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                	Constraints and restraints in refinement
E. Prince, L. W. Finger and J. H. Konnert. International Tables for Crystallography (2006). Vol. C, ch. 8.3, pp. 694-701  [ doi:10.1107/97809553602060000611 ]

AbstractIn crystallographic refinement a great deal is known about a crystal before any diffraction data are collected. Chapter 8.3 discusses ways to make use of this prior knowledge by applying constraints and restraints to the model. The most obvious constraints, which may be applied either by using Lagrange undetermined multipliers or by reducing the number of variable parameters in the model, are those imposed by space-group symmetry on unit-cell constants, atom positions, and atom-displacement parameters. They may also include site occupancies, molecular shapes, noncrystallographic symmetry, and rigid-body thermal motion. Restraints may be applied when bond distances, bond angles, and relations among motion parameters are not known precisely in advance, but must lie within narrow ranges. The chapter includes a table of typical values of bond distances and angles found in the amino-acid residues in polypeptides and proteins.
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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.


                

                
                    © International Union of Crystallography
                    	
                                    
                                         | home | resources | advanced search | purchase | contact us | terms of use | help | 
                                    

                                


                

                
                    

                    

                    

                    

                    

                    

                    

                    

                    

                    

                    

                    

                    

                    

                    

                    

                    

                    

                    

                    

                    

                    

                    

                    

                    

                    

                    

                    

                    

                    

                    

                    

                    

                    

                    

                    

                    

                    

                    

                

            

        

        
        
    