Complex S5n

SARIERT R e

53
wneln o Wmm i

Helix alF

J-helix on the
s (LA HC 00D

:
- R R R R

3-helix on fhe

ON PIEIY
"ON NP

M elix al

(1] i 5 TiH) 158 206k 1] 50 - Hm 150 o 2(HY
‘Time(ns) 'ime{ns)
Complex Sg Complex Se
l s i il sivrr 591- LT — ——

" e o S e SRR L SNAER, . .,
o VLR AT 00

WTelix ollT

J-helix onbe A-helis on the

RUSENEER |

S ol

—— Tlelix ol
g e = = g k Ll Pt = TTelix A
] Al 1ot 130 200 ] 0 100 150 2

Time(ms) Time(ns)

[]Coil 1M B-Sheet Il B-Bridge [l Bond Turn [l A-Helix [l 5-Helix M 3-Helix

Figure S1. The changes in the secondary structure of proteins in the four complexes with

simulation time.

Table S1. The hydrogen bond occupancy rates and the average numbers of

hydrogen bonds in the four complexes during the simulation

i A
Complex Bon‘dlng Occurrence verage

residue number
Leu398 148.29%
Glu396 55.83%

Ile327 14.43%

5n 2.309

Asp444 6.35%

Glu29 2.95%

Gly401 1.12%




Leu398 152.54%

Glu396 52.31%
5h 2.092
Tle327 1.51%
Gly401 0.93%
Leu398 131.49%
Glu396 64.74%
5g 2.031
Tle327 2.52%
Glu329 1.21%
Leu398 142.04%
Glu396 60.96%
Se 2.143
Glu329 7.13%
Tle327 0.65%

Table S2. Relative binding free energies calculated by MM/PBSA for the four

complexes (kJ-mol')

Energy term PAK4/5n PAK4/5h PAK4/5¢g PAK4/5e

AG vaw 0 2374 22.842 24.083
AG dec 0 9.037 6.329 16.591
AG rg 0 2.175 -11.221 -7.899
AG sa 0 0.166 1.766 2371
AG polar® 0 11.212 -4.892 8.692
AG nonpolar® 0 2.54 24.608 26.454
AG bina® 0 13.752 19.803 35.162

Table S3. The protonation states of the charged residues
Residues Lys Glu Asp Arg

Protonation states  protonated nonprotonated nonprotonated protonated




