Double Perovskite (BasMnWOg) Structure:
A2BC6D cF40 225 ¢ a e b-001

This structure previously used the label(s) A2BC6D_cF40_225 c_a_e_b. Calls to these addresses will be redirected here.
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Prototype BasMnOgW

AFLOW prototype label A2BC6D _cF40_225_c_a_e_b-001
Mineral name double perovskite

ICSD 51613

CCDC 1616488

Pearson symbol cF40

Space group number 225

Space group symbol Fm3m

AFLOW prototype command aflow --proto=A2BC6D_cF40_225_c_a_e_b-001
-—params=a, T4


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/83J5
https://aflow.org/prototype-encyclopedia/A2BC6D_cF40_225_c_a_e_b-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=51613&DatabaseToSearch=ICSD
https://www.aflow.org/prototype-encyclopedia/info/cif.html#CCDC
https://www.ccdc.cam.ac.uk/structures/Search?Ccdcid=1616488&DatabaseToSearch=Published

Other compounds with this structure

BayCaReOg, BasCaWOg, BasCdReOg, BasDylIrOg, BasIrNiOg, BasLiOsOg, BasMgReOg, BagNaOsOg, BasNdIrOg, BagSmIrQOg,
BaQZnReOf;, BigFeCrOg, CagMnReOﬁ, CSQAgBBrﬁ, CSQAgBCI(;, CSQAgBiBI‘G, CSQAgIHBI‘ﬁ, CSQAgIHCIG, CSQLiTlFG, CSQN&BBI‘@,
Cs3NaBClg, CsaNaBiClg, CseNalnBrg, CseNalnClg, CsaNaLaClg, CuyTiSiOg, KoNaAlFg (elpasolite), KoNaBiClg, LagTcNiOg,
MngFeSbOG, RngaBiCI(;, SI’QCI‘RGOG, SI‘QF@MOOG, SI‘QRGMOOG, SrgTiFeOG, SI‘QYII‘O(;, (La0,5SCO_5)2MHCOOf;

e We use the data taken at room temperature.

Face-centered Cubic primitive vectors

332
al
a3 = %a v+ %a z
as = %afc + %a Z
ag = gzaX+3ay
Basis vectors
Lattice Cartesian Wyckoff Atom
coordinates coordinates position type
B, = 0 0 (4a) Mn I
B, = faj+ia+iag taX+ tay + 3a2 (4b) W I
B; = Taj+tar+iag lax+tay + taz (8c) Bal
B, = 3a;+3ay+32ag 3a%+ 3ay+ 2a2 (8c) Bal
B; = —T4a] + Taay + x4 a3 ars X (24e) Ol
Bg = T4a] — Tq433 — T43a3 —axs X (24e) 01
B = Tgap — Tgap + T4 a3 axsy (24e) O1
Bsg = —x4a1 +T4a9 — 1433 —azryy (24e) Ol
By = Taa; + Ty4a9 — T4 a3 arsz (24e) Ol
By = —x4a] — Tqa9 + 2483 —ax4 2 (24e) Ol1
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