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The fatty acid site is coupled to functional motifs in the SARS-CoV-2 spike protein and modulates spike
allosteric behaviour. Computational and Structural Biotechnology Journal, 2022, 20, 139-147.

Structural insights in cell-type specific evolution of intra-host diversity by SARS-CoV-2. Nature

Communications, 2022, 13, 222. 12.8 23

Identification and validation of novel microtubule suppressors with an imidazopyridine scaffold
through structure-based virtual screening and docking. RSC Medicinal Chemistry, 2022, 13, 929-943.

ESCPE-1 mediates retrograde endosomal sorting of the SARS-CoV-2 host factor Neuropilin-1.
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Query-guided proteind€“protein interaction inhibitor discovery. Chemical Science, 2021, 12, 4753-4762.

Identification of i2-strand mediated proteina€“protein interaction inhibitors using ligand-directed

fragment ligation. Chemical Science, 2021, 12, 2286-2293. 74 3

De Novo Designed Peptide and Protein Hairpins Selfa€Assemble into Sheets and Nanoparticles. Small,
2021, 17, e2100472.

Molecular Simulations suggest Vitamins, Retinoids and Steroids as Ligands of the Free Fatty Acid 15.8 77
Pocket of the SARSG€C0Va€2 Spike Protein**. Angewandte Chemie - International Edition, 2021, 60, 7098-7110.

Molecular Simulations suggest Vitamins, Retinoids and Steroids as Ligands of the Free Fatty Acid
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A conserved arginine with non4€eonserved function is a key determinant of agonist selectivity in 1+7
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Frontispiz: Molecular Simulations suggest Vitamins, Retinoids and Steroids as Ligands of the Free
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Frontispiece: Molecular Simulations suggest Vitamins, Retinoids and Steroids as Ligands of the Free
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A potential interaction between the SARS-CoV-2 spike protein and nicotinic acetylcholine receptors.
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Discovery of SARS-CoV-2 M<sup>pro</sup> peptide inhibitors from modelling substrate and ligand 74 54
binding. Chemical Science, 2021, 12, 13686-13703. .

Characterization and evolutionary origin of novel C&lt;sub&gt;2&lt;/sub&gt;H&lt;sub&gt; 2&It; [sub&gt;
zinc finger protein (ZNF648) required for both erythroid and megakaryocyte differentiation in
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Neuropilin-1 is a host factor for SARS-CoV-2 infection. Science, 2020, 370, 861-865. 12.6 1,015

Small-residue packing motifs modulate the structure and function of a minimal de novo membrane

protein. Scientific Reports, 2020, 10, 15203.

Characterisation of the transcriptome and proteome of SARS-CoV-2 reveals a cell passage induced
in-frame deletion of the furin-like cleavage site from the spike glycoprotein. Genome Medicine, 2020, 12, 8.2 386
68.
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Free fatty acid binding pocket in the locked structure of SARS-CoV-2 spike protein. Science, 2020, 370,
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Modelling the early evolution of extracellular matrix from modern Ctenophores and Sponges. Essays
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The dynamical interplay between a megadalton peptide nanocage and solutes probed by microsecond
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Equilibrium and Nonequilibrium Simulations. Structure, 2019, 27, 1171-1183.e3. ’

Guiding Biomolecular Interactions in Cells Using <i>de Novo</i> Proteind€“Protein Interfaces. ACS
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ACTN1 variants associated with thrombocytopenia. Platelets, 2017, 28, 625-627.
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GDNF, NGF and BDNF as therapeutic options for neurodegeneration. , 2013, 138, 155-175. 624
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