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Table 2: Fractional coordinates, isotropic atomic displacement parameters, and occupan-
cies. mW denotes an integrated combination of the multiplicity and Wyckoff letter.

Site  mW z y z U/A?

g
01  6h  03242(3)  04854(3) 1/4 0.0094(9) 1
02 6h  05918(4)  0.4698(4) 1/4 0.0094(9) 1
03 12i  0.3392(3)  02573(3) 0.0698(3) 0.0106(6) 1
P 6h  03973(2)  03679(2) 1/4 0.0070(3) 1
Cal 4f 1/3 2/3 0.0013(2)  0.0082(3) 1
Ca2 6k 02418(1) —0.0080(2) 1/4 0.0067(2) 1
F 2 0 0 1/4 0.018(1) 1

15000~
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Intensity

5000
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281/°

Figure 1: Observed (red), calculated (dark-blue), and difference (blue) patterns resulting

from Rietveld analysis. Green vertical bars denote positions of Bragg reflections.
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