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Prototype CCo2Mn2

AFLOW prototype label AB2C2 tP5 123 b e ac-001

ICSD 44353

CCDC 1613756

Pearson symbol tP5

Space group number 123

Space group symbol P4/mmm

AFLOW prototype command aflow --proto=AB2C2_tP5_123_b_e_ac-001

--params=a, c/a

• We have inferred the value of a and the positions of the atoms from Figure 2(a) of (Holtzman, 1959) and Figure 3 of
(Murthy, 1969), shifting the origin to be on the MnII atom. The value of c was inferred from the C-MnII distance given
in the paper. This is a pseudo-cubic lattice, with c/a ≈ 1.

Simple Tetragonal primitive vectors
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a1 = a x̂

a2 = a ŷ

a3 = c ẑ

Basis vectors

Lattice
coordinates

Cartesian
coordinates

Wyckoff
position

Atom
type

B1 = 0 = 0 (1a) Mn I

B2 = 1
2 a3 = 1

2c ẑ (1b) C I

B3 = 1
2 a1 +

1
2 a2 = 1

2a x̂+ 1
2a ŷ (1c) Mn II

B4 = 1
2 a2 +

1
2 a3 = 1

2a ŷ + 1
2c ẑ (2e) Co I

B5 = 1
2 a1 +

1
2 a3 = 1

2a x̂+ 1
2c ẑ (2e) Co I
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