Orthorhombic BiyTi3O15 m = 3 Aurivillius Structure:
A4B12C3_0F 7669 2¢_cf2gl ag-001
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Prototype BiyO12Tis

AFLOW prototype label A4B12C3_0F76_69_2g_cf2gl_ag-001
ICSD 24735

CCDC 1600747

Pearson symbol oF'76

Space group number 69

Space group symbol Fmmm

AFLOW prototype command aflow --proto=A4B12C3_oF76_69_2g_cf2gl_ag-001
~Tparams=a, b/a7 C/a’v L4, X5, L6, L7, L8, LY

e Aurivillius phases are layered tetragonal materials with composition (MeOs2)?" (Mey,—1RmOgm+1)?~
(Mep,—1Me5R, O3(p41)), where Me and Me’ are metals and R is a transition metal with a charge of 44 or 4-5. (Subbaro,

1962)

e This is the original structural determination by (Aurivillius, 1949). It should not be confused with the obsolete m = 3
Aurivillius structure in space group Aea2 #41.

Face-centered Orthorhombic primitive vectors

a; = 3by+3cz e
as = %ax+%cz

1o 1715
ag = zaX+3by
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Basis vectors

Lattice Cartesian Wyckoff Atom

coordinates coordinates position type

B; = 0 = 0 (4a) Til
B, = la = by + Lez (8¢) 01
B; = la)+1a; = lax+1by+icz (8c) Ol
B, = ial—i—iag—&-iag = iai—k%by—i— 7C2 (8f) O1II
B; = Sa;+2ay+ 2 as = Sax+ 320y +3cz (8f) O1II
Bsg = —T4ay + x4a9 + x4 a3 = arys X (8g) Bil
B, = Tqa] — Tgay — T4 a3 = —ary X (8g) Bil
Bg = —x5a; + x5ag + 25 a3 = axs X (8¢) BiII
By = Tsa; — Tsay — Ty as = —ars X (8g) BiII
B = —xgal + Tgas + Tg ag = axgX (8g) O III
B.1 = Tga] — Tgaz — Tgas = —azxg X (8g) O III
B2 = —x7a; +27az + 27 ag = azr7x (8g) OV
Bz = T7a] — T7ay — T7as = —ax7 X (8g) o1V
Bis = —xgaj +xrgas + rgas = axg X (8g) TiII
By = Tga) — Tgas — Tgas = —azxg X (8g) Ti II
By = —(.’Iﬁg—%) a; +xgas + xgas = axgi—l—iby—i-ici (161) ov
Bz = xzg9a;— (xg - %) as— (xg - %) as = —a (xg - %) X+ %by + ici (161) oV
Bis = (ngr%) a; — rgas — Tgas = 7&$9i+%by+%62 (161) oV
By = —zga; + (29 + 1) as + = a(zg+3) X+ 10y + Lez (161) oV

(00 + 1) a0
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