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We present a common strategy to design organic semiconducting materials based on
the construction of reduced (predictive) models from (detailed) atomistic one. We will
argue that, somewhat counterintuitively, by removing chemical detail from the model
one can more easily perform non-trivial predictions. The topics considered in this
lecture include (i) the definition of a map of all organic semiconductors for charge
transport; (i) the desirable properties of electron acceptors in organic solar cells; (iii)
derivation of possible design rules for semiconducting polymers; (iv) uses and
limitations of machine learning approaches for the same problems.

Alessandro Troisi received his PhD in Bologna (2002) working on charge transfer reactions and
performed postdoctoral work at Nortwestern working on single molecule junctions. He was
appointed Assistant Professor at the University of Warwick (2005) where he became Professor of
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