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Abstract: The behavior of electrons in atoms and moleculeanalyzed throughout the
density functionals of energy. Firstly, the analsgti survey of the main workable kinetic,
exchange, and correlation density functionals withiocal and gradient density
approximations is undertaken. Then, the hierarchyamious total energy functionals is
formulated by employing the correlation degree leémd with the electronegativity and
chemical hardness indices by means of QSPR foowsracids and bases. This way, the
main bonding principles of electronegativity anddmess are unitarily presented at different
levels of density functional theory.
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