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ICSD 16488
CCDC 1597063
Pearson symbol oC76
Space group number 41
Space group symbol Aea?2

AFLOW prototype command aflow --proto=A4B12C3_oC76_41_2b_6b_ab-001
—~params=a, b/aa C/CL, 21,L2,Y2,22,X3,Y3,23,T4,Y4,24,T5,Y5,25,T6,Y6, 26, L7, Y7, 27, T8,

Ys, 28, %9,Y9, 29,10, Y10, 210

e Aurivillius phases are layered tetragonal materials with composition (MeO2)?" (Mey,—1RmOzm+1)?~
(Mep,—1Me5 R, 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 (Dorrian, 1971) give this structure in what they call the B2¢b (or B2ab) setting of space group #41. We used FINDSYM
to transform this to the standard Aba2 setting.

e (Dorrian, 1971) notes that the physical properties of this structure indicate monoclinic symmetry, but that the structure
is consistent with orthorhombic symmetry. Various authors have shown that the structure is actually in monoclinic, with
space group Pc #7, as described by (Guo, 2019).

Base-centered Orthorhombic primitive vectors

ay; = aX
az = %by - %ci
ag = %by + %ci
Basis vectors
Lattice Cartesian Wyckoff Atom
coordinates coordinates position type
B1 = —z1ag + z1a3 CzZ1 Z (4&) Til
B, = %al—(zl—%) a2+(2«'1+%> as %af{—i—%by—i—czli (4a) Til
Bs T ar+(y2 — 22) az+(y2 + 22) a3 are X +by2 ¥ + c202 (8b) Bil
B, = —zoay — (ya + 22) ag — —aroX — by +c20% (8b) Bil
(Y2 — 22) a3
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https://www.aflow.org/prototype-encyclopedia/info/cif.html#ICSD
https://www.ccdc.cam.ac.uk/structures/Search?Ccdcid=16488&DatabaseToSearch=ICSD
https://www.aflow.org/prototype-encyclopedia/info/cif.html#CCDC
https://www.ccdc.cam.ac.uk/structures/Search?Ccdcid=1597063&DatabaseToSearch=Published
http://aflow.org/prototype-encyclopedia/A4B12C3_mP38_7_4a_12a_3a-001
http://aflow.org/prototype-encyclopedia/A4B12C3_mP38_7_4a_12a_3a-001

Bs

By

Bio

B11

B12

Bis

B14

B15

Bis

Bir

B18

Bio

Bao

B21

B2

B23

B24

Bas

Bas

Bar

Bas

B29

B30

—x3a; — (Y3 + 23) az —
(ys — 23) a3
($3+%) a1—(y3+23 - %) as+
(-yg + 23 + %) ag
— (l‘g — %) a; +
(s — 23 +3) ax +
(213 + 23 + %) as
zga1+(ys — 24) a2+ (ya + 21) as
—wga; — (Ys + 24) ag —
(ya — 24) ag
($4+%) al—(y4+z4— %) as+
(—ya+ 2+ %) ag
~(ea- P i+
(y4—z4+%) az +
(y4 + 24 + %) ag
zsai1+(ys — z5) as+(ys + 25) ag
—r5a; — (ys + 25) az —
(ys — 25) a3
(5 3) an— (s 25— 3) mat
(—ys + 25+ 3) a3
(o5 4 an +
(y5—z5+%) ag +
(y5 + 25 + %) ag
T a1 +(ys — 26) a2+ (yYs + 26) as
—zgar — (Yo + 26) az —
(ys — 26) asz
(o4 4) an— (s +20— 1) mat
(_y6 + 26 + %) as
— (l‘(j — %) a; +
(v6 — 26 + 3) az +
(216 + 26 + %) as
wra;+(yr — 27) ag+(yr + 27) az
—wray — (yr +27) ag —
(y7 — Z?) ag
($7+%) al—(ll7+z7— %) as +
(—yr+2zr+31)ay
(o — P i+
(y7—27+%) as +
(y7 + z7 + %) as
zrgai+(ys — zg) az+(ys + 23) as
—xgay — (ys + 2z8) az —
(ys — 2g) a3
(o 8) 2=+~ ) at
(*ys + z8 + %) as
— (.Tg — %) ap +
(y8—28+%) ag +
(ys + 28 + %) ag

—ax3X —bysy +cz32

a(xg—&-%) f{—b(yg—%) y+czz

—a(w3— %) X+0b(ys+3) §+cz2

ars X +bys ¥ +cz42

—ara X —bysy + cz4 Z

a(rs+5)X—b(ys—3) §+czz

—a(ac4f%) i+b(y4+%) V+czaz

axsX +bysy +cz52

—ar5X —bys ¥ + cz252

a(x5+%) f(fb(y f%) V+czz

—a(xg,—%) )‘(+b(y5+%) Y +czs2

axg X + by ¥y + cz¢ Z

—axgX —bys ¥ + cz62

a(ﬂcﬁ—&-%)f{—b(y —%)9—1—6;262

—a(wg— %) X+b(ys+3) §+cz62

ax7X+by: ¥ +cz72

—ar7X —byr y + c2r Z

a(aw—&—%) i—b((m—%) V+tezz

fa(a:7f%) )‘(+b(y7+%) V+eczz

axsX +bysy +czgZ

—argX —bysy + c282

a(x8+%) )‘(fb(y f%) ¥+ czsz

—a(zs— 1) X+0b(ys+3) §+czs2

Bill

Bill

Bi Il

(O

Ol1I

(O

(O

O1II

oIl

oIl

O1II

O III

O III

O III

O III

o1V

o1V

o1V

o1V

oV

oV

oV

oV
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