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Abstract 

The major challenge of high-performance computing systems is harnessing them to get more 

valuable results (scaling the science) rather than simply handling larger systems (scaling the 

simulation). This seminar will outline some of our past and current work on developing 

multiscale simulations to study water/solid interface phenomena, and on uncertainty 

quantification methods to increase the fidelity of particle methods and multiscale atomistic-to-

continuum simulations. 
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