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S3: Fractional Atomic Coordinates and Mean-Square Atomic Displacement Parameters.


fractional atomic coordinates

mean-square atomic displacements /Å2

atom
x/a
y/b
z/c

U11
U22
U33
U23
U13
U12













S1
0.00475(2)
0.92125(3)
0.30498(2)

0.0136(1)
0.0172(1)
0.0148(1)
-0.0068(1)
0.0011(1)
0.0001(1)

S2
0.15179(2)
0.70829(2)
0.09954(2)

0.0087(1)
0.0139(1)
0.0126(1)
-0.0010(1)
0.0010(1)
0.0018(1)

S3
-0.14976(2)
0.79952(2)
0.05748(2)

0.0091(1)
0.0138(1)
0.0139(1)
-0.0002(1)
-0.0004(1)
0.0019(1)

S4
-0.04131(2)
0.54471(3)
0.27226(2)

0.0156(1)
0.0158(1)
0.0131(1)
0.0029(1)
0.0009(1)
-0.0009(1)

N1
0.01023(7)
0.76478(9)
-0.02466(10)

0.0121(2)
0.0153(2)
0.0110(2)
-0.0001(2)
0.0007(1)
0.0021(2)

N2
-0.02793(8)
0.72222(11)
0.39172(11)

0.0190(3)
0.0249(3)
0.0107(2)
-0.0011(2)
0.0022(2)
0.0002(3)

N3
-0.18168(9)
0.60348(11)
0.14678(8)

0.0113(2)
0.0161(2)
0.0178(3)
0.0005(2)
-0.0001(2)
-0.0026(2)

N4
0.16392(9)
0.88347(11)
0.22056(8)

0.0107(2)
0.0170(2)
0.0179(3)
-0.0043(2)
-0.0002(2)
-0.0019(2)

