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Graphical Abstract 

A combined experimental and theoretical approach for structural, FT-IR, NMR, UV-Vis, ESP, TDOS,
NBO, NLO, Thermal, photophysical and chemical reactivity studies
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(Ground State) HOMO plot

EHOMO = - 6.63 eV

ELUMO = - 3.27eV

LUMO plot

EHOMO - ELUMO = 3.36 eV
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HOMO-4 plot

EHOMO = - 8.32 eV

_________________________________
ELUMO = - 3.27eV

LUMO plot

EHOMO - ELUMO
= 5.05 eV

Ground state Dipole moment= 5.399 D
Excited state dipole moment= 11.754-7.063 D

 



Download	English	Version:

https://daneshyari.com/en/article/5161066

Download	Persian	Version:

https://daneshyari.com/article/5161066

Daneshyari.com

https://daneshyari.com/en/article/5161066
https://daneshyari.com/article/5161066
https://daneshyari.com/

