Table S1. Bioactive molecules from Mimosa pudica Linn.
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Table S2. Details of bonding interactions between phosphodiesterase type 5 enzyme with selected
bioactive molecules and standard drug.

Compounds | Residues | Amino acid | Distance (A) | Bond category

Bufadienolide | 612A TYR 3.53 Hydrophobic
662A ASN 3.77 Hydrophobic
725A LEU 3.48 Hydrophobic
725A LEU 3.72 Hydrophobic
782A VAL 3.29 Hydrophobic
786A PHE 3.39 Hydrophobic
820A PHE 3.45 Hydrophobic
820A PHE 3.67 Hydrophobic
820A PHE 3.7 Hydrophobic
TT5A GLN 2.23 Hydrogen
817A GLN 2.97 Hydrogen

Stigmasterol | 725A LEU 3.09 Hydrophobic
T65A LEU 3.74 Hydrophobic
T65A LEU 3.58 Hydrophobic
T67A ALA 3.7 Hydrophobic
T68A ILE 3.43 Hydrophobic
TT8A ILE 3.97 Hydrophobic
782A VAL 3.4 Hydrophobic
786A PHE 3.62 Hydrophobic
820A PHE 3.69 Hydrophobic
724A ASP 2.19 Hydrogen




724A ASP 2.03 Hydrogen
725A LEU 3.23 Hydrogen
Apigetrin 725A LEU 3.85 Hydrophobic
820A PHE 3.66 Hydrophobic
820A PHE 3.86 Hydrophobic
612A TYR 1.77 Hydrogen
612A TYR 2.18 Hydrogen
613A HIS 2.63 Hydrogen
654A ASP 3.03 Hydrogen
657A HIS 3.12 Hydrogen
662A ASN 2.61 Hydrogen
682A GLU 2.94 Hydrogen
685A HIS 2.09 Hydrogen
724A ASP 2.61 Hydrogen
786A PHE 5.46 n-Stacking
820A PHE 4.04 n-Stacking
613A HIS 5.49 n-Cation Interactions
Isovitexin | 765A LEU 3.87 Hydrophobic
T67A ALA 3.95 Hydrophobic
T68A ILE 3.79 Hydrophobic
782A VAL 3.69 Hydrophobic
612A TYR 2.88 Hydrogen
613A HIS 3.58 Hydrogen
661A ASN 1.91 Hydrogen
662A ASN 3.52 Hydrogen
662A ASN 3.06 Hydrogen
723A THR 2.54 Hydrogen
724A ASP 2.03 Hydrogen
725A | LEU 1.8 Hydrogen
T64A ASP 2.16 Hydrogen
T6TA ALA 3.09 Hydrogen
T75A GLN 2.06 Hydrogen
Sildenafil | 612A TYR 3.59 Hydrophobic
813A ILE 3.74 Hydrophobic
817A GLN 3.83 Hydrophobic
820A PHE 391 Hydrophobic
613A HIS 2.22 Hydrogen
786A PHE 5.34 n-Stacking
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Figure S1. Per-residue energy decomposition of PDE5-APO (Black), PDE5-BUF (Green),
PDES-STI (Yellow), PDES-ISV (Blue), PDES-APT (Red) and PDES-STD drug Sildenafil

(Brown).



