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Dynamics of GLP-1R peptide agonist engagement are correlated with Rinetics of G protein activation.
Nature Communications, 2022, 13, 92.

Structural and functional diversity among agonist-bound states of the GLP-1 receptor. Nature 3.9 24
Chemical Biology, 2022, 18, 256-263. :

Molecular dynamics studies reveal structural and functional features of the SARSG€€C0oVa€2 spike protein.
BioEssays, 2022, 44, .

Selective activation of Gi+ob by an adenosine Al receptor agonist elicits analgesia without

cardiorespiratory depression. Nature Communications, 2022, 13, . >-8 23
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and Drug Design, 2021, 97, 231-236.
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Translational Science, 2021, 4, 314-326.

Multisite Model of Allosterism for the Adenosine Al Receptor. Journal of Chemical Information and 95 8
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Exploring Ligand Binding to Calcitonin Gene-Related Peptide Receptors. Frontiers in Molecular
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Partial agonism improves the anti-hyperglycaemic efficacy of an oxyntomodulin-derived GLP-1R/GCGR 3.0 ;
co-agonist. Molecular Metabolism, 2021, 51, 101242. ’

Insights into agonist-elicited activation of the human glucose-dependent insulinotropic polypeptide
receptor. Biochemical Pharmacology, 2021, 192, 114715.

Activation of the GLP-1 receptor by a non-peptidic agonist. Nature, 2020, 577, 432-436. 13.7 119

A2A and A2B adenosine receptors: The extracellular loop 2 determines high (A2A) or low affinity (A2B)
for adenosine. Biochemical Pharmacology, 2020, 172, 113718.

Addressing free fatty acid receptor 1 (FFAR1) activation using supervised molecular dynamics. Journal 13 8
of Computer-Aided Molecular Design, 2020, 34, 1181-1193. :

Structure and dynamics of the active Gs-coupled human secretin receptor. Nature Communications,
2020, 11, 4137.

New Insights into Key Determinants for Adenosine 1 Receptor Antagonists Selectivity Using Supervised

Molecular Dynamics Simulations. Biomolecules, 2020, 10, 732. 1.8 5

Structure and Dynamics of Adrenomedullin Receptors AM<sub> 1</sub> and AM<sub>2</sub> Reveal
Key Mechanisms in the Control of Receptor Phenotype by Receptor Activity-Modifying Proteins. ACS

Pharmacology and Translational Science, 2020, 3, 263-284.

A Supervised Molecular Dynamics Approach to Unbiased Liganda€“Protein Unbinding. Journal of 05 28
Chemical Information and Modeling, 2020, 60, 1804-1817. :
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Revisiting the Allosteric Regulation of Sodium Cation on the Binding of Adenosine at the Human A2A

Adenosine Receptor: Insights from Supervised Molecular Dynamics (SuMD) Simulations. Molecules,
2019, 24, 2752.

Peeking at G-protein-coupled receptors through the molecular dynamics keyhole. Future Medicinal

Chemistry, 2019, 11, 599-615. 11 1

Deconvoluting the Molecular Control of Binding and Signaling at the Amylin 3 Receptor: RAMP3
Alters Signal Propagation through Extracellular Loops of the Calcitonin Receptor. ACS
Pharmacology and Translational Science, 2019, 2, 183-197.

Extracellular loops 2 and 3 of the calcitonin receptor selectively modify agonist binding and efficacy. 20 24
Biochemical Pharmacology, 2018, 150, 214-244. ’

AquaMMapS: An Alternative Tool to Monitor the Role of Water Molecules During Proteina€“Ligand
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human A2A adenosine receptor orthosteric binding site using a molecular docking approach? Insights 1.3 9
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492-497.
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Molecular Signature for Receptor Engagement in the Metabolic Peptide Hormone Amylin. ACS
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Comparison of the Human A<sub>2A</sub> Adenosine Receptor Recognition by Adenosine and Inosine:

New Insight from Supervised Molecular Dynamics Simulations. ChemMedChem, 2017, 12, 1319-1326. 1.6 26

Estimation of Rinetic and thermodynamic ligand-binding parameters using computational strategies.
Future Medicinal Chemistry, 2017, 9, 507-523.

Impact of proteiné€“li%and solvation and desolvation on transition state thermodynamic properties of 18 20

adenosine A2A ligand binding Rinetics. In Silico Pharmacology, 2017, 5, 16.

Supporting the Identification of Novel Fragment-Based Positive Allosteric Modulators Using a
Supervised Molecular Dynamics Approach: A Retrospective Analysis Considering the Human A2A
Adenosine Receptor as a Key Example. Molecules, 2017, 22, 818.

New Trends in Inspecting GPCRa€}igand Recognition Process: the Contribution of the Molecular

Modeling Section (MMS) at the University of Padova. Molecular Informatics, 2016, 35, 440-448. L4 3

Deciphering the Complexity of Liganda€“Protein Recognition Pathways Using Supervised Molecular
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Understanding allosteric interactions in G protein-coupled receptors using Supervised Molecular
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2015, 6, 1081-1085.




