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Prototype Bi4O12Ti3

AFLOW prototype label A4B12C3 oF76 69 2g cf2gl ag-001

ICSD 24735

Pearson symbol oF76

Space group number 69

Space group symbol Fmmm

AFLOW prototype command aflow --proto=A4B12C3_oF76_69_2g_cf2gl_ag-001

--params=a, b/a, c/a, x4, x5, x6, x7, x8, x9

• Aurivillius phases are layered tetragonal materials with composition (Me′2O2)2+(Mem−1RmO3m+1)2−

(Mem−1Me′2RmO3(m+1)), where Me and Me’ are metals and R is a transition metal with a charge of +4 or +5. (Subbaro,
1962)

• 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.
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B6 = −x4 a1 + x4 a2 + x4 a3 = ax4 x̂ (8g) Bi I

B7 = x4 a1 − x4 a2 − x4 a3 = −ax4 x̂ (8g) Bi I

B8 = −x5 a1 + x5 a2 + x5 a3 = ax5 x̂ (8g) Bi II

B9 = x5 a1 − x5 a2 − x5 a3 = −ax5 x̂ (8g) Bi II

B10 = −x6 a1 + x6 a2 + x6 a3 = ax6 x̂ (8g) O III

B11 = x6 a1 − x6 a2 − x6 a3 = −ax6 x̂ (8g) O III
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