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Molecular design of conjugated polymers
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Core 1 Core 2 Core 3

Conjugation length Side chainsNature of blocks Double chains

Total CPU time: ~2.000.000 h 
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R= CH3
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R= CH3
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Conformations for 1u:



Trends of exciton binding energy

Noncovalent interactions analysis using Multiwfn/VMD

Side chains: negligable effect in isolated chain

Nature of blocks: mixing blocks tunes properties

It is important to consider other interactions!

Conjugation length: same trend of Eg
HL and Eg
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