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The effect of intramolecular hydrogen bond on fluorescence of C4N4 ('Graduate School of
Pharmaceutical Science, Keio University, *Institute of Microbial Chemistry) OMao Niimura,'
Miki Kohei,' Ryosuke Tsutsumi,' Naoya Kumagai'*

C4N4, a new scaffold for fluorescent material based on a 2,5-diaminopyrimidine core, features
a single-step modular synthesis, high quantum yield, and large Stokes shift, anticipating a broad
range of fluorometric applications. Recently, we found that the C4N4 compounds with a
hydrogen-bonding functional group proximal to the central pyrimidine core prefer non-
radiative decay. In this study, we performed systematic investigation to elucidate the effect of
steric and electronic properties of neighboring hydrogen-bonding units on the physicochemical
behavior of C4N4. C4N4 compounds with various substituents bearing hydroxy and amino
groups were examined. Most of the C4N4 compounds capable to form intramoleculrar
hydrogen bonds were non-fluorescent, while some compounds bearing specific functional
groups (e.g. amide groups) retained fluorescence.
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