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We present modeling of sorption in metal organic framework materials (MOFs) using 
carefully constructed force fields. The goal is to make quantitative prediction and 
analysis of experimental observables including sorption isotherms and isosteric heats of 
sorption. The force fields employed include many body polarization and van der Waals 
interactions implemented in a computationally tractable fashion. These methods permit 
predictive accuracy in modeling complex sorption phenomena including sorbate 
interactions with metals and polar / charged MOFs. 


