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So you think computational approaches to understanding glycosaminoglycan&€“protein interactions
are too dry and too rigid? Think again!. Current Opinion in Structural Biology, 2018, 50, 91-100.

Molecular Basis of Chemokine CXCL5-Clycosaminoglycan Interactions. Journal of Biological .4 a7
Chemistry, 2016, 291, 20539-20550. ’

Solution structure of CXCL13 and heparan sulfate binding show that GAG binding site and cellular
signalling rely on distinct domains. Open Biology, 2017, 7, 170133.

Mucoadhesive role of tamarind xyloglucan on inflammation attenuates ulcerative colitis. Journal of 3.4 30
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Structural basis, stoichiometry, and thermodynamics of binding of the chemokines KC and MIP2 to the
glycosaminoglycan heparin. Journal of Biological Chemistry, 2018, 293, 17817-17828.

Molecular dynamics simulations to understand glycosaminoglycan interactions in the free- and

protein-bound states. Current Opinion in Structural Biology, 2022, 74, 102356. 5.7 23

A molecular dynamics-based algorithm for evaluating the glycosaminoglycan mimicking potential of
synthetic, homogenous, sulfated small molecules. PLoS ONE, 2017, 12, e0171619.

Perspective on computational simulations of glycosaminoglycans. Wiley Interdisciplinary Reviews:

Computational Molecular Science, 2019, 9, e1388. 14.6 21

Rigorous analysis of free solution glycosaminoglycan dynamics using simple, new tools.
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In-Depth Molecular Dynamics Study of All Possible Chondroitin Sulfate Disaccharides Reveals Key
Insight into Structural Heterogeneity and Dynamism. Biomolecules, 2022, 12, 77.

3-O-Sulfation induces sequence-specific compact topologies in heparan sulfate that encode a dynamic
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