Figure S1. (A) AutoDock Vina and GROMACS (10 ps) predicted the interactions between harmine and the DNA molecule (PDB 1G3X). (B) AutoDock
Vina predicted Pose 1 (pose with the lowest binding energy) of harmine which was docked inside of the DNA molecule. There are no H-bonds only hydro-
phobic interactions between harmine and DNA nucleotides. (C) Hydrophobic interactions and H-bond formed between the original ligand 9-acridine-peptide
(acridine-tetra arginine; 9ac) and DNA nucleotides. RMSD, root-mean-square distance between the docking pose and the binding configuration in the crystal-
lographic model; Ine, harmine.
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Figure S2. MD simulations with GROMACS predicted the intercalation of harmine inside the hydrophobic cavity of DNA: (A) Number of H-bonds formed
between ligand and nucleotides. (B) Harmine and dt620 progression of H-bond distances. (C) Progression of H-bond angles (average angle 49.4175°%).
(D) Energies of complex (AE) calculated using MM-PBSA method. (E) van der Waals Energy (blue line) represented the major contribution to the total
Molecular Mechanics Energy calculated in vacuum (red line). (F) Complex Solvation Free Energy (AGsolv) related to SASA calculated with MM-PBSA. INE,
harmine.
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