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Prototype C2TaV

AFLOW prototype label A3B2C hR6 166 ac c b-001

ICSD 23570

CCDC 1599676

Pearson symbol hR6
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Space group number 166

Space group symbol R3m

AFLOW prototype command aflow --proto=A3B2C_hR6_166_ac_c_b-001

--params=a, c/a, x3, x4

• All of the sites here are in some way disordered:

• The (1a) site is 2/3 tantalum and 1/3 vanadium. We have arbitrarily labeled this as vanadium.

• The C I (1b) and C II (2c) sites are occupied 2/3 of the time.

• The second (2c) site is also 2/3 tantalum and 1/3 vanadium, and we have arbitrarily labeled it as tantalum.

• ϵ-Hf3N2 is the binary form of this structure.

• Hexagonal settings of this structure can be obtained with the option --hex.
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6 a ŷ + 1

3c ẑ

Basis vectors
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type

B1 = 0 = 0 (1a) C I

B2 = 1
2 a1 +

1
2 a2 +
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2c ẑ (1b) V I

B3 = x3 a1 + x3 a2 + x3 a3 = cx3 ẑ (2c) C II

B4 = −x3 a1 − x3 a2 − x3 a3 = −cx3 ẑ (2c) C II

B5 = x4 a1 + x4 a2 + x4 a3 = cx4 ẑ (2c) Ta I

B6 = −x4 a1 − x4 a2 − x4 a3 = −cx4 ẑ (2c) Ta I
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