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Figure S1. The secondary structure components in number of residues for the HTT models during their
interactions with CaM protein.

All of the illustrated plots were obtained for indexed residues using the DSSP tool from the Gromacs v.2018

package.
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Table S1. Lennard-Jones and Coulombic interaction energy components and the total interaction energies
between CaM and the HTT models.

CaM+wt-HTT CaM+45Qs-HTT CaM+9P(EM)
S-R Lennard- SR . S-R Lennard- SR . S-R Lennard- SR .
Jones (kcal/mol) Coulombic Jones (kcal/mol) Coulombic Jones (kcal/mol) Coulombic
(kcal/mol) (kcal/mol) (kcal/mol)
-64.60 -65.50 -150.64 -163.22 -117.00 -121.95

Total interaction energy: -130.11

Total interaction energy: -313.87

Total interaction energy: -238.95
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