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Prototype Co2OTi4

AFLOW prototype label A2BC4 cF112 227 e c df-001

ICSD 139679

CCDC 2096554

Pearson symbol cF112

Space group number 227

Space group symbol Fd3m

AFLOW prototype command aflow --proto=A2BC4_cF112_227_e_c_df-001

--params=a, x3, x4

• This is an ordered form of the η-carbide (E93) structure.
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• AFLOW shifts the origin from the Ti I site to the O I site.

Face-centered Cubic primitive vectors
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B1 = 0 = 0 (16c) O I
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4a ŷ (16c) O I
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4a ẑ (16c) O I
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2a ẑ (16d) Ti I
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4a ẑ (16d) Ti I
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1
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4a ŷ + 1

4a ẑ (16d) Ti I

B9 = x3 a1 + x3 a2 + x3 a3 = ax3 x̂+ ax3 ŷ + ax3 ẑ (32e) Co I
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2
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1
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1
4
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ẑ (32e) Co I
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4

)
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8a ŷ + 1
8a ẑ (48f) Ti II
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(
x4 − 1

4
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a2−

(
x4 − 1

4
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a3 = −a

(
x4 − 1

4

)
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8a ẑ (48f) Ti II
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(
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= 1
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x4 − 1
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8a ẑ (48f) Ti II
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(
x4 − 1

4
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a3 = 1
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8a ŷ + ax4 ẑ (48f) Ti II
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= 1
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ẑ (48f) Ti II
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8a ẑ (48f) Ti II
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