Pseudobrookite (FesTiO5, F4y) Structure:
A2B5C 003263 1 c2f ¢-001

This structure previously used the label(s) A2B5C_0C32_63_f_c2f_c. Calls to these addresses will be redirected here.
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Prototype Fe;O5Ti

AFLOW prototype label A2B5C_0C32_63_f_c2f_c-001
Strukturbericht designation F4,

Mineral name pseudobrookite

ICSD 88380

CCDC 1648127

Pearson symbol 0C32

Space group number 63

Space group symbol Cmem
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AFLOW prototype command aflow --proto=A2B5C_oC32_63_f_c2f_c-001

--params=a, b/a,c/a,y1, Y2, Y3, 23, Y4, %4, Y5, %5

Other compounds with this structure
Feq4,Tia—» 05, TiaMgOs, V305 (anosovite)

e We use the z = 1 data from (Guo, 1999). They find that the site we have labeled Ti I actually has the composition
Feg 792 Tig 278, while the Fe I site has the composition Feg g40Ti0.360, S0 that the total metallic composition is FeyTi.

Base-centered Orthorhombic primitive vectors

a2 53
a; = zaX—3by
az = %afc + %by
ag — cZ
Basis vectors
Lattice Cartesian Wyckoff Atom
coordinates coordinates position type
B, = —y1a; +y1a + 5 as = by § + ez (4¢) (0!
B, = yra; —y1az+ 5 ag = —by1 § + 3c2 (4¢) OlI
Bs = —yoar +y2a2 + § a3 = by2§ + tc2 (4c) Til
By = y2a1 — yoaz + 5 ag = —by2 § + 3c2 (4c) Ti I
B; = —ysa; +ysaz +23a3 = bys ¥ + cz3 2 (8f) Fel
Bs = ysar —ysas + (2 + 3) as = —bys 9y +c(es+1)2 (8f) Fe I
B = —ysa; +ysaz — (23 — 3) as = bysy —c(z3—3) 2 (8f) Fe I
Bs = Ysa; —Ysaz —23as = —bysy — cz3 2 (8f) Fe I
By = —ysa1 +ysaz+ 2483 = bys ¥ +cz4 2 (8f) on
Bio = yaay —ysax + (21 + 3) as = —bysy+c(zat+i) 2 (8f) on
Bin = —ysay +ysay — (21— 3) as = bys ¥ —c(za—13) 2 (8f) O1I
Bz = Ysar — Ysas — z4 a3 = —bysy —cz4 (8f) ol
Bis = —Ysa1 +Yysaz + 25 a3 = bys § + cz5 2 (8f) O I1I
Bis = ysay —ysaz + (25 + 3) as = —bys§+c(zs+ 1) 2 (8f) O III
Bis = —ysay +ysax — (25 — 3) as = bysy —c(z5—3) 2 (8f) O III
Bis = Ysa1 — Ysaz — 25 a3 = —bys y — cz5 2 (8f) O III
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