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A b i n i t i o m o d e l s Quantum-classical interfaces 

DFTB + quantum-transport 
a p p r o a c h e s u s i n g N o n -
equlibrium Green Functions.  
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Continuum-based and circuit models 

Well-established drift diffusion 
simulator codes are used to simulate 
contacts and devices surrounding the 
molecules.  

Circuit level 

The road to design 
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