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Figure S1. NQTrp shows minimal quenching of ThT fluorescence. ThT (50 uM) was incubated with
various concentrations of NQTrp. ThT fluorescence emission was measured at 480 nm by exciting the
dye at 440 nm.


mailto:dsegal@post.tau.ac.il

Figure S2. Various docking conformations of PAP £39 monomer and NQTrp.
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Figure S3. Docking study: Association of NQTrp with PAP £39.



Table S1. Post-docking analysis shows the interaction profile of NQTrp with PAP 39 monomer
corresponding to the docked conformers in Sl Fig. 2.

NQTrp association with PAP24g 235

Binding Energy

Notation Hydrogen bonds Hydrophobic Interactions (kcal/mol)
a Lys272 LysSzss, Argzrs, Alagza, Throzs, llesrr —6.99
b Lysz72 Lysass, Leuoss, Valosa, ASnzes, LeUzss, ASNzso —6.98
c Lyszss, LyS272 Argzzs, Thrazs, Leugss, Valoea, —6.94
d LySar2, Argars Lysass, Alazra, Thrazs, llezrr, Tyraso —6.78
e Lys272 LySoss, Argars, Alazza, Thrazs, 1lesrs, —6.77
f Lysz72 Lysass, Argazs, Thrazs, llezrr, —6.69
g - Lysz2ss, Leuzss, Glnzse, Valass, LeUass, LySzss —6.64
h Lysass, Lysorz Argors, Thras, llexrr, Tyras —6.49
i Lyso Lyszss, Argzrs, Alazza, Thrazs, ez, —6.40




