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Introduction: Efficient technologies for CO, capture and its sequestration can be vital in mitigating the problem of climate change arising
from increasing atmospheric CO, levels. Metal Organic Frameworks (MOFs) are promising crystalline solids with high porosity and affinity
for CO, due to strong interaction with metal modes. Here, we study MOFs functionalized with photo-isomerizing azobenzene molecules for
light-stimulated capture and release of CO,. The structure of photo-isomerizing azo functionalizations can be changed ({rans to cis and vice-
versa) with light stimulus in order to sterically block-unblock the metal nodes of MOF interacting with CO,, to achieve efficient capture and
release of CO,. We shed light on 1) role of structure of embedded molecules on adsorption, 2) calculation and tuning of the optical spectra of
functionalized MOF's to increase the photo-stationary yield of embedded isomers, to increase the efficiency of CO, capture.
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* Methods for calculation of optical spectra
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