
FePSe3 Structure:
ABC3 hR10 146 2a 2a 2b-001
This structure previously used the label(s) ABC3 hR10 146 2a 2a 2b. Calls to these addresses will be redirected here.
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Prototype FePSe3

AFLOW prototype label ABC3 hR10 146 2a 2a 2b-001

ICSD 16246

CCDC 1596847

Pearson symbol hR10
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Space group number 146

Space group symbol R3

AFLOW prototype command aflow --proto=ABC3_hR10_146_2a_2a_2b-001

--params=a, c/a, x1, x2, x3, x4, x5, y5, z5, x6, y6, z6

• (Klingen, 1973) also considered the possibility that this structure could be in the centrosymmetric space group R3 #148.
That structure was refined by (Wiedenmann, 1981).
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Basis vectors
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Atom
type

B1 = x1 a1 + x1 a2 + x1 a3 = cx1 ẑ (1a) Fe I

B2 = x2 a1 + x2 a2 + x2 a3 = cx2 ẑ (1a) Fe II

B3 = x3 a1 + x3 a2 + x3 a3 = cx3 ẑ (1a) P I

B4 = x4 a1 + x4 a2 + x4 a3 = cx4 ẑ (1a) P II
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(3b) Se II

B10 = y6 a1 + z6 a2 + x6 a3 = − 1
2a (x6 − y6) x̂−

√
3
6 a (x6 + y6 − 2z6) ŷ+
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