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We have recently developed a new theoretical framework, called Multiconfiguration Pair-Density Functional Theory (MC-
PDFT),[1] which combines multiconfigurational wave functions with a generalization of density functional theory (DFT). In
this talk I will describe the basic principles of the theory and I present our latest results with MC-PDFT on spectroscopy,[2]
charge-transfer systems[3] and molecules containing transition metals[4].
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