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Publication Summary

e Total peer-reviewed publications (2013-2023): 10
e First-author publications: 8
e Publications since 2019: 7

e Research areas: Quantum molecular dynamics, ab initio molecular dynamics, prebiotic
chemistry, RNA structure prediction, QM/MM methods, protein structure, computational
biochemistry

Key Research Contributions

Origins of Life & Prebiotic Chemistry:
e Glycine formation mechanisms in condensed phase (2023)
e Car-Parrinello AIMD simulations of montmorillonite nanoclay catalysis (2019)
e Computational molecular modeling review for origins of life (2020)
Structural Biology & Bioinformatics:

e RNA 3D structure prediction quality assessment (RNA-Puzzles, 2022)

e Protein secondary structure computational analysis (2014, 2015)

e —sheet structures in oligopeptides and fibroin (2004, 2015)
Metalloprotein Dynamics & Drug Mechanisms:

e Bleomycin-DNA interactions via QM /MM dynamics (2020)

e Hemoglobin-haptoglobin complex dynamics (2022)

e Hemerythrin and spin-labeled derivatives (2021)
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