
0 100 200 300 400
Residue number

2.5

5.0

7.5

10.0

12.5

15.0

17.5

R
M

SF
 (Å

)

Asp32 Asp228

Per-Residue RMSF

Pocket residues
3.0 Å threshold

VdW EEL
EPB

ENpolar
G total

40

20

0

20

40

kJ
/m

ol

Energy Decomposition

46 47 48 49 50 242 243 244 245 246
Pocket residue

0.0

0.1

0.2

0.3

0.4

0.5

SA
SA

 (n
m

²)

Pocket Residue SASA
Buried threshold 0.20 nm² H-bonds (mean):        0.50 ± 0.54

H-bond pairs 3.5Å:    0.87
H-bonds unique:        10
Max H-bond occupancy:  0.456
Mean H-bond occupancy: 0.050

Min P L distance:      2.03 Å
Rg (mean):             2.8911 ± 0.1650 nm
SASA protein (mean):   242.78 nm²

RMSD ligand (mean):    5.96 ± 1.35 Å
RMSD protein (mean):   5.79 ± 1.99 Å
RMSF pocket (mean):    1.393 ± 0.170 Å

Simulation Summary

  Marginal  

G = -27.61 kJ/mol
RMSD lig = 5.96 Å
H-bonds = 0.50

Classification

Compound 67537520  |  Reference: DB07874  |  G = -27.61 kJ/mol  |  Stability: Marginal


