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Computational tools for studying complex molecular systems
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Quantum mechanics (QM) and molecular mechanics (MM) are two major approaches to study drug-related molecular 
systems and other complex systems. It is also possible to combine QM and MM or even QM and a different level of QM 

(QM’). Within these core methodological frameworks, many things can be done to derive insights into a variety of molecular 
systems. In this presentation, I intend to explain some of our recent attempts.
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