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Determination of the Replacing Ratios in Mixed Crystals
by X-Ray Diffraction Method

Terumi Nakashima”

Crystal structures of a mixed crystal system,d Ki-x Rbyx 3SeOs. were analyzed for diffracted X-

ray intensities observed by a 4-circle diffractmeter. Atomic coordinates and thermal parameters

were refined with fixed replacing ratios x1 and x2 for site 1 and 2 of the alkali metal ions. At

the minimum position of the contour map of the residual factor R for the least squared calcula-

tions on the X 1-X = parameter plane, the replacing ratios were determined independently. The

total replacing ratio for both site 1 and 2 was in agreement with that obtained by usual spectro-

scopic methods. Only diffraction method can give the individual replacing ratio for each site.
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Rb 10% (121 samples)

R-factor N 7 ———— 0.0206
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00O0O0| Rb(@) | Rb@) | KQ) | K@ | x ROO

0.1 |0.05591 | 0.00657 | 0.44409 | 0.49343 | 0.06248 | 0.02016

02 |0.11876|0.01294|0.38124|0.48706 | 01317 |0.02478

0.3 |0.23866|0.03722|0.26134 | 0.46278 | 0.27588 | 0.02755
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