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Environmental Science &  TechnologyPredicting PFAS Diffusion Coefficients with Active
Learning and Molecular Dynamics
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Here, we used a combined molecular dynamics/active learning (AL) approach to create
machine learning models that can predict the diffusion coefficient of epichlorohydrin and
chloropropene ...

Intra-diffusion coefficients of five perfluorinated surfactants (PFAS) (perfluorobutanesulfonic
acid (PFBS), perfluorohexanesulfonic acid (PFHxS), ...
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