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Accurate Force Fields for MOFs - QuickFF [1]
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Flexibility of the empty Mil-53 framework
Volume as function of pressure from NPT simulations Isotropic pressure as function of unit cell volume from NVT
with fluctuating unit cell [2]. simulations with fluctuating cell shape but fixed volume. [3]
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Breathing in Mil-53 under influence of xenon adsorption [4]

Total empty host guest molecules interaction
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Transform the canonical ensemble to the osmotic
ensemble:
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