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ARTICLE

SAMPLY blind challenge: quantuma€“mechanical prediction of partition coefficients and acid
dissociation constants for small drug-like molecules. Journal of Computer-Aided Molecular Design,
2021, 35, 841-851.

Origins of the photoinitiation capacity of aromatic thiols as photoinitiatiors: a computational study.
Physical Chemistry Chemical Physics, 2021, 23, 24377-24385.

A blind SAMPL6 challenge: insight into the octanol-water partition coefficients of drug-like
molecules via a DFT approach. Journal of Computer-Aided Molecular Design, 2020, 34, 463-470.

Organocatalysts in Ring-Opening Polymerization: Revealing Their Effect on Stereochemistry. European
Polymer Journal, 2019, 121, 109291.

Exploring the Photophysics of Polyfluorinated Phthalocyanine Derivatives as Potential Theranostic

Agents. Journal of Physical Chemistry C, 2019, 123, 24417-24425.
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