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Abstract 
Summary: IsoMIF Finder is an online server for the identification of molecular interaction field (MIF) 
similarities. User defined binding site MIFs can be compared to datasets of pre-calculated MIFs or 
against a user-defined list of PDB entries. The interface can be used for the prediction of function, 
identification of potential cross-reactivity or polypharmacological targets and drug repurposing. 
Detected similarities can be viewed in a browser or within a PyMOL session. 
Availability and Implementation: IsoMIF Finder uses JSMOL (no java plugin required), is cross-
browser and freely available at bcb.med.usherbrooke.ca/imfi. 
Contact: Rafael.Najmanovich@Usherbrooke.ca 



Figure S1. The molecule viewer shows the initial volume of the cavity (light red spheres) and the ligand (if defined) is in black sticks. Cavity lining residues are 

listed with checkboxes and shown in sticks in the viewer. Three residues are unchecked from the list above, shown with semi-transparent sticks in the viewer. This 

will crop the volume within 3Å of any atoms of the unchecked residues. On top left, next to the cavity name, the user can uncheck this query cavity to avoid the 

comparison of its MIF to the comparison set. All residues can be checked at once, the residue labels can be toggled on or off on the structure and the cavity volume 

sphere’s visibility can be toggled on and off.   

	
    



Figure S2. (A) If a user entered a custom PDB list for the comparison set, the cavities found are listed in a table. Several information is given allowing the user to 
select only cavities of interest. (B) For each cavity, a GIF and PNG file allow the user to inspect the volume of the cavities (blue mesh) where the MIF will be 
calculated. The cavity of PDB entry 1LHU (shown in green cartoon) was entered by the user in the comparison set with a ligand (EST 301 A). 
	
    



Figure S3. Results page for query 6COX with MIF calculated around ligand S58 701 A. The similarity for the top hits can be visualized by hovering the mouse over 
the GIF or PNG image as shown for top hit 1RJ6 and the PyMOL sessions can be downloaded individually for the top hits. 

	
    



Figure S4. The PyMOL session above shows the similarities between query 6COX and 1RJ6. It contains different objects : qry6COX_1 is the query protein structure, 
1RJ6_AZM400A- is the top hit structure. The objects that start with hyd_, arm_, don_, acc_, neg_ and pos_ are the probes found similar in both proteins. The objects 
that start with mif_ represent all the probes (shown in semi-transparent) with favorable interaction energy found in each cavity.  


