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(Eg), adsorption energy (Ead), Fermi level energies (EF) and 
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Table 4.2  Calculated total energy of nucleobase adsorbed haeck-BN system. 

Red color represents minimum energy. 
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Table 4.3 Calculated total energy of nucleobase adsorbed haeck-BN system 

with different orientation. Red color represents minimum energy. 
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