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Figure S 1. Cluster population along the 2 yus trajectory of the single bombinin H2 monomer in water.

2 (© 2019 by the authors. Submitted to Int. J. Mol. Sci. for possible open access publication under the terms and
3 conditions of the Creative Commons Attribution (CC BY) license
a (http:/ /creativecommons.org/licenses /by /4.0/).

Submitted to Int. J. Mol. Sci., pages 1 -4 www.mdpi.com/journal/ijms


http://www.mdpi.com
https://orcid.org/0000-0002-0420-9480
https://orcid.org/0000-0003-2008-710X
https://orcid.org/0000-0002-2372-2319
https://orcid.org/0000-0002-8511-6883
http://creativecommons.org/licenses/by/4.0/.
http://www.mdpi.com/journal/ijms

Version October 26, 2019 submitted to Int. |. Mol. Sci. 20f4

1200 T T T T T T
L\
1000 [ # -
800 [ -

93 s

200 [ -

Cluster size

0 1 — 1 L 1 L
0 5 10 15 20 25 30 35

Cluster ID

Figure S 2. Clusters’ size and centroids of the four biggest clusters.
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Figure S 3. Intermolecular contacts per frame for each of the residues in the bombinin H2 molecule in
the single-helix and the helix-coil-helix states for the solution of 27 bombinin H2 monomers.



Single-helix state occupancy

Version October 26, 2019 submitted to Int. |. Mol. Sci.
I nm T T T T
_M | I
1 ] ] m
T ‘V'l WN W JN" Ty 'f L
M AA ] E ] ] ] ] F ]
T T T T
] ] ] ]
T T T T
i v W 7] m M X 7]
1 1 1 1 1 1 1 1 1 1 1 1
v T T T T T T T T
L L 5 4 L . |
] ] I L B ] A ] ] ] ] ]
Q O O O O O O O O O O O 0 ) O O O O
) W) O O ) S ) S W) S S O ) O S
RSN S 2 @ N PP NN S 2

Time [ns]

Figure S 4. Single-helix state occupancy for each of the 27 peptide chains.
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Figure S 5. Gyration radius for each of the 27 peptide chains.



