Cubic Perovskite (CaTiOs, E2;) Structure:
AB3C_cP5 221 a ¢ b-001

This structure previously used the label(s) AB3C_cP5_221_a_c_b. Calls to these addresses will be redirected here.
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Prototype CaTiOg

AFLOW prototype label AB3C_cP5_221_a_c_b-001
Strukturbericht designation E2q

Mineral name perovskite

ICSD 31865

CCDC 1605807

Pearson symbol cP5

Space group number 221

Space group symbol Pm3m

AFLOW prototype command aflow —-proto=AB3C_cP5_221_a_c_b-001
--params=q

Other compounds with this structure

AlICFe3, AICMng, A1ICTi3, AINMnjs, AuOCss, BaCeO3, BaCrOgs, BaLiH3, BaPuOj3, BaSnO3, BaTiO3, BaZrOg, BaZrS3, BiFeOg,
CeCRug, CeCrOz, CuNMns, EuTiO3, GaCMng, GaNMng, GeCMng, InCTiz, InNTi3, KCoF3, KFeF3, KMgF3, KMnF3, KNiOg,
KTaOg3, KZnOg3, LaAlO3, LaCoOg3, LaGaO3, MgCNiz, MgNaF3, NiNFez, NiNMng, PbTiO3, PbZrOs, PdNFes, PrCoOg3, PtNFes,
RbFng, SmCOO?,, SmCI'O3, SHCFeg, SHNF63, SI‘LiH37 SI‘RUO3, SI‘T‘iO37 SI‘T]Og, TICT13, FFH\YFIQ),7 &]AIO37 ZHCMH3, Ba3N2,
Bang, Ba38b2



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/QUKL
https://aflow.org/prototype-encyclopedia/AB3C_cP5_221_a_c_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=31865&DatabaseToSearch=ICSD
https://www.aflow.org/prototype-encyclopedia/info/cif.html#CCDC
https://www.ccdc.cam.ac.uk/structures/Search?Ccdcid=1605807&DatabaseToSearch=Published

e Cubic perovskite is actually the high-temperature phase of the compounds listed here. The ground states of these
compounds are distored perovskite structures. Many of these substances are ferroelectric.

e By removing one atom type we get various structures, all with space group Pm3m #221:

— Removing the calcium atoms leads to the a-ReOs (D0g) structure;
— removing the titanium atoms leads to the CugAu (L1y) structure;
— removing the oxygen atoms leads to the |CsCl (B2) structure;

— removing the calcium or titanium and the oxygen atoms leads to the simple cubic (Ay) structure.

e (Ewald, 1931) originally gave this compound the Strukturbericht Designation G4, but this was changed by (Gottfried,
1937) to E2;.

Simple Cubic primitive vectors

al
a
a; = aX
az = ay
azg = az
Basis vectors
Lattice Cartesian Wyckoff Atom
coordinates coordinates position type
B, = 0 = 0 (1a) Cal
B = laj+iay+1lag = 30X+ 30§ + 30z (1b) Til
Bs; = las+ 1ag = 309 + a2 (3¢) Ol
B, = $ai+ 3as = zaX + za2 (3¢) Ol
B = la;+1a = lax+Lay (3¢) Ol
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