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1 DFT simulated single molecular models. 

 

Fig. S1 DFT simulated single molecular models on the graphite surface. (a) Top view of H4OBDB. (b)Side view of H4OBDB. (c) Top 

view of H4ADDI. (d) Side view of H4ADDI.  
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2 Details of DFT simulated molecular models of the assembled structures. 

 

Fig. S2 Details of DFT simulated molecular models of the assembled structures on the graphite surface. Molecular model of (a) 

H4OBDB_stru1, (b) H4OBDB_stru2, (c) H4ADDI_stru1, (d) H4ADDI_stru2, (e) H4OBDB–TMA, (f) H4ADDI–TMA. 

 


