CaTiO3 Pnma Perovskite Structure:
AB3C_0P20.62_c_cd_a-001

This structure previously used the label(s) AB3C_oP20_62_c_cd_a. Calls to these addresses will be redirected here.
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Prototype CaO3Ti
AFLOW prototype label AB3C_0P20.62_c_cd_a-001
ICSD 94568
CCDC 1653994
Pearson symbol oP20
Space group number 62
Space group symbol Pnma

AFLOW prototype command  aflow --proto=AB3C_oP20_62_c_cd_a-001
--params=a, b/a, c/a, T3, 22, T3, 23, T4, Y4, 24

Other compounds with this structure
AgKFg, AlDy03, AlGdOg, AlHOOg, AlSCOg, AlSmO;;, AlTbOg, AlTHlOg, ASNBag, ASNC&g, BaCeOg, BaHfS;;, BaPrOg,
BaPuOj3;, BaTbOg3, BaThO3, BaUS3, BaUSes, BaZrSs, BiCoOs, BiCrOgs, BiFeOs, BilnO3, BiMnOs, BiRhO3, BiSrO3, CaCoOs,
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CaCrQOg, CaFeO3, CaGeO3, CaHfS3, CalrO3, CaKF3, CaMnOg3, CaMoO3, CaNbO3, CaOsO3z, CaPbO3, CaRbClz, CaRbFs3,
CaRhO3, CaRuO3, CaSnO3, CaTcO3, CaTiO3, CaVOs, CaZrOz, CaZrSs, CdGeOsz, CdKF3, CdSnO3, CdTcO3, CdTiOs3,
CdVOj3, CeCrOjz, CeGaOs, CeScOz, CeScS3, CeSrO3, CeVO3, CoDyO3, CoErOjz, CoEuOsz, CoHoOs, ColnOj3, CoNaFj,
CoNdOj3, CoPrOsz, CoScO3, CoSmO3, CoTbO3, CoTmO3, CoYO3, CoYbO3, CrDyOg3, CrErO3, CrEuO3, CrGdO3, CrHoO3,
CrInO3, CrNdOgs, CrPrOgs, CrScOs, CrTbOs, CrThSz, CrThSes, CrTlO3, CrTmOj3, CrUS3, CrUSes, CsDyls, CsEuBrs,
CsPbCls, CsPbls, CsPrBrs, CsSnls, CsYbls, CuNdOs, CuPrOs, DyCrOs, DyCsls, DyFeOs, DyGaOs, DyMnOgs, DyNiOs,
DyScO3, DyVO3, ErFeOs, ErLaOs, ErMnO3, ErNiO3, ErVOs, EuFeOs, EuHfS3, EulnO3, EuMnOj3, EuNiO3, EuRhOs3,
EuRuO3, EuScO3, EuTiOs, EuZrOs, EuZrSs, FeGdOs, FeHoO3, FeLaO3, FeLuO3, FeNaF3, FeNdOs, FePrOs, FeTbO3, FeTlOs3,
FeTmO3, FeYOgs, FeYbO3, GaGdO3, GaHoO3, GaLaO3, GaNdOs, GaPrOs, GdAlO3, GdCrO3, GdFeO3, GAMnO3, GdNiOs,
GdSC03, C;dSCS:;7 GdTlOg, GdVOg, GeOBag, H3MgNa, HfSI‘Og, HfSI‘Sg, HgKF:;, HOCI‘Og, HOL&Og, HOMHOg, HONiOg,
HoScO3, HoVO3, INaOg3, InLaOgs, InPrOs, InRhO3, InSmO3, IrSrO3, KCaF3, KMgCl;, KMnCl3, KMnF3, KPdF3, LaCrOs,
LaFeOgs, LalnOg, LaLuOg, LaMnOgj, LaPdOs, LaRhOj3, LaRuOgs, LaScO3, LaTiO3z, LaTmOg3, LaVOgs, LaYOg3, LaYbOsgs,
LaYbS3, LiTaO3, LuCrO3, LuMnOgs, LuNiO3, LuPrOs, LuRhO3, LuVO3, MgNaD3, MgNaF3, MgSiO3, MnNaF3, MnNdO3,
MnPrOs, MnSmO3, MnTbO3, MnTiO3, MnTICl3, MnTmO3, MnVO3, MnYO3, MnYbOg3, NaNbOgs, NaNiF3, NaOsO3z, NaSbOs,
NaT&O3, NaUO3, NaZan, NbSI‘Og, NdF603, Ndl\H037 NdRhO3, NdRu03, I\IdSCO;),7 NdTiOg, NdVOg, NinOg, NiPI"Og,
NiSmOg3, NiTlO3, NiTmOg3, NiUS3z, NiUSez, NiYO3, NiYbOs, OsSrOj3, PbCsBrs, PbRbBrs, PbSrO3z, PdUSes, PrCrOs,
PrCsBr3, PrFeOs3, PrGaO3, PrRhO3, PrRuO3;, PrScOs, PrSrO3z, PrVO3, RbSrCl3, RbYbBrs, RhSmO3, RhSrO3, RhTbhOg,
RhUS3, RuSrOz, RuUS3, ScSmO3, ScTbhO3, ScVO3, ScYOs3, SiOBagz, SmCrOz, SmFeO3, SmRhO3, SmTiO3, SmVO3, SnSrOs3,
SI‘II’Og, SI‘SIIO?,7 SI‘TbO37 SI‘TCOg, SI‘\/YO37 SI‘ZI‘O3, SI‘ZI‘Seg7 Tb\/()?,7 TthOg, TiYOg, TmVO3, UVS€3, VYO3, VYbOg, YAIO;),,
X]CI‘O?,7 YCI‘bO3, YF603, YbAlOg, YbCI‘03

e This is the true ground state of CaTiOs. The |cubic perovskite structure (£21) is the high-temperature phase.

e The ICSD uses GdFeOg as the prototype for this phase.

Simple Orthorhombic primitive vectors

a3
a; = aX
az = by
ag = cz
Basis vectors
Lattice Cartesian Wyckoff Atom
coordinates coordinates position type
B, = 0 - 0 (4a) Til
B, = $ai+ jas = saX+ 3c2 (4a) Til
Bs = % ay = by (4a) Ti I
B, = %a1+%a2+%a3 = %a)‘ch%ber%ci (4a) Til
B; = xgal—l—iag—f—zgagg = axgi—i—%by—i—c,z'gi (4c) Cal
Bg = —(.’L‘g—%) al—&—%ag—&— = —a(xg—%)fc—i—%by—!—c(zg—i-%)i (4c) Cal
(224 3) a3
B, = —z9a; + % ar — zp a3 = —are X + %by — 292 (4¢) Cal
Bs = (z2+3)ai+tias—(2—3)a; = a(za+3) &K+30y—c(2—13) 2 (4c) Cal
By = m3a1+ia2+23a3 = ascgf(—i—%by—i—czgi (4c) 01
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BlO = 7(1‘37%) a1+%a2+ = 7@(.%37%)5(4’%()?4’6(234’%)2 (4C) Ol

(2 +3) as
B.1 = —z3a; + %ag — 23 a3 = —azxr3 X+ %by —cz37Z (4¢) OlI
Bz = (z3+3)ai+tar—(—3) a3 = a(zs+3) X+ 30y —c(3—3) 2 (4c) OI
Bz = T4a1 +ysas + 24 ag = ary X +bysy + cz4 7 (8d) oIl
By = 7(:1:47%) a; —ysas + = fa(x4f%))‘(fby4y+c(24+%)2 (8d) O1II
(22 +3) as
Bis = —T4a + (y4 + %) az — 2433 = —ars X+ (y4 + %) y—cuz (8d) on
Bis = (xa+3) a1 — (ya—3) az — = a(zy+3)%—bys—3)y—clza—3) 2 (8d) oIl
(- 1) g
By, = —rga; —ygap — 2483 = —ary X —bysy —cz4 2 (8d) oIl
Bis = (za+3)aitmar—(u—13)a = a(za+3) K+bpuy—c(za—1)2 (8d) oIl
Big = Tia; — (y4 — %) as + z4 a3 = araX —b (y4 — %) V+cziz (8d) O1II
Beo = —(ma—3)ar+(yat3z)a+ = —a(za—3) %+b(u+3)I+c(zu+z)2 (8d) on
(14 1) 2
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