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Abstrakt: Determining the structure in solution of coordination compounds is  
important for the rational design of complexes with 
pre-determined properties. Many metal ions are 
paramagnetic and, therefore, they induce important  
paramagnetic shifts in their 1H and 13C NMR 
spectra. These paramagnetic shifts encode useful 
structural information that can be analyzed with the  
aid of density functional theory (DFT) calculations. 
Several examples of this combined NMR/DFT 
approach, applied to complexes of the 
lanthanide(III) ions and transition metal ions of the d-block, will be presented. 


