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In this talk, I will discuss recent developments in variational energy decomposition analysis (EDA) of 

intermolecular interactions.  The basic goal is to define physically relevant components of the interaction 

as variational energy expressions.  Terms that may be identified this way include the interaction of frozen 

monomer orbitals (electrostatics and Pauli repulsion), dispersion interactions, polarization or induction, 

and charge transfer effects. 

The EDA algorithm based on absolutely localized MO’s (ALMO’s) will be reviewed for self-

consistent field methods such as density functional theory.  This approach enables fully variational 

treatment of the terms identified above.  Extensions to wave-function based correlated methods such as 

coupled cluster theory are possible, and will be discussed.  A range of examples including hydrogen-

bonding and metal-ligand interactions will be given. 

Finally, some of the issues that cause controversy in the application of EDA’s will be discussed, 

with particular focus on the problem of distinguishing intramolecular charge transfer (i.e. monomer 

polarization in the EDA) from intermolecular charge transfer (i.e. charge transfer in the EDA). 
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