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Electronic-structure theory has become a powerful tool to design and analyze new materials with
target properties. I will give an overview of our work from the design stage towards fabrication,
focusing on the aspects of theoretical guidance. In particular, I will report on the bottom-up syn-
thesis of organic two-dimensional networks via substrate assisted covalent bond formation after
controlled self organization[1, 2] as well as structural perovskite modifications targeted to overcome
stability problems of next generation perovskite photovoltaics.[3–6]
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