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investigated for their ability to robustly function as a
separation material within  harsh acid gas
environments. Currently synthesized RE-MOFS, where
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gas exposure. Here, density functional theory (DFT)

methods are used to investigate the underlying

mechanisms of interactions of acid gases within the
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MOFs will help to guide the design of new materials
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. . . Gas adsorption energies are dependent on metal location and local coordination environment.
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gases indicate a selectivity of SO, > H,0 > NO,. * Intrinsic RE-DOBDC MOF photoluminescence is reduced only upon exposure to NO,.

* In humid NOx environments H,O preferentially binds to

metal sites and NOx binds to organic ligands. ON( in Y-DOBDC w
* NOx exposure decreases photoluminescence in all -
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complex gas mixtures. .
 |dentifying impact of nanoconfinement on gas
interactions due to size of MOF pore.

Increased H-bonding induces red shift of primary optical absorption.
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