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e Accumulation of polar pesticides in the environment is threatening Glyphosate
water quality. o) o)
e Mass spectrometry (MS) coupled with chromatography is a sensitive analytical chemistry method N \/L!\
for a wide range of analytes. (|) O
e Derivatization facilitates the analysis of challenging highly polar small molecules. highly polar
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e Generative modeling enables the inverse molecular design of easily accessible derivatizing reagents
with desired chemical properties.

e In-silico generated reagents require In-distribution Out-of-distribution

exploration of unknown chemical
space to predict chemical properties, et o S
such as ionization efficiency (IE). Wb e

e |E prediction model can be optimized
for out-of-distribution (OOD) data.
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