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AbstractThe theory of lattice dynamics shows that the atomic thermal Debye–Waller factor is related to the atomic displacements. In the harmonic approximation, these are fully described by a fully symmetric second-order tensor. Anharmonicity and disorder, however, cause deviations from a Gaussian distribution of the atomic displacements around the atomic position. A generalized description of atomic displacements therefore also involves first-, third-, fourth- and even higher-order displacement terms.The description of the properties of these tensors is the purpose of this chapter. The number of independent tensor coefficients depends on the site symmetry of the atom and are given in tables. The symmetry restrictions according to the site symmetry are tabulated for second- to sixth-rank thermal motion tensors. A selection of representation surfaces of higher-rank tensors showing the distribution of anharmonic deformation densities is given at the end of the chapter.







 
                

                Access, prices and ordering


                International Tables for Crystallography is available online as a full set of volumes through Wiley.

                	[image: set]	
                                	
                                        Guided tour of International Tables Online
                                    
	
                                        Purchase International Tables Online
                                    
	
                                        Terms and conditions of use
                                    
	
                                        Contact details for International Tables Online
                                    


                            


                If you have already registered and are using a computer listed in your registration details, please email support@iucr.org for assistance.




                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 | 
                                    

                                


                

                
                    

                    

                    

                    

                    

                    

                    

                    

                    

                    

                    

                    

                    

                    

                    

                    

                    

                    

                    

                    

                    

                    

                    

                    

                    

                    

                    

                    

                    

                    

                    

                    

                    

                    

                    

                    

                    

                    

                    

                

            

        

        
        
    