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Figure S1. The sequence of TGF-B2 extracted from Uniprot ID: P61812. The region of TGF-p2
is shown in gray. The mapping of potential GAG binding was done by considering the presence
of Cardin and Weintraub consensus sequence motif ((—XBBXBX-] and [~ XBBBXXBX-]; B = basic
residue and X = hydropathic residue.). The sequence region belonging to TGF-2 did not show
any consensus sequence pattern. See Methods for details.
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Figure S2. Conformational sampling of CS06 bound in BS1 of TGF-p2 from MD simulation to
give an overall picture on the movement of protein (A) and ligand (B) was in presence of solvent
(see Movie SM1). (C) through (F) show representative frames of the MD simulation showing the
bound hexasaccharide (in green sticks) and the interacting residues (shown as sticks). See
Methods for details.
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Figure S3. Conformational space exploration of TGF-2-CS06 complex in BS1. A) A
representative structure showing the end-to-end distance (EED) of the CS06. B) Time-based
fluctuation of the EED during the MD simulation for the bound CSO06.
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Figure S4. Conformational sampling of CS06 bound in BS2 of TGF-$2 from MD simulation to
give an overall picture on the movement of protein (A) and ligand (B) was in presence of solvent
(see Movie SM2). (C) through (F) show representative frames of the MD simulation showing the
bound hexasaccharide (in green sticks) and the interacting residues (shown as sticks). See
Methods for details.
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Figure S5. Conformational space exploration of TGF-B2-CS06 complex in BS2. A) A

representative structure showing the end-to-end distance (EED) of the CS06. B) Time based
fluctuation of the EED during the MD simulation for the bound CS06.
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Figure S6. Conformational sampling of two CS06 sequences simultaneously bound in BS1 and BS2 of TGF-B2 from MD simulation to
give an overall picture on the movement of protein (A) and ligand (B) was in presence of solvent (see Movie SM3). (C) through (F)
show representative frames of the MD simulation showing the bound hexasaccharides (in green sticks) and the interacting residues
(shown as sticks). See Methods for details.
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Figure S7. Conformational sampling of two CS06 sequences simultaneously bound in BS1 and
BS2 of TGF-p2. A) A representative structure showing the end-to-end distance (EED) of the
CSO06. B) Time based fluctuation of the EED during the MD simulation for the bound CS06.
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