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Cyano-substitution on the end-capping group: facile access toward asymmetrical squaraine showing
strong dipole&€“dipole interactions as a high performance small molecular organic solar cells
material. Journal of Materials Chemistry A, 2015, 3, 17704-17712.
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Understanding the conformation transition in the activation pathway of 122 adrenergic receptor via a

targeted molecular dynamics simulation. Physical Chemistry Chemical Physics, 2015, 17, 2512-2522.

Unfolding mechanism of thrombin-binding aptamer revealed by molecular dynamics simulation and

Markov State Model. Scientific Reports, 2016, 6, 24065. 3.3 21
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Molecular Mechanisms of Diverse Activation Stimulated by Different Biased Agonists for the

122-Adrenergic Receptor. Journal of Chemical Information and Modeling, 2022, 62, 5175-5192. 5.4 16

Molecular Mechanism Regarding Allosteric Modulation of Ligand Binding and the Impact of
Mutations on Dimerization for CCR5 Homodimer. Journal of Chemical Information and Modeling, 2019,
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Solvent effects on isolated formamide and its monohydrated complex: observations from PCM study. 0.8 1o
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Exploring the relationship between hub proteins and drug targets based on GO and intrinsic disorder.

Computational Biology and Chemistry, 2015, 56, 41-48. 23 12
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Comparative Analysis for the Performance of Variant Calling Pipelines on Detecting the de novo
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An Interpretable Convolutional Neural Network Framework for Analyzing Molecular Dynamics

Trajectories: a Case Study on Functional States for G-Protein-Coupled Receptors. Journal of Chemical
Information and Modeling, 2022, 62, 1399-1410.
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Distinguishing the disease-associated SNPs based on composition frequency analysis. Interdisciplinary
Sciences, Computational Life Sciences, 2017, 9, 459-467.

Probing the Effects of the Number and Positions of 8”OCH3and 4”CN Substituents on Color Tuning of
58 Ir(lll) Complex Derivatives through a Joint Computational and Experimental Study. ChemPhysChem, 2.1 4
2019, 20, 470-481.

Uncovering the prognostic gene signatures for the improvement of risk stratification in cancers by
using deep learning algorithm coupled with wavelet transform. BMC Bioinformatics, 2020, 21, 195.

Self-assembled nanopillar arrays by simple spin coating from blending systems comprising PC61BM and

60 conjugated polymers with special structure. RSC Advances, 2014, 4, 24316-24319.

3.6 3
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