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Figure S1: Ribbon representation of central member of the five most populous clusters of monomer fold in 50 ns-MD

trajectory enumerated to 0.15 nm RMSD cut-off over Ca atoms of polypeptide. % Population of the ensemble in each cluster

is shown in parenthesis.
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Figure S2: Ribbon representation of central member of the five most populous clusters of homodimer fold in 50 ns-MD
trajectory enumerated to 0.15 nm RMSD cut-off over Ca atoms of polypeptides. % Population of the ensemble in each cluster

is shown in parenthesis.
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Figure S3: Ribbon representation of central member of the five most populous clusters of the bNPC-bound homodimer in 50
ns-MD trajectory enumerated to 0.15 nm RMSD cut-off over Ca atoms of the polypeptide. % Population of the ensemble in

each cluster is shown in parenthesis.

P1 + bNPP

A

4(6.1%)

1 (44.8%)

P2 + bNPP

1 (45.4%) 2(12.0%) 3 (6.6%) 4(1.5%) 5(1.5%)
P3 + bNPP

1 (56.7%) 2(9.3%) 3 (2.2%) 4(2.1%) 5(1.6%)
Figure S4: Ribbon representation of central member of the five most populous clusters of the bNPP-bound homodimer in 50
ns-MD trajectory enumerated to 0.15 nm RMSD cut-off over Ca atoms of polypeptides. % Population of the ensemble in each

cluster is shown in parenthesis.
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Figure S5: HPLC profiles showing the purity of the peptides P1, P2 and P3




P1

100

Mcalc.= 1623.937
Mobs.= 1623.696

10515120

Panel A

1623 5964

Tonisation Mode
TOF MS ES+
291

1624 6860

16257181

Tonisation Mode
TOF MS ES+
100 16577122 17303
688 7213
Mecalc.= 1687.977
Mobs.= 1687.712
%
669 7307
1037 5385
11245538 1673 6633 18287471
2 15586335 1631 7520
13096248 1367.6298 1420 5475 15006620
0
950 1000 1050 1100 1150 1200 1250 1300 1350 1400 1450 1500 1550 1600 1650 1700
Panel B
Tonisation Mode
TOF M5 ES+
1004 17188901, 652
1066.5083
Mecalc.= 1718.937
Mobs.= 1718.690
%]
93,4954 11069 5205

1051.4773
944 4208 5

a72.4651 "0 505

1399.5793

1486 5431
A

Figure S6: ESI Mass Spectra of the peptides
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Figure S7: 'H-NMR spectra of P1 (Panel A) P2 (Panel B) and P3 (Panel C) recorded at 800 Mz in 90% D,0-H,0O mixture.

Expanded NH regions are shown as insets.
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Figure S8: Peptide-NH and Aromatic-H regions of 'H-NMR spectra recorded at 0.5 mM and 5.0 mM concentrations of the
peptides in 90% D,0-H,0 mixture. The specific resonances affected by dilution are highlighted with circles.
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Figure S9: CD traces of P1 (Left Panel) and P2 (Right Panel) recorded in water in the concentration range 20-200 uM.
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Figure S10: Molar ellipticty vs concentration plots for peptides P1, P2 and P3 recorded in water.
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Figure S11: Fluorescence emission spectra at 298 K of peptides at 20 and 120 uM concentrations in absence and presence of
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Figure S12: Plots of fluorescence quenching data for P1 and P2 at 120uM concentration with the ligands according to Stern-

Volmer equation (left panel) and modified form of the equation as given in the Materials and Methods Section (right panel).



