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Prototype AgLaO3Ti

AFLOW prototype label ABC4D tP14 129 c c 2cf c-001

ICSD 78719

CCDC 1638992

Pearson symbol tP14

Space group number 129

Space group symbol P4/nmm

AFLOW prototype command aflow --proto=ABC4D_tP14_129_c_c_2cf_c-001

--params=a, c/a, z1, z2, z3, z4, z5, z6

Other compounds with this structure
GdNaTiO4, LaNaTiO4, NaNdTiO4, NaPrTiO4, NaSmTiO4
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• (Toda, 1995) report this structure in setting 1 of space group P4/nmm #129. We used AFLOW to transform it into the
standard setting 2. This shifted the origin by (a/4 a/4 0).

• ICSD lists the compounds A2MO3H (A = alkaline earth, M = metal, H = halide) under this structure type, but we have
moved those to a new prototype, Ba2InO3F.

Simple Tetragonal primitive vectors

a1 = a x̂

a2 = a ŷ

a3 = c ẑ

Basis vectors

Lattice
coordinates

Cartesian
coordinates

Wyckoff
position

Atom
type

B1 = 1
4 a1 +

1
4 a2 + z1 a3 = 1

4a x̂+ 1
4a ŷ + cz1 ẑ (2c) Ag I

B2 = 3
4 a1 +

3
4 a2 − z1 a3 = 3

4a x̂+ 3
4a ŷ − cz1 ẑ (2c) Ag I

B3 = 1
4 a1 +

1
4 a2 + z2 a3 = 1

4a x̂+ 1
4a ŷ + cz2 ẑ (2c) La I

B4 = 3
4 a1 +

3
4 a2 − z2 a3 = 3

4a x̂+ 3
4a ŷ − cz2 ẑ (2c) La I

B5 = 1
4 a1 +

1
4 a2 + z3 a3 = 1

4a x̂+ 1
4a ŷ + cz3 ẑ (2c) O I

B6 = 3
4 a1 +

3
4 a2 − z3 a3 = 3

4a x̂+ 3
4a ŷ − cz3 ẑ (2c) O I

B7 = 1
4 a1 +

1
4 a2 + z4 a3 = 1

4a x̂+ 1
4a ŷ + cz4 ẑ (2c) O II

B8 = 3
4 a1 +

3
4 a2 − z4 a3 = 3

4a x̂+ 3
4a ŷ − cz4 ẑ (2c) O II

B9 = 1
4 a1 +

1
4 a2 + z5 a3 = 1

4a x̂+ 1
4a ŷ + cz5 ẑ (2c) Ti I

B10 = 3
4 a1 +

3
4 a2 − z5 a3 = 3

4a x̂+ 3
4a ŷ − cz5 ẑ (2c) Ti I

B11 = 3
4 a1 +

1
4 a2 + z6 a3 = 3

4a x̂+ 1
4a ŷ + cz6 ẑ (4f) O III

B12 = 1
4 a1 +

3
4 a2 + z6 a3 = 1

4a x̂+ 3
4a ŷ + cz6 ẑ (4f) O III

B13 = 1
4 a1 +

3
4 a2 − z6 a3 = 1

4a x̂+ 3
4a ŷ − cz6 ẑ (4f) O III

B14 = 3
4 a1 +

1
4 a2 − z6 a3 = 3

4a x̂+ 1
4a ŷ − cz6 ẑ (4f) O III
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