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Abstract

We characterize conformations of galectin-3, which is mixed-folded protein comprising an intrinsically disordered N-terminal
domain (NTD) and a carbohydrate recognition domain (CRD). We perform molecular dynamic simulations using the Martini 3
force �eld [1] and a cubic box of side length of 20 nm. We follow the methodology of Thomasen et al. [2] to rescale protein-water
interactions, and obtain a conformational ensemble fully consistent with data from small angle X-ray scattering experiments [3].
Our simulation results show that galectin-3 exhibits large-scale �uctuations between compact and extended conformations. Most
frequent contacts are formed by aromatic residues within the NTD. It appears that self association of galectin-3 molecules is mostly
mediated via the NTD.
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