
PDB File
(raw structure)

Structure Preparation
(PDBFixer/OpenBabel)

optional

PDB Parser
Extract atoms,
residues, bonds

Interaction Detection
H-bonds, X-Bonds,
π-π, n→π*, X-H⋯π

Identify chains
and networks

3D Visualization
3Dmol.js (Web/Jupyter)

Statistical Results
CSV, JSON, Text

Network Visualization
PNG, SVG, PDF


