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M. G. Rossmann. International Tables for Crystallography (2006). Vol. F, ch. 11.1, pp. 209-211  [ doi:10.1107/97809553602060000674 ]

AbstractThe first step in indexing an oscillation diffraction pattern is to determine the position of diffraction maxima and to record their coordinates on the detector relative to the camera axes. These coordinates can then be transformed into reciprocal-lattice coordinates assuming a zero rotation angle. These positions are then projected onto a vector emanating from the crystal position.  If this radius vector is chosen perpendicular to a principal set of reciprocal-lattice planes for the given crystal setting, then a plot of the frequency of the projected reflections onto the vector will show a regular set of equally spaced maxima. These will correspond to the intersection of reciprocal-lattice planes with the selected radius vector. All possible directions, separated from each other by small incremental angles, are tested. One-dimensional Fourier inversion of each of the frequency plots identifies those directions that intersect widely spaced reciprocal-lattice planes, corresponding to principal reciprocal axial directions.  Thus the orientation and lattice repeats of the crystal axes will have been determined relative to the camera axes. These parameters can be converted into a 3 × 3 crystal-setting matrix, [A], which relates Miller indices to reciprocal-lattice coordinates.
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                About International Tables for Crystallography


                International Tables for Crystallography is the definitive resource and reference work for crystallography. The multi-volume series comprises articles and tables of data relevant to crystallographic research and to applications of crystallographic methods in all sciences concerned with the structure and properties of materials.
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