Supplementary Material S3 MD simulation studies for the most potent antiviral,
antitubercular, antifungal, and anticancer immunoadjuvant peptides
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Molecular dynamics simulation of TLR1/TLR2-SPalf2-453 complex as the antiviral adjuvant. (a)
B-factor, (b) Deformability, (c) Eigenvalues, (d) Variance, (e) Covariance matrix, (f) The elastic
network map.

a) c)

140

()
—

Figenvalue(1)= 1.518058e-05

= 120

2

g 100 o
i 2 3
§ g 80 2
2 w 3
@ s 60 H

T 4w &

5

> 20

w

0

Atom index

Residue index

b) d) f)

100 ==
1 80 e

2z -

H 0.8 S 60 [

E o g

§ 0.4 £ 4w H]
0.2 > §
o 20 <

100 200 300 400 500 o
Atom index 2: 4 6 8 10 12 14 16 18 20
Mode index

0 100 200 300 400 500
‘Atom index



Molecular dynamics simulation of TLR2-PPpp113-266 complex as the antitubercular adjuvant. (a)
B-factor, (b) Deformability, (c) Eigenvalues, (d) Variance, (¢) Covariance matrix, (f) The elastic

network map.
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Molecular dynamics simulation of TLR2-LSsty1-174 complex as the antifungal adjuvant. (a) B-
factor, (b) Deformability, (c) Eigenvalues, (d) Variance, (¢) Covariance matrix, (f) The elastic

network map.
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Molecular dynamics simulation of TLR4/MD2-SBsib-711 complex as the anticancer adjuvant. (a)
B-factor, (b) Deformability, (c¢) Eigenvalues, (d) Variance, (¢) Covariance matrix, (f) The elastic
network map.



