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The refined atomic coordinates of BiFeOs3

Site X y z U (A?)
Bi 6a 0 0 0 0.00988(4)
Fe 6a 0 0 0.22106(8) = U (Bi)
o] 18b 0.4532(8) 0.0265(7) 0.9558(3) = U (Bi)

Fractional atomic coordinates used in the Figures 2b

X y z Symmetry Operation
Fe 1/3 2/3 0.3877 -y+1/3, -x+2/3, z+1/6
O, 0.4532 0.4267 0.4558 X, X-y, z-1/2
Op 0.6402 0.7600 0.2892 -y+2/3, x-y+1/3, z+1/3

Fractional atomic coordinates used in the Figures 2c

X y z Symmetry Operation
Bi 2/3 1/3 1/3 x+2/3, y+1/3, z+1/3
(OR 0.4532 0.4267 0.4558 X, X-y, z+1/2
Op 0.6402 0.7600 0.2892 -y+2/3, x-y+1/3, z-2/3
O, 0.1199 0.3599 0.2892 x-1/3, y+1/3, z-2/3

Oy 0.9066 0.6932 0.1225 -Xx+y+4/3, y+2/3, z-5/6



