
            
                
                    
                        	
                                         | home | resources | purchase | contact us | help | 

                                    	
                                        
                                            RELATED SITES: 
                                            IUCr | IUCr Journals
                                        

                                    


                    

                    
                        	
                                        INTERNATIONAL TABLES   Purchase
                                    	 


                    

                    
                        
                            	
                                             | A | A1 | B | C | D | E | F | G | H | I |
                                            

                                        	
                                            
                                                
                                                
                                                
                                                
                                            
                                        


                        

                    

                

                
                    	
                                     Home 
                                     > Purchase
                                	 


                

            

            
                International Tables for Crystallography

                Access to online content requires a licence

                

                

                	
    
    You have followed a link to material from the 2012
    edition of International Tables for Crystallography
    Volume F. If you would like to update your licence to
    include this material please contact
    support@iucr.org.
    
                If you have a licence for the 2006 edition of this volume
                please follow the link below to access material from it:
                


                International Tables for Crystallography (2006). Vol. F, Section 22.4.2

    


    

    
                	The relevance of the Cambridge Structural Database in protein crystallography
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AbstractThe importance of high-resolution crystal structure data of small molecules to protein crystallography is highlighted. Specific areas covered include: mean molecular dimensions for peptidic fragments and other biologically important substructures, conformational information, hydrogen-bond geometries and their directionality, and other strong non-covalent interactions. The value of the IsoStar knowledge base of intermolecular interactions, derived from the CSD and from protein–ligand complexes in the PDB, is illustrated. The value of structural information from small molecules to our understanding of protein–ligand binding is also discussed, together with examples of how this information is important in the prediction of ligand binding modes and in software tools for protein–ligand docking.
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