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Invention Details: 
 
Theoretical microscopic titration curves are used to identify active sites in proteins of known or unknown structure.  
The active sites are found in regions where the ionizable residues are partially protonated over a wide pH range.  
The evaluation of these curves are enhanced by machine learning algorithms, model structures and advanced 
mathematical analytical procedures. The software method decreases the amount of time to determine protein 
function, thus decreasing cost for producing new pharmaceuticals. 
 

 Benefits of the Invention: 
 
The invention is an in-vitro method for pinpointing active sites in large molecules. 
 
Advantages:     Uses: 
 
Quick Determine enzyme active sites 
Low cost/decrease time Determine ligand binding sites 
Database independent Aids in predicting protein function 
Simple Assists in the discovery of pharmaceuticals 
 

The Bottom Line: 
 
The methods described in the inventions rapidly pinpoint active sites. Identification of active sites enables the 
rational design of pharmaceuticals and should decrease the time to market.  
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