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Simulation strategy: Molecular dynamics (MD) coupled to Results: DNA coupled to CNT electrodes
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Conclusions and Outlook

« Dynamical fluctuations included in efficient computational scheme

* Mapping of complex electronic structure onto effective model

* Differences between matched and mismatched sequences less
dramatic than in experiment = improve e-structure methodology

* Open: Decoherence effects should be included (real-time charge
propagation or coupling to dissipative environments)




