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Metal-Organic Polyhedra (MOP) are an emerging class of   discrete molecules with

predesigned porosity. Depending on the pore size, the window size, and the type of ligand,

MOP can be used for gas storage, separation, and catalysis applications. One of the less

understood, but important physical properties of MOP is the positions of ligands that form

the windows. In this work, we have used molecular modeling to analyze the window size

distributions and the relative energetic stability of MOP structures as a function of the

ligand orientations.
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