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Figure S1 

 

 

 

 

 

 

 

 

 

 

 

 

Figure S1 Two-dimensional histograms of (a) HC, (b) MC and (c) LC value of 

1,4-Phenylenedipropionic acid. Insets are the corresponding conductance histograms. 
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Table S1 

 

Table S1 The HOMO and LUMO levels of molecules calculated by the DFT code 

SIESTA. 

 

Molecules HOMO (eV) LUMO (eV) 
HOMO-LUMO 

Gap (eV) 

Fc-1 -4.22 -1.48 2.74 

Fc-2 -4.55 -2.10 2.45 

Fc-3 -4.54 -1.84 2.70 

1,6-hexanedicarboxylic 

acid 
-6.39 -1.12 5.27 

terephthalic acid -6.67 -3.18 3.49 
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Table S2 

 

Table S2 The frontier molecular orbitals of Fc-1, Fc-2, Fc-3, 1,6-hexanedicarboxylic 

acid and terephthalic acid. 
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