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Discovery and development of new materials often take several decades which is a 
serious bottleneck for the deployment of such materials to the market. In this aspect, 

high-throughput molecular simulation is a powerful method to predict the performance of 

large-number of materials prior to experimental synthesis and testing. By doing so, 
experimentalists can focus on those materials with promising performance which can cut-

down on the cost and time associated with the development of new materials, such as 

metal-organic frameworks (MOFs).  In this talk, I will provide examples on how high-
throughput molecular simulations can help to find optimal MOFs from a large number of 

MOF structures for the application in pre-combustion CO2 capture and hexane isomer 

separation.


