
   

Figure S1. inline structure.  

 

 

Figure S2. stack structure. 
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Figure S3. Energy changes with the location of one benzene from the center to the edge 

of the graphene. 

 

 

Figure S4. Energy changes with the distance of graphene for one benzene molecule model. 

  



 

Figure S5. The trend of the total energy concerning the distance between the two 

benzene molecules in an inline structure. 
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Figure S6. The position of two benzene molecules changes from the center to 

the edge of the graphene with the value of the symmetry x-axis 0, 108.9, 217.8, 

326.7, 471.9, and 617.1 pm in a stack structure.  

(X in this figure represents the symmetry axis of benzene) 
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Figure S7. The definition of distance between two MeOH molecules in an inline 

structure.  

 

Figure S8. The trend of the total energy concerning the distance between the two 

MeOH molecules in an inline structure. 

 

 

Figure S9. The definition of distance between two MeOH molecules in a stack 

structure and the red arrow represents the possible moving direction of 

molecules and graphene sheets.  
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