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Irisin/Diquafosal
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Irisin/Amikacin
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Irisin/Zoledronate

IS

RMSD_Zoledronate (Angstrom)
- ~ w IS «
RMSF (A)

(Angstrom)

RMSD_Zoledronate

0 20000 40000 60000

Time (ps)

Irisin/Setmelanotide

80000

100(

000

0 20000 40000 60000 80000 100000

M
Time (ps) Residue Index

(Angstrom)
IS

RMSD_Setmelanotide (Angstrom)
- ~ 'S o
RMSF (A)

RMSD_Setmelanotide

20000 40000 60000

Time (ps)

80000

100000

80000 100000

20000 40
Residue Index

40000 60000
Time (ps)

Irisin/Carnosine

gstrom)
-

w

RMSD_Carnosine (Angstrom)
RMSF (A)

RMSD_Carnosine (An

20000 40000 60000

Time (ps)

Irisin/Edotecarin

80000

J 0
100000 0

40000 60000
Time (ps)

20000 80000 100000 J

Residue Index

5

S

RMSD_Edotecarin (Angstrom)
- ~ w IS »
RMSF (A)

(Angstrom)

RMSD_Edotecarin

P T

0 T T T

0 20000 40000 60000 80000 100000 o 20000 40000 60000 80000 100000 C 20 40 61
Time (ps) Time (ps) H
me (s Residue Inde
5 5
1
s _4 4
g3 £, < 30
5 3 W 55
1 &
g2 g2 =
o' o o
8 8 154
2 A
H z
1 1 1
o 0
o 20000 40000 60000 80000 100000 o 20000 40000 60000 80000 100000 2 8(
T T ;
ime (ps) ime (ps) Residue Index
| 5
20
g4 g4 o
13 s
<3 <3 o o >
s s
2 h-1 -
g H q f \ )
] g ;
£2 £2
& 3 15
o o
2 2 0
= =
€1 1
0+ 0 8 o o o
20000 40000 60000 80000 100000 ] 20000 40000 60000 80000 100000 v AC &0 .
Time (ps) Time (ps) Residue Index

Continue



Supplementary material 5 of 5

Irisin/Protirelin
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Figure S1. RMSD calculation (protein (blue line) and ligand (red line)) and RMSF evaluation for each complex, selected
by docking studies, after 100 ns of MD simulation. Pictures were generated by Maestro (Maestro, Schrédinger LLC,
release 2020-3).



