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ABSTRACT:

Carbonyl compounds are widely distributed in organisms, and the commonly used methods for
determination of them like UV/fluorescence/mass spectrometry always require derivatization reagents.
However, the reported derivatization reagents have significant difference in reactivity, which is very
unfavorable for developing highly reactive reagent. In this study, we theoretically investigated the
factors affecting the reactivity of hydrazine-based derivatization reagents, and proposed a strategy for

filtering highly reactive reagents by quantum chemical calculation. With this strategy,
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