High pressure BisFe,Og Structure:
A2B4C9_0P60.62_d_2cd_3c¢3d-001
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Prototype BisFe Og
AFLOW prototype label A2B4C9_0P60_62_d_2cd_3c3d-001
ICSD 186444
CCDC 1695609
Pearson symbol oP60
Space group number 62
Space group symbol Pnma

AFLOW prototype command aflow --proto=A2B4C9_oP60_62_d_2cd_3c3d-001
——params=a, b/a, c/a, L1,21yL2,22,L3,23,T4y24,L5,25,L65 Y6, 26, L7, Y7527, T8, Y], 28,
Z9,Y9, 29,210, Y105 210
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e This is the high pressure phase of BisFe Og, using data taken by (Friedrich, 2012) at 9.4GPa. Below 6.89GPa it

transforms to the low pressure BisFesOg structurel

Simple Orthorhombic primitive vectors

a; = ax
azs = bY
ag = cZ
Basis vectors
Lattice Cartesian Wyckoff Atom
coordinates coordinates position type
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