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Figure S5. Analysis of binding free energy components and per-residue decomposition from the second molecular dynamics (MD) trajectory of PmrB-ATP interaction. The left panel (A-D) represents energetic components contributing to the total binding free energy (ΔG), which were calculated using the MMGBSA method for A. baumannii (A), E. coli (B), K. pneumoniae (C), and P. aeruginosa (D). Energy components include van der Waals (VDWAALS), electrostatic (EEL), polar solvation (EGB), and nonpolar solvation (ESURF) energies. The right panel (E-H) displays per-residue decomposition analysis of the PmrB-ATP binding free energy for A. baumannii (E), E. coli (F), K. pneumoniae (G), and P. aeruginosa (H) highlighting individual residues' energetic contribution to the PmrB-ATP interaction, where the residues with negative values contribute favorably to the binding.
image1.png
A Energetic components of PmrB-ATP complex E Decomposition of PmrB-ATP binding free energy
from Acinetobacter baumannii from Acinetobacter baumannii
GGAS GSOLV TOTAL -175
-15.0
-150
__ 125
= -100 _E
E © hm -10.0
s 8
g . . 3‘; -75
3 ° - g
2 -50
E \ ) - i i
— I T 11
=== —— 0= Y D1 LT TS o || E
150 == EEL wm= ESURF - TOTAL
0 > Y < ) 8 & B SAR RN P P P P F PP PSS
& ¢ € S & & S S S S WS Y S EF P
o <& &« SO E TS T T O 0 0
B Energetic components of PmrB-ATP complex F Decomposition of PmrB-ATP binding free energy
from Escherichia coli from Escherichia coli
GGAS GsoLv TOTAL

-100

&

o

Energy (kcal/mol)
NS

Energy (kcal/mol)

g
o

ii R TTTI I |

m— GGAS
- VDHAALS - EGB - GSOLV 2
100 W= EEL w== ESURF = TOTAL
4
) o> & & ¥ S & S I T S O L
< <& 5 g S AR LA I S R TR LN P
& S S & « RS K& & & E NAE NI
© < Y,y?,yv_fdvy v}yﬁﬂ@yﬁg\»&*@v‘favywovyév
C Energetic components of PmrB-ATP complex G Decomposition of PmrB-ATP binding free energy
from Klebsiella pneumoniae from Klebsiella pneumoniae
GGAS GsoLv TOTAL

Energy (kcal/mol)

Energy (kcal/mol)
g8 o &

3
g
s
2
z
-
o
3
8
2
g
=

-150 0
-100

-15

= ' -10

-5

- GGAS . -
— EEL — ESURF - TOTAL 0 *i- --l--l--l-**-l-i- i
&

o > o > T R S S R R ST N U g S R g g
N & & R & o & SFF G E TS 5 {oa“ BB BB S
N & & « N E ST ETEECF ISR
K3 G E T W
D Energetic components of PmrB-ATP complex H Decomposition of PmrB-ATP binding free energy
from Pseudomonas aeruginosa from Pseudomonas aeruginosa
GGAS GsoLv TOTAL N
-100 -6
= T4
2 -s0 £
z § : i i
1] =
< —-— . 30 e T T un B8
2 5}
5, "
50
- GGAS 4
- VDHAALS = EGB = GSOLV
100 = EEL == ESURF s TOTAL 6
R & e & PP PSP ES SO OO DD DD PP O
< 3 & 9 SN S IS S IS e S LN S O SN
\\x‘?? 3 & « S SF IO WO FTELTEF IS PP P&
* ¢ FEFEE T FEE S OE OO




