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This study investigates the nonlinear and +  Solar Cell Sensitizers

electronic properties of NNBD using the * Quantum parameters analysis
density functional theory (DFT) approach

* TD-DFT for UV - Vis absorption

* NLO properties calculation

 The first hyperpolarizability (f||) response of NNBD 1s 53-69x
higher than urea across all the media. It displays the best second-
order character in cyclohexane.
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* NNBD shows its best performance 1n acetonitrile with an energy gap of | S .
2071 eV * The second hyperpolarizability (y||) response of NNBD i1s 57-82x

higher than urea across all the media. It exhibits a higher third-

order response 1n ethanol. :

* It was therefore suggested that NNBD has the potential to be an organic
semiconductor material.
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* Solvent effects on the electronic
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