Compound 71713952 | Reference: DB12285 | AG = -22.84 kJ/mol | Stability: Marginal
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Pocket Residue SASA Simulation Summary Classification
~-~ Buried threshold 0.20 nm? "H-bonds (mean) : 0.70 + 0.51
0.35 H-bond pairs =3.5A: 0.80
H-bonds unique: 15
0.30 1 Max H-bond occupancy: 0.552
Mean H-bond occupancy: 0.046
0.25 A
Min P-L distance: 1.95 A
020 4 - Rg (mean): 3.0224 + 0.0829 nm
SASA protein (mean): 245.35 nm?
015 P AG = -22.84 k3/mol
: RMSD ligand (mean): 6.37 + 1.49 A RMSD lig = 6.37 A
0.10 - RMSD protein (mean): 5.22 £ 1.54 A H-bonds = 0.70
RMSF pocket (mean): 1.107 + 0.116 A
.
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