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Abstract Gas Adsorption in MOFs
Metal-Organic frameworks (MOFs) known for their high porosity and structural tunability, are promising for gas Grand Canonical Monte Carlo (GCMC) simulation is a computational §
storage, separations, and catalysis applications. technique that models gas adsorption in porous materials like MOFs by allowing £
The experimental Cambridge Structural Database (CSD) or other ready-to-use structural databases (e.g. the number of gas molecules to fluctuate within a fixed volume, temperature, 5™
CoRE-MOFs, ARCMOF) facilitates property characterization through molecular simulations, covering adsorption, and chemical potential to reach equilibrium. GCMC accurately predicts 150
thermal, mechanical, and electronic properties. adsorption capacities, selectivity and other thermodynamic properties. gm_
However, simulation tools often require advanced expertise, and although many computational codes are @ 5 5
; accessible, they remain time-consuming and challenging for non-expert users. @ AO Ag 5
’ The DIAMOND project (PEPR DIADEM) promotes FAIR data practices with reproducible, user-friendly N T

workflows using workflow managers (e.g. AiiDA) and containerization. We present such an easy-to-use pipeline
for simulating adsorption properties of polar gases (e.g., N2, CO:) in MOFs, streamlining advanced analyses across
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