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COVID-19 Docking Server: a meta server for docking small molecules, peptides and antibodies against
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Melanoma without Ta€C€ell Suppression. Advanced Functional Materials, 2019, 29, 1806916.
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efficacy of immune checkpoint blockade. Journal of Controlled Release, 2021, 332, 194-209. 9-9 25

Study on the molecular mechanism of inhibiting HIV-1 integrase by EBR28 peptide via molecular
modeling approach. Biophysical Chemistry, 2008, 132, 69-80.

Metal binding mediated conformational change of XPA protein:a potential cytotoxic mechanism of
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Study on the interactions between diketo-acid inhibitors and prototype foamy virus integrase-DNA
complex via molecular docking and comparative molecular dynamics simulation methods. Journal of
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Combined 3D-QSAR, molecular docking, and molecular dynamics study of tacrine derivatives as
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3D-QSAR, Molecular Docking and Molecular Dynamics Simulation of Pseudomonas aeruginosa LpxC
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Inhibition of programmed cell death protein ligand-1 (PD-L1) by benzyl ether derivatives: analyses of
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Structure and Dynamics, 2019, 37, 4801-4812.

Specifically targeting cancer proliferation and metastasis processes: the development of matriptase
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Omicron-included mutation-induced changes in epitopes of SARS-CoV-2 spike protein and effectiveness

assessments of current antibodies. Molecular Biomedicine, 2022, 3, 12. 44 12
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Molecular Dynamics Simulation of HIVa€d Integrase Dimer Complexed with Viral DNA. Chinese Journal of
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The Evolution of Acquired Resistance to BRAFV60OEARinase inhibitor Is Sustained by IGF1-Driven Tumor
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Structural characterization of the Plasmodium falciparum lactate transporter PfENT alone and in
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Substrate Recognition and Motion Mode Analyses of PFV Integrase in Complex with Viral DNA via
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The global motion affecting electron transfer in <i>Plasmodium falciparum</i> type Il NADH
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Applications of Molecular Simulation in the Discovery of Antituberculosis Drugs: A Review. Protein
and Peptide Letters, 2019, 26, 648-663.

BP[dG]-induced distortions to DNA polymerase and DNA duplex: A detailed mechanism of BP adducts

blocking replication. Food and Chemical Toxicology, 2020, 140, 111325. 3.6 8

Theoretical insight into the photodeactivation pathway of the tetradentate Pt(ll) complex: The
[€a€eonjugation effect. Applied Organometallic Chemistry, 2018, 32, e4220.

Theoretical insight into the photodeactivation pathway of the tetradentate Pt (Il) complex with
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Classification and Design of HIV-1 Integrase Inhibitors Based on Machine Learning. Computational and
Mathematical Methods in Medicine, 2021, 2021, 1-11.

C- and N-Adducts of N-alkenyl substituted Arduengo carbene and N-alkyl substituted imidazole with

PF5: synthesis and structural investigation. Russian Chemical Bulletin, 2014, 63, 2668-2674. 1.5 5

Inhibition Mechanism of Indoleamine 2, 3-Dioxygenase 1 (IDO1) by Amidoxime Derivatives and Its
Revelation in Drug Design: Comparative Molecular Dynamics Simulations. Frontiers in Molecular
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Research progress of human AP endonuclease 1: structure, catalytic mechanism and inhibitors.

Current Protein and Peptide Science, 2022, 23, . L4 5

Design of stable platinum(ll) complexes exhibited various colors via auxiliary ligand and
electron-donating/withdrawing groups: A theoretical investigation. Organic Electronics, 2019, 71,
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Specifically targeting Mtb cell-wall and TMM transporter: the development of MmpL3 inhibitors.

Current Protein and Peptide Science, 2021, 22, 290-303. L4 4

Allosteric and transport modulation of human concentrative nucleoside transporter 3 at the atomic

scale. Physical Chemistry Chemical Physics, 2021, 23, 25401-25413.

An effective HIV-1 integrase inhibitor screening platform: Rationality validation of drug screening,
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A potential strategy used for controlling the phosphorescence quantum yield of cyclometalated
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