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Table S1 The minimal distance (dm, Å) for the interaction between benzene derivative and the 

graphene surface at the three sites (H, B, O).
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Fig. S1  The relationship between the Hammett sigma meta constant (σm) and the interaction 
energies.
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Fig. S2  Total electronic DOSs for graphene and molecule/graphene systems with three different 
adsorption (H, B, O) sites. The Fermi level is set to zero.
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Table S2 The HOMO and LUMO orbital energies (in eV) for molecules (a1-13).

Orbital a1 a2 a3 a4 a5 a6 a7 a8 a9 a10 a11 a12 a13

HOMO –8.37 –7.67 –8.02 –8.00 –7.53 –6.79 –7.94 –9.26 –8.90 –8.81 –7.63 –8.75 –8.65

LUMO 0.52 0.35 0.54 0.50 0.51 0.41 –0.30 –1.67 –0.80 –1.05 –0.38 –0.72 –0.57


