RMSD Radius of gyration (Rg) No. of H-bond

& T 22 L S B B B B B 6808
[ b 660 i
7|5-—
640 |
] = 4, 620 ‘
z E 2]
a0 4 £ 21 _ 7§ |
z o 600
580 [—
014 4 2.05
560
; i | ; N D PR R R I s-u"““““‘
(a) 03 50 mu(b) “0 20000 40000 60000 80000 1c+1(C) 20000 4“"%’“‘\(2‘:’:’“" 80000 le+0s
= T C S
Time (ns) Time (ps) ¥
SASA RMS Fluctuation
180m—— : ! : : | ! :
T T T T —
[
| 08} ’ o
170 i ’
0.6}~ ‘ -
£ 160 H
g 04| N
) \
\ ( ~ q
o !
i r
iy e‘w(\ W(h ” M} \‘,\ W,
r i \ \ UM‘H
| ! ! | ‘ ‘ ‘ ‘
14( . . - . . ) 100 200 '!UU
(d) (0] 20 40 60 80 100 (e) . Residue :

Time (ns)

Figure S1 (Supplementary Figure): Analysis of MD simulation trajectories against function of RMSD, Rg, hydrogen
bond, SASA and RMSF of PLK1 (PDB ID: 20WB) with control compound BI2536 (ligand) complex at 100000 ps (100 ns).
(a) RMSD; (b) Radius of gyration (Rg); (c) Hydrogen bonds; (d) SASA; (e) & (f) RMSF plot of protein in presence of
BI2536.



