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Step 0. (Pre-Work related) Fold your protein 
with AlphaFold

A) Sequence of 
protein of interest 
(Abl Kinase)

AlphaFold Colab

A) Ranked folds of 
protein of interest 
saved as PDB

Input Tool Output



Step 1. Docking your Ligand 
Input Tool Output

A) PDB of protein of 
interest (no ligand 
bound; AF output)
ex: 2hyy_single.pdb

B) SMILES of ligand

Diffdock 
(HuggingFace)

A) Ranks of ligand 
position in 3D 
space 

*Relevant are the .sdf 
files 



Step 2. Saving diffdock/PDB files to a PDB 
Input Tool Output

A) PDB of protein of 
interest (no ligand 
bound)
ex: 2hyy_single.pdb

B) .sdf of ligand 
docking (from 
Diffdock)

Chimera

A) Single PDB file of 
both ligand and 
protein of interest



Step 3. Combining PDB docking as a readable 
input for LigPlot

Input Tool Output

A) PDB from Step 2. 
B) process_ligand_protein.py

Terminal;
Miniconda3

A) Combined single 
PDB file of both 
protein of interest 
and ligand position



Step 4. Visualizing in LigPlot+
Input Tool Output

A) Single PDB file from 
Step 3. 

LigPlot+

A) Visualization of molecular 
interactions/distances 
between key protein 
residues and ligand


