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DESIGNING ELECTRONIC PROPERTIES OF METAL-ORGANIC CHALCOGENIDES
Tess E. Smidt, J. Nathan Hohman, Jeffrey B. Neaton

With metal-organic chalcogenides, To understand the impact of crystal geometry on electronic
we can harness the variety of interactions, we study continuous deformations of crystal
geometry of organic molecules to structures.
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DEVELOP A PARAMETRIC MODEL FROM
® EXISTING OR NEW STRUCTURES.
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Changing ligands and inorganic
composittion can yield diverse
crystal geometries...
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