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Fig. 4 Graphically displaying window for diffraction pattern
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A Computer Program for Cal culating X-ray Powder Diffraction Patterns

and Converting the CIF File

. QIN Shan, WANG Haiqing
Depai'tmeni of Geologys Peking University, Beijing, 100871

; ~ Abstract
A computer program, XRAY, used for generating powder X-ray diffraction patterns of minerals or mate-
rials is introduced. The input for the XRAY requires only X-ray wavelength » cell sizes, space group and posi-
tional parameters of atoms. The output includes a graphical pattern and a 11st of the 20 values, d-values, and

the relative intensities for the Bragg reflections within a given 26 intervals. The program also could do the im-

porting and exporting CIF files. As a small tool, it will be useful for related researches and teaching in X-ray

.

crystallography.
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