
Thermochemistry and Structural Properties of Extracting Agents for Separations of 

Lanthanides and Actinides    

 

Deborah A. Penchoff1,2, Charles Peterson1, Angela K. Wilson1,3   

1University of North Texas, Center for Advanced Scientific Computing and Modeling and 

Department of Chemistry, Denton, TX 76203-5017 

2Joint Institute for Computational Sciences, Oak Ridge, TN 37831-6173 

3Michigan State University, Department of Chemistry, East Lansing, MI 48824 

 

The correlation consistent Composite Approach (ccCA) has been a very successful approach for 

the prediction of thermochemical properties of main group and transition metal species.  

Recently, we have developed composite strategies for the heavy elements (f-ccCA).  We apply 

these strategies, as well as density functional theory to the study of lanthanide- and actinide-

containing compounds.  Both f-ccCA and density functional theory have been utilized to predict 

thermodynamic properties, and density functionals have been used for structural analysis. 


