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How to Use Powder Diffraction Method (5)
— Identification and Qualitative Analysis, Application of Database —

Takashi IDA
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This article is the fifth part of a series of introduction to powder diffraction method, focused on the practical use of structural
database including the powder diffraction file (PDF) to the identification and qualitative analysis, which are known to be the most
important applications of the powder diffraction method. Typical methods of preprocessing powder diffraction data for the

identification and qualitative analysis are shown.

Characteristics of Inorganic Crystal Structure Database (ICSD), Canbridge

Structural Database (CSD), Linus Pauling File (LPF) and a newly published AtomWork database system are briefly described. The
historical background and current status of the International Centre for Diffraction Data (ICDD), overview of the ICDD-PDF
products, and an example of practical application of ICDD —PDF-4+ database system are demonstrated.
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Fig. 1 The quintuplet (212, 203, 301-reflections) of a-quartz; (a) raw

data, (b) smoothed by 11-point 2nd-order Savitsky-Golay method, (c)
subtraction of Ka, subpeaks.
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