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NMpnonuxeHna ooMeHHO-KOppPENALUOHHON

Density functional theory is straying from the path
toward the exact functional

van S. Bushmarinov'-", Jianwei Sun*¥, John P. Perdew*> T, Konstantin A. Lyssenko':T

Article

Whither the density in DFT calculations?

The continuing development of density functional theory (DFT) has greatly expanded the size
and complexity of molecules amenable to computationally tractable simulation. The
conventional metric of success for new functionals has been the accuracy of their calculated
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