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Polycyclic aromatic hydrocarbons (PAH),
nowadays nano-graphene

Kekulé molecules:
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Molecular electronics
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Kéafer, Bashir, Dou, Witte, Millen, W6ll,
C. Adv. Mater. 2010, 22, 384.






Separation of Kekulé molecules into

two types of carbons

Friedrich August
Kekulé von Stradonitz
(1829-1896).
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Landauer formula
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The source-sink potential approach in
tight binding (Huckel)
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Source and sink potential



Simple theory for the conductance
of conjugated systems (aa case)

Contacts connected to two a atoms
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Reference energy of the atoms is setto 0
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Simple theory for the conductance
of conjugated systems (aa case)

Contacts connected to two a atoms

Cross-conjugation

T

Meta vs. ortho & para
connection
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Impact of the position of the anchor group on
molecular conductance
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Observation of quantum interference in molecular
charge transport
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Simple theory for the conductance
of conjugated systems (ab case)
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Simple theory for the conductance of
conjugated systems (ab case)

Contacts connected to an a and a b atom

Defect state
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Ovalene

Delocalized defect state




Pentacene & Picene
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Theory of
Organic Chemistry
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Conductance in terms
of Kekulé structures
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Conduction in graphenes
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All electron DFT/Green’s
function approach




