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Lots of combinations – thousands of possible structures! How can we quickly 

identify promising MOFs for a particular application? How can we identify a good 

application for a new MOF?
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People tend to cluster near the beers – in a MOF, molecules will tend to hang out 

in locations where there are strong interactions with the framework (e.g. 

maximising the number of nearby framework atoms)
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Lots of combinations – thousands of possible structures! How can we quickly 

identify promising MOFs for a particular application? How can we identify a good 

application for a new MOF?
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(1) Can we group MOFs by similarity? E.g MOF A has these particular 

characteristics, which mean it is pretty good for an application – is there 

another structure with similar properties?

(2) Can we match pore geometries to the geometries of interesting molecules? 

For some separations, the packing of the molecules is what defines the 

selectivity or performance.
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