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Abstract: The behavior of electrons in atoms and molecules is analyzed throughout the 
density functionals of energy. Firstly, the analytical survey of the main workable kinetic, 
exchange, and correlation density functionals within local and gradient density 
approximations is undertaken. Then, the hierarchy of various total energy functionals is 
formulated by employing the correlation degree of them with the electronegativity and 
chemical hardness indices by means of QSPR for various acids and bases. This way, the 
main bonding principles of electronegativity and hardness are unitarily presented at different 
levels of density functional theory.  

Keywords:   
 

 

References 

1. Putz, M.V. Systematic Formulation for Electronegativity and Hardness and Their Atomic Scales 
within Density Functional Softness Theory. Int. J. Quantum Chem. 2006, 106, 361-386. 

2. Putz, M.V. Semiclassical Electronegativity and Chemical Hardness. J. Theor. Comp. Chem. 2007, 
6(1), 33-47.  

 

 

© 2007(8) by MDPI (http://www.mdpi.org). Reproduction is permitted for noncommercial purposes. 


