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Predicting the phase diagram of solid carbon dioxide at high pressure from first principles. Npj
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through ROS overproduction in a P53-dependent manner. Carcinogenesis, 2019, 40, 131-144. 2.8 o

A Coupled lonization-Conformational Equilibrium Is Required To Understand the Properties of
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Accurate prediction of energetic properties of ionic liquid clusters using a fragment-based quantum
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PBSA_E: A PBSA-Based Free Energy Estimator for Proteind€“Ligand Binding Affinity. Journal of Chemical
Information and Modeling, 2016, 56, 854-861.

Fragment quantum chemical approach to geometry optimization and vibrational spectrum calculation

of proteins. Physical Chemistry Chemical Physics, 2016, 18, 1864-1875. 2.8 60
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