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Abstract

     In order to expand the applicability of density functional theory (DFT) for the calculations of weak interactions and assess its limitations, we have conducted a systematic investigation of a few typical weakly bounded systems. We have used both pure DFT and a hybrid approach, namely, DFT + damped Dispersion (DFdD). The results help us to understand the intrinsic limitations of previous attempts based on pure DFT. Our hybrid method shows predictions consistently in better agreement with experimental data. The results open up the possibility to investigate problems such as the calculation of weak chemisorption energies on metal surfaces where ab initio methods are not yet viable. 

