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Figure S1: Structure of S100B(ββ) – peptide  complexes. Structures of S100B(ββ)  - (A) 

TRTK12_e, (C) RSK_PEP2, (E)  RSK_L_e complexes are shown. The S100B(ββ)  protein 

dimer is shown as electrostatic surface (red to blue colours represent electrostatic 

potentials ranging from -5 to +5 kcal/mol) with the two monomers coloured separately 

(grey, cyan). The bound peptide is shown as cartoon (green) and peptide – protein 

interacting residues and h-bond interactions are highlighted in sticks and dashed lines 

respectively. (B) NMR ensemble of  S100B(ββ) – NDR peptide complexes, with the 

S100B(ββ)  protein dimer coloured separately (grey, cyan) and the bound peptide is 

shown as cartoon with the alpha helix (green) and flexible region ( magenta). 

 



 

Figure S2: Root mean square deviation (RMSD) of the conformations (left) S100B(ββ)  

(right) and the  bound peptides (red: NDR, green: RAGE, blue: RSK_PEP1, orange: 

RSK_PEP2, magenta: TRTK12) sampled during MD simulations. 

 

 

Figure S3: Distribution of Root mean square deviation (RMSD) of (A) S100B(ββ)  (B) 

and the  bound peptides in alpha helix (continuous line) and extended conformation 

(dotted line) (orange: RSK_PEP2, magenta: TRTK12). 

 

 

 

 

 

 



 

 

Figure S4: Per residue decomposition energetic analysis of the MD simulations of the 

S100B(ββ)– peptide complexes. Energetic contribution of each peptide residue to the 

binding energies of the S100B(ββ)– peptide complexes calculated with the MMGBSA 

using the conformations sampled during MD simulations.    

 

 

 

 

 



 

 

Figure S5: Sequences of the designed stapled mutant peptides are shown here. 

Residues that are linked through all hydrocarbon linkers i,i+3, i,i+4 and i,i+7  are 

highlighted in  red and the mutations are in italics. The helicity (percentage) of 

peptides when bound to S100B(ββ) are shown.  


