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Fractional atomic coordinates from Rietveld refinement of Bi2LnO4Cu2Se2 phases.

Atom
x/a
y/b
z/c
Uiso (Å2)

La
0.500000
0.500000
0.500000
1.3(3)

Bi
0.500000
0.500000
0.8928(2)
1.0(2)

Se
0.500000
0.500000
0.3080(4)
0.92(3)

Cu
0.000000
0.500000
0.250000
1.55(4)

O
0.000000
0.500000
0.941(1)
4.8(15)







2=8.7
R(F2)=23.8%




Atom
x/a
y/b
z/c
Uiso (Å2)

Nd
0.500000
0.500000
0.500000
0.16(8)

Bi
0.500000
0.500000
0.89426(9)
1.0(5)

Se
0.500000
0.500000
0.3106(2)
0.62(20)

Cu
0.000000
0.500000
0.250000
0.8(14)

O
0.000000
0.500000
0.940(14)
4.0(6)







2=2.8
R(F2)=9.0%




Atom
x/a
y/b
z/c
Uiso (Å2)

Sm
0.500000
0.500000
0.500000
-0.04(7)

Bi
0.500000
0.500000
0.89511(8)
0.44(18)

Se
0.500000
0.500000
0.3109(2)
0.64(14)

Cu
0.000000
0.500000
0.250000
0.9(12)

O
0.000000
0.500000
0.9401(7)
1.1(5)







2=2.7
R(F2)=8.3%




Atom
x/a
y/b
z/c
Uiso (Å2)

Gd
0.500000
0.500000
0.500000
0.13(7)

Bi
0.500000
0.500000
0.89593(8)
0.72(4)

Se
0.500000
0.500000
0.3114(2)
0.59(10)

Cu
0.000000
0.500000
0.250000
1.3(7)

O
0.000000
0.500000
0.9415(7)
2.0(5)







2=2.7
R(F2)=9.0%





