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Structure-based Protein Engineering 
How to use molecular mechanics for in silico protein engineering?  
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Structure-based Protein Engineering 
How to use molecular mechanics for in silico protein engineering?  

±ƛǎǳŀƭƭȅΥ ŀǇǇŀǊŜƴǘƭȅ άƛƳǇƻǊǘŀƴǘέ ƛƴǘŜǊŀŎǘƛƻƴǎ ŜǾŜǊȅǿƘŜǊŜ 
Need for a physics-based method to quantitatively estimate 
the importance of each residue/interaction 
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Structure-based Protein Engineering 
Link between experiment and modeling 
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