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Figure S1. NICS profiles computed in the axis perpendicular to the five-membered 

rings of the molecules of Set 2.  
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Figure S2. NICS profiles computed in the axis perpendicular to the five-membered 

rings of the molecules of Set 3.  
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Figure S3. NICS profiles computed in the axis perpendicular to the five-membered 

rings of the molecules of Set 4.  
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Figure S4. NICS profiles computed in the axis perpendicular to the five-membered 

rings of the molecules of Set 5.  
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Figure S5. NICS profiles computed in the axis perpendicular to the five-membered 

rings of the molecules of Set 6.  
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Cartesian Coordinates in Å of all optimized structures at B3PW91/def2-TZVP are 

placed in a single file named coordinates-complexes.xyz for convenient visualization.  

 


