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* Projector augmented wave approach, implemented in VASP

Research Questions T o 7% 2 * PBESol exchange correlation functional
. at sites play a role 1n the adsorption o S — e’ . -D3 with Becke Jonson dampin

What MOF play a role in the adsorp f OPCs? (w) E \E E 5(5)65(3” DFT-D3 with Becke ] damping
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probing binding sites for GB in MOFs
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- /Z1OH plays a role in multiple ways;
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P=0 stretch red shifted from Appearance of ZrO-H stretch New C-H stretches S“ggeSt different venumber em- e  Future work will focus on the kinetics
the gas phase frequency e confirms missing-linker created orientations of GB bound at a defect site  1;OH is a favorable b1nd1ng site and mechanism of degradation
according to the binding tdedt 631 kealmor' ~ ZrOH site plays a role in the are observed with a strong peak at 3082;
energy adsorption process possibly masked by other modes
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