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Specimen powder single crystal

Beam synchrotron X-ray, MoKa 9

source 1.306A 0.711A neutron, 0.833A

No. of
reflections 42/45 141/161 301/394

a (A) 3.249847(18) 3.24990(4)

¢ (A) 5.20650(3) 5.20660(6)

z(0) 0.3824(10) 0.3825(14) 0.3819(1)
U(Zn) (A7) 0.0080(3)
U(O) (A% 0.0086(9)
U,(Zn) (A?) 0.0073(2) 0.0073(4)
Usy(Zn) (AY) 0.0076(4) 0.0094(4)
U.(0) (&) 0.0073(10) 0.0056(4)
U(0) (A?) 0.0076(22) 0.0064(4)

R (%) 0.76 3.78 2.31

Ry (%) 1.71 5.12 3.67
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