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Crystal Structure Analysis by Maximum Entropy Method

Yukihiko Kawamura*, Takanao Asahi*, Katsuhiko Hasebe* and Hiroyuki Mashiyama*

Recently the maximum-entropy method (MEM) has been applied to refine crystal structures. In

this report, we introduce the method and assess the method in comparison with the Fourier

synthesis method. X-ray diffraction intensity was measured by the use of a 4-circle diffrac-

tometer equipped in the Center. Two dielectric crystals, NaNO: and CH:NH:PbCls;, were investi-

gated; the former is a famous ferroelectrics. The MEM gives successful results both for ferro-

electric and paraclectric phases. For the latter crystal, however, it is found that a ‘ghost atom’

may appear in the MEM, if the observed diffraction data contain some systematic error.
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