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Phosphorothioate Substitutions in RNA Structure Studied by Molecular Dynamics Simulations, 06 1
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Recognition of N6-Methyladenosine by the YTHDC1 YTH Domain Studied by Molecular Dynamics and
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5659-5673.

RuvC uses dynamic probing of the Holliday junction to achieve sequence specificity and efficient
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Improving the Performance of the Amber RNA Force Field by Tuning the Hydrogen-Bonding
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Molecular basis for AU-rich element recognition and dimerization by the HuR C-terminal RRM.
Proceedings of the National Academy of Sciences of the United States of America, 2019, 116, 2935-2944.

Combining NMR Spectroscopy and Molecular Dynamic Simulations to Solve and Analyze the Structure 1.0 °
of Proteind€“RNA Complexes. Methods in Enzymology, 2019, 614, 393-422. :

RNA Structural Dynamics As Captured by Molecular Simulations: A Comprehensive Overview. Chemical
Reviews, 2018, 118, 4177-4338.

Mechanism of polypurine tract primer generation by HIV-1 reverse transcriptase. Journal of Biological 3.4 21
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Molecular basis for the increased affinity of an RNA recognition motif with re-engineered specificity:
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Structural Dynamics of Lateral and Diagonal Loops of Human Telomeric G-Quadruplexes in Extended

MD Simulations. Journal of Chemical Theory and Computation, 2018, 14, 5011-5026. 53 28
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QM/MM Calculations on Proteind€“RNA Complexes: Understanding Limitations of Classical MD

Simulations and Search for Reliable Cost-Effective QM Methods. Journal of Chemical Theory and
Computation, 2018, 14, 5419-5433.

An intricate balance of hydrogen bonding, ion atmosphere and dynamics facilitates a seamless uracil
to cytosine substitution in the U-turn of the neomycin-sensing riboswitch. Nucleic Acids Research, 14.5 26
2018, 46, 6528-6543.

Coordination between the polymerase and RNase H activity of HIV-1 reverse transcriptase. Nucleic
Acids Research, 2017, 45, gkx004.

MD and QM/MM Study of the Quaternary HutP Homohexamer Complex with mRNA,
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How to understand atomistic molecular dynamics simulations of <scp>RNA</scp> and
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Synergy between NMR measurements and MD simulations of protein/RNA complexes: application to the
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Microsecond-Scale MD Simulations of HIV-1 DIS Kissing-Loop Complexes Predict Bulged-In
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Can We Execute Stable Microsecond-Scale Atomistic Simulations of Proteind€“RNA Complexes?. Journal 5.3 7
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Extended molecular dynamics of a<i>c-Rit</i>promoter quadruplex. Nucleic Acids Research, 2015, 43,
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Molecular dynamic simulations of protein/RNA complexes: CRISPR/Csy4 endoribonuclease. Biochimica 9.4 20
Et Biophysica Acta - General Subjects, 2015, 1850, 1072-1090. ’

Molecular Dynamics Simulations of Nucleic Acids. From Tetranucleotides to the Ribosome. Journal of
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Effect of Guanine to Inosine Substitution on Stability of Canonical DNA and RNA Duplexes: Molecular
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Bioinformatics and Molecular Dynamics Simulation Study of L1 Stalk Non-Canonical rRNA Elements:
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Benchmark quantum-chemical calculations on a complete set of rotameric families of the DNA
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Structural dynamics of possible late-stage intermediates in folding of quadruplex DNA studied by
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