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What coronavirus 3Ca€bike protease tells us: From structure, substrate selectivity, to inhibitor design. 105 73
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Identification of pyrogallol as a warhead in design of covalent inhibitors for the SARS-CoV-2 3CL

protease. Nature Communications, 2021, 12, 3623. 12.8 1

Exploring Conformational Change of Adenylate Kinase by Replica Exchange Molecular Dynamic
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Exploring the Ligand Binding/Unbinding Pathway by Selectively Enhanced Sampling of Ligand in a
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Nonnative contact effects in protein folding. Physical Chemistry Chemical Physics, 2019, 21, 11924-11936. 2.8 7

Conformational Dynamics, Intramolecular Domain Conformation Signaling, and Activation of
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Ligand binding effects on the activation of the EGFR extracellular domain. Physical Chemistry 0.8 ;
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Improving the accuracy of predicting proteind€“ligand binding-free energy with semiempirical quantum

chemistry charge. Future Medicinal Chemistry, 2019, 11, 303-321. 23 13
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The effects of implicit modeling of nonpolar solvation on protein folding simulations. Physical 0.8 3
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Determining Protein Folding Pathway and Associated Energetics through Partitioned
Integrated-Tempering-Sampling Simulation. Journal of Chemical Theory and Computation, 2017, 13,
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Energetics and structural characterization of the &€ceDFG-flipd€+conformational transition of B-RAF

Rinase: a SITS molecular dynamics study. Physical Chemistry Chemical Physics, 2017, 19, 1257-1267. 2.8 17

Structural insights into HIV-1 protease flap opening processes and key intermediates. RSC Advances,
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Effective Conformational Sampling in Explicit Solvent with Gaussian Biased Accelerated Molecular
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How Well Can Implicit Solvent Simulations Explore Folding Pathways? A Quantitative Analysis of
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The effects of organic solvents on the folding pathway and associated thermodynamics of proteins: a

microscopic view. Scientific Reports, 2016, 6, 19500. 33 39

Enhanced conformational sampling technique provides an energy landscape view of large-scale
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Design, Synthesis, and Pharmacological Evaluation of Fused 12-Homophenylalanine Derivatives as Potent
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125105.

Important roles of hydrophobic interactions in folding and charge interactions in misfolding of
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The addition of 2,2,24€trifluoroethanol prevents the aggregation of guanidinium around protein and
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Exploring Transition Pathway and Free-Energy Profile of Large-Scale Protein Conformational Change
by Combining Normal Mode Analysis and Umbrella Sampling Molecular Dynamics. Journal of Physical 2.6 58
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Methanol Concentration Dependent Protein Denaturing Ability of Guanidinium/Methanol Mixed
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Mapping Central i+-Helix Linker Mediated Conformational Transition Pathway of Calmodulin via Simple 2.6 16
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On the influence of the mixture of denaturants on protein structure stability: A molecular dynamics

study. Chemical Physics, 2014, 441, 38-46.

Probing Sequence Dependence of Folding Pathway of i+-Helix Bundle Proteins through Free Energy
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On the influence of hydrated imidazolium-based ionic liquid on protein structure stability: A
molecular dynamics simulation study. Journal of Chemical Physics, 2013, 139, 115102.

Molecular dynamics simulation indicating cold denaturation of 12-hairpins. Journal of Chemical 3.0 10
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The universality of 12-hairpin misfolding indicated by molecular dynamics simulations. Journal of
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simulation study. Journal of Chemical Physics, 2012, 137, 145101.
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Study. Journal of Physical Chemistry B, 2009, 113, 803-808. :
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