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——params=a,b/a,c/a,m1, 21, X2, 22,3, 23, T4, 24, L5, 25, L6, 26, L7, 27
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Other compounds with this structure

(Cdeal_w)Rh204, Li(Fe, Ti)204, Na(Al, Ge)204, Na(Al, Si)204, Na(Feo,75, Sbo,25)2047 Na(Fe, Ru)204, Na(Fe, 811)2047

Na(Fe, Ti)204, Na(Sc, Hf)204, Na(Sc, Sn)2O4, 1\IEL(SC7 Ti)204, 1\IEL(SC7 ZI‘)2047 Na(Sn, V)QO47 SI‘(ID, Yb)204, (Ba, SI")DYQO4,
(Ba, SI‘)EI‘QO4, (Ba, SI‘)EU204, (Ba, SI‘)Gd204, (Ba, SI‘)HOQO4, (Ba, SI‘)L&204, (Ba, SI‘)LU204, (Ba, SI‘)NdQO4, (Ba, SI‘)SIHQO;;,
(Ba, Sr)Tm20y4, (Ba, Sr)Y20y4, (Ba, Sr)YbyO4, BaCe2O4, BaDy2Ss, BaDysSes, BaDysTey, BaEryOy, BaEroS,, BaErsSey,

BaErgTe4, BaEu204, BaGd204, BaGdQS4, BaGdQSe4, BaGd2T64, BaH0204, BaHOQS47 BaHOQTe4, BaLa204, BaLu204,

BaLusSs, BalLusSes, BalLusTes, BaNd>O4, BaNdsSy, BaProOy4, BaScoTey, BaSmoO4, BaSmsS,, BaSmsSes, BaSmsTey,

BaTb204, BaTbQS4, BaTbgTe4, BaTmQO4, BaTmQS4, BaTmQSe4, BangTe4, BaYQO4, BaYQS4, BaYQSe4, BaYgTe4, BaYbQO4,
BaYbQS4, BaYbQSe4, BiEIlQS4, CaA1204, 0300204, CaCI‘204 (Ellinaite), CaF€204, CaGagO4, CaIn204, CaLu204, CaRh204,
CaSCQO4, CaSCQS4, CaV204, CaYbQO4, CdRh204, EuBiQS4, EuBiQSe4, EuDyQS4, EUDYQSG4, EuErQS4, EUEI‘QSG4, EuHOQS4,
EuHosSey, EuLusOy4, EuLusSes, EuSbeSs, EuSbsSes, EuScoSeys, EuTboSes, EuTmsoSes, EuYoSes, EuYboSs, EuYboSey,

FeCr204, FerQS4, FeSbQS4, LiMIlQO4, LiRUQO4, LuPbQS4, MgAlgO4, MgSCQO4, 1\/IHCI‘QS47 MHSbQS4, NaCrgO4, NaMn204,
NaRh204, NaRuQO4, NaTiQO4, NanO4, NiNbQS4, PbEI‘QS4, PbErQSe4, PbHOgS4, PbIDQS4, PbLUQS4, PbLUQSe4, PbSCQS47

PbSCQSe4, PbTmQS4, PbTmQSe4, PbeQS4, PbegSe4, SHITTHQO47 SHCGQSQ47 SI‘D}72047 SI‘DyQS47 SrDyQSe4, SI‘EI"QO4, SI‘EI“QS47
SI‘EI‘QSG4, SI‘GdQO47 SI‘HOQO4, SI‘HOQS4, SIIHQO4, SI‘LUQO4, SI’LUQS4, SI‘LUQSG4, SI‘SCQO4, SI‘SCQS47 SrTb2047 SI‘TbQS4, SrTbQSe4,
SYT1204, SI‘TmQS4, SI'Y2047 SI‘YQS4, SI‘YQSG4, SI‘YbQO4, SI‘YbQS4, SrYbQSe47 YbBiQS4, YbSbQS4, YbSbQSe4

e This is the ternary form of the binary EusOy4| and the quaternary FeSbBiS, structures.

e (Olson, 2007) put this structure in the Pnam setting of space group #62. We used FINDSYM to transform this the
standard Pnma setting. We used the data taken at 1 atmosphere (100 kPa).

e The ICSD uses CaFe;O4 as the prototype for this structure.

Simple Orthorhombic primitive vectors

a; = aXx

ap, = by

ag = cz

N
Basis vectors

Lattice Cartesian Wyckoff Atom
coordinates coordinates position type
B, = T1a1 + 3 as + 21 a3 = ar1 X+ 1by +cn 2 (4c) Bil
B, = —(r1—3) ar+3a+ = —a(z1—3) %+ 3by+c(n+3)2 (4c) Bil

(=1 +3) as
B; = —zi1a; + %ag — 21 a3 = —ar1 X+ %by—czli (4¢) Bil
By, = (ml—i—%)al—l—iaz—(zl—%)ag = a(wl—l—%)&—i-%by—c(zl—%)i (4c) Bil
By = $231+i32+2283 = cwjgfc—kiby—kczgi (4¢) BiII
B = —(z2—3) ar+3a,+ = —a(z— ) x+3by+c(zn+3)2 (4c) Bi II

(22 +3) as
B, = —T9a; + % as — 2o as = —azre X+ %by —c29% (4¢) BiII
Bs = (atg—i—%)al—l—iag—(zQ—%)ag = a(xg—l—%)fc—i—iby—c(zg—%)i (4c) BiII
By = x3a1+ia2+z3a3 = ax35<+ib§f+c,Z32 (4¢) Pb1
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BlO = 7(1‘37%) a1+%a2+ = 7@(.%37%)5(4’%()?4’6(234’%)2 (4C) Pb1

(2 +3) as
B.1 = —z3a; + %ag — 23 a3 = —axr3 X+ %by —cz37Z (4¢) Pb1
Bz = (z3+3)ai+tar—(—3) a3 = a(zs+3) X+ 30y —c(3—3) 2 (4c) Pb1
Bz = a:4a1—|—ia2—|—z4a3 = am&—k%bff—kcmi (4¢) SI
By = —(za—3) ar+3a,+ = —a(zs—3) %+ 3by+c(au+i)2 (4c) S1
(22 +3) as
By = —z4a; + %ag — z4a3 = —axrs X+ %by — 242 (4¢) S1I
Big = (mu+3)ai+tar—(u—3)a = a(zs+3) X+ 50y —c(aa—3) 2 (4c) SI
B,y = Tsa + iag + z5 ag = axs X + %by + cz5 Z (4¢) S1I
Bis = —(zs—3) ar+3a,+ = —a(zs—3) %+ 3by+c(z+3)2 (4c) S 1I
(2 +3) as
By = —x5a; + %ag — 25 as = —axs X + %by —cz5 2 (4c) S1I
By = (x5—|—%) al—l—iag—(zg—%) ag = a(xs—l—%)fc—!—%by—c(%—%)i (4c) S1II
By, = Tgay + %ag + zg as = axeX + %by + cz6 Z (4¢) S III
By = —(xg—%) al—ﬁ—%ag—ﬁ— = —a(xg,—%)f(—i—%by—i—c(zﬁ—f—%)i (4¢) S III
(26 + 3) as
Bos = —xgal + %ag — 2g a3 = —axgX + %by —Cc26 2 (4c) S III
Byy = (v6+3)ar+iar—(z%—3)a; = a(ve+35) X+ 109 —c(26 — 3) 2 (4c) S I
Bos = x7a1+%a2+27a3 = ax75(+iby+0272 (4c) SIV
Bas = —(zr—3) ar+3a+ = —a(zr—3) X+ 3by+c(zr+3) 2 (4c) SIV
(22 +3) as
By = —x7ay +%a2—z7a3 = —ax75<+%b§f—cz7i (4c) S IV
Bys = (z7+3)ai+iax—(x—3)ay = azr+ i) x+309—c(zr—3) 2 (4c) SIV
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