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A suite of programs called Accelerated Molecular Dynamics with Chemistry (AMolDC) has been 
wriKen, tested, and employed in order to perform Lme‐dependent, mulLlevel QM/MM simulaLons. 

Demonstrated results: 

‐ NVT simulaLons with extremely disconLnuous potenLal1 

‐ capability of linear scaling with system size for nQM methodology1 
‐ QM/MM linear scaling within serial and parallel implementaLon of AMolDC 
1. J. Chem. Theory Comput., 2010, 6, 18. 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