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(a) Deviations of the fractional coordinates ‘E
optimized by the Rietveld and new methods, 1 —
which are respectively marked by triangles
and circles, from those optained by the (b) "3
single-crystal X-ray analysis by Miyake et 0 - I I I I I
al. (1978) for BaSOs. Ba S o1 02 03

(b) Isotropic atomic displacement parameters
optimized by the Rietveld and new methods (triangles and circles, respectively) and equivalent



isotropic atomic displacement parameters calculated from the single-crystal data (Miyake et al.,
1978).



