203, Gngg, H02037 IHQOg, La203, LU.203, Oé—NzBeg,
NgCa3, Nngg, N2Mg3, NQZD37 PgBeg, PgMgg, PQZI’lg, Pr203, Pu2O3, SC203, Sm203, TbgOg, TGCU306, T1203, T1’I1203, U2N3,
Y203 (yttria), Yb203



http://dx.doi.org/10.1016/j.commatsci.2017.01.017
https://aflow.org/p/G3EF
https://aflow.org/p/AB3C6_cI80_206_a_d_e-001

A search for “bixbyite” on the American Mineralogist Crystal Structure Database (Downs, 2003) shows two structures
with the Mn atoms on the (8a) sites and one with Mn on the (8b) site. We use the structure that agrees with the data for
pure MnyO3 bixbyite in (Villars, 1991) Vol. IV, 4346-7.

e The referenced data is for (Mn,Fe)203, with Mn and Fe randomly populating the (8b) and (24d) sites.

e The pictures and the CIF file put Fe atoms on the (8b) sites and Mn atoms on the (24d) sites in order to better delineate
the difference in the crystallographic behavior of the sites, but both sites are randomly occupied.

e An ecarlier version of this page (and the article) used the label AB3C6_cI80-206_a_d_e. The label has now been corrected

to AB3C6_cI80-206_b_d_e.
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