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Theoretical evaluation of the nonlinear optical properties
of extended n-conjugated chromeghores
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Abstract: t-conjugated chromophores with Iar!e two—photon abg)rptlon (?PA) cross-section are of interest for nonlinear optical
(NLO) applications in photonic or electro-optic devices, for instance for optical signal processing, 3D nanofabrications, data
storage, or biosensing in cellular environments. To design new chromophores with large TPA cross-sections, it is essential to
characterize their electronic and nonlinearoptical properties. We will seek to optimize donor-acceptor chromophores for linear
and nonlinear optical response properties. Our computational work seeks to establish structure - NLO properties relationships
and to design chromophores with enhanced second-order and/or third-order response using quantum chemical modeling.
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