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MIL-53(Al) as a prototype example of a flexible MOF

Experimental transition [1]
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Simulated pressure profile to confirm and extend experimental results
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What do regular NPT MD simulations predict? Conclusions
Transition to np at any isotropic pressure Alternative technique to derive transition pressures, allowing for
cell fluctuations, proves to be in good agreement with experiment
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Even at low pressures, transition to np takes place 'High' time to transition 'Low' time to transition
Direct consequence of the width of the pressure distribution Poissonlike transitons Gaussianlike transitions
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