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We start with a self-consistent (SC) Sobution of the Kohn-Sham (KS)

equalion usimg the gemenalized gradiomd approximalion (GGA)
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We now e the SC KS sobutiom 1o gbtain g non-seff-

congistertt (NSC) Soburiore 0 a gemenalized Kohn-Sham (GKS )
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functional.
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O Note the NSC-GKS Homilronian containd the SC-KS onbitala,
{Rean 1.
NSC - GKS orbitala
We earpano( the e{?ensmtw of the NSC-GKS Hmrr:fram‘mz,}
Fg.(4), pm torma of the SC-KS orbitals (B0} :
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