
Supplementary Material  
 

 
Fig S1: Comparison of the DFT non-equilibrium Greens function (NEGF) formalism calculated energy dependent transmission 
coefficients for 2 of the anthraquinone (AQ) and hydroquinone (HQ) modification of 2. 

 

 

 
Fig S2: Comparison of the DFT non-equilibrium Greens function (NEGF) formalism calculated energy dependent transmission 

coefficients for 1 of the anthraquinone (AQ) and hydroquinone (HQ) modification of 1. 

Electronic Supplementary Material (ESI) for New Journal of Chemistry
This journal is © The Royal Society of Chemistry and The Centre National de la Recherche Scientifique 2013


