
Tutorial 1  
Identify the binding site residues in 6CRO using the distance cutoff of 3.5 Å. 
Steps:  
1. Enter the PDB code (case sensitive) 
2. Check “Identification of binding site” and Click on “Submit”. This will open up a new page 
3. Check Protein-DNA/RNA 
4. Give the distance (default: 3.5 Å) 
5. Click on “Submit” 
 
For protein-protein complexes it is necessary to provide the second chain name. 



Sample output 



Tutorial 2  
Calculate the contact order and the number of contacts for all the residues (C-alpha atoms) 
within 8 Å limit (6CRO). 
Steps:  
1. Enter the PDB code (case sensitive) 
2. Check “Inter-residue interactions” and Click on “Submit”. This will open up a new page 
3. Check “contact order and number of contacts (8 Å, CA atoms)” 
4. Click on “Submit” 



Sample output 



Tutorial 3  
Calculate the alpha helical tendency of 4MBN 
Steps:  
1. Enter the PDB code (case sensitive) 
2. Check “Secondary structure propensities” and Click on “Submit”. This will open up a new page 
3. Check “alpha-helical tendency” 
4. Click on “Submit” 



Sample output 



Tutorial 4  
Calculate the centre of mass, disulphide bridges, ionic interactions and surrounding hydrophobicity of 
5PTI 
Steps:  
1. Enter the PDB code (case sensitive) 
2. Check “Physicochemical properties” and Click on “Submit”. This will open up a new page  
3. Check “Centre of mass, disulphide interactions, ionic interactions and surrounding hydrophobicity” 
4. Click on “Submit” 



Sample output 


