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Abstract:
Quantum chemical calculations at DFT/B3LYP level of theory with 6-31G, 6-311G, and 6-311G(d,p) basis sets were done to correlate the inhibition of mild steel corrosion in 1 M H2SO4 by four dianiline Schiff bases namely N,N′-Bis(benzylidene)-4,4’-dianiline (DAA), N,N′-Bis (benzylidene)-4,4’-methylenedianiline (MDAA), N,N′ Bis(benzylidene)-4,4’-sulphonyldianiline (SDAA) and N,N′-Bis(benzylidene)-4,4’-oxydianiline (ODAA) with their electronic and structural properties. Quantum chemical parameters such as the EHOMO, ELUMO, energy gap (E), dipole moment (µ), global softness (), and global hardness () were calculated and discussed to provide valuable explanations for the reactivity and selectivity of the studied inhibitors. The results obtained showed a certain relationship to the experimental inhibition efficiency results earlier reported.
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Povzetek (scientific paper)

[bookmark: _Hlk504367152][bookmark: _GoBack]S kvantno kemijskimi računi na nivoju DFT/B3LYP teorije s 6-31G, 6-311G in 6-311G (d, p) smo proučevali inhibicijo korozije jekla  v 1 M H2SO4 s štirimi dianilinskimi Schiffovimi bazami N, N'-Bis (benziliden) -4,4'-dianilin (DAA), N, N'-Bis (benziliden) -4,4'-metilendianilin (MDAA), N, N 'Bis (benziliden) -4 , 4'-sulfonildianilin (SDAA) in N, N'-Bis (benziliden) -4,4'-oksidianilin (ODAA). Izračunali smo kvantne kemijske parametre: EHOMO, ELUMO, energijsko vrzel (E), dipolni moment (µ), globalno mehkost () in globalno trdnost (), s katerimi smo razložili  reaktivnost in selektivnost preučevanih inhibitorje. 

