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STATEMENTS OF ORIGINALITY

The excited-state dynamics simulations of 2-(2’-hydroxyphenyl)benzoxazole
(HBO) and its hydrated clusters can provide clear pictures in molecular level of
proton transfer process and can be used for further studies in the similar systems

with solvents.

The good candidates of HBO having substituents that provide high intensity of
emission, large Stokes shift, and emission in the longer wavelength for use as a
fluorescent sensor are HBO having strong electron-withdrawing groups substituted

on a benzoxazole moiety.

The prediction from the computational calculations is helpful to interpretation of
experimental results and can be used as a screening tool to guide chemists for

synthesizing new HBO derivatives.



