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Prototype Au2Nb3

AFLOW prototype label A2B3 tI10 139 e ae-001

ICSD 58559

Pearson symbol tI10

Space group number 139

Space group symbol I4/mmm

AFLOW prototype command aflow --proto=A2B3_tI10_139_e_ae-001

--params=a, c/a, z2, z3

Other compounds with this structure
Os2Al3, Ti2Cu3

• (Schubert, 1960) listed the lattice constants in “kX” units. We used the conversion factor 1.00207789 to convert their
units into Ångstroms (Arblaster, 1997). (We had previously (Hicks, 2021) divided instead of multiplied. This has been
corrected.)

• When c/a = 5, z2 = 1/5 and z3 = 2/5, the atoms are on the sites of a body-centered cubic lattice.

Body-centered Tetragonal primitive vectors

a1 = − 1
2a x̂ + 1

2a ŷ + 1
2c ẑ

a2 = 1
2a x̂− 1

2a ŷ + 1
2c ẑ

a3 = 1
2a x̂ + 1

2a ŷ − 1
2c ẑ
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Basis vectors

Lattice
coordinates

Cartesian
coordinates

Wyckoff
position

Atom
type

B1 = 0 = 0 (2a) Nb I

B2 = z2 a1 + z2 a2 = cz2 ẑ (4e) Au I

B3 = −z2 a1 − z2 a2 = −cz2 ẑ (4e) Au I

B4 = z3 a1 + z3 a2 = cz3 ẑ (4e) Nb II

B5 = −z3 a1 − z3 a2 = −cz3 ẑ (4e) Nb II
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