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Figure S1. Evolutions of the vertical ionisation energy (VIE) value of the 

Li@corannulene under the vertical F-z (F-z = 1×10-4, au)
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Figure S2. Evolutions of the natural population analysis (NPA) charges of the 

Li@corannulene under the vertical Fz (Fz = 1×10-4, au)  
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Figure S3. Electrostatic potential maps (ESP) of the Li@corannulene with allelic values 
of ± 2.00 e-2 au under the vertical F-z (F-z = 1×10-4, au)  
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Figure S4. Evolutions of the frontier molecular orbitals of the Li@corannulene under the 
vertical F-z (F-z = 1×10-4, au)    
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Figure S5. Evolutions of the first hyperpolarizabilities (βtot) of Li@corannulene under 
the vertical Fz (Fz = 1×10-4, au) 
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Table S1. Evolutions of the bond length alternation (BLA) of Li@corannulene under the 
vertical Fz (Fz = 1×10-4, au)

F-z = 1×10-4 (au) BLA (Angstrom)

0 0.01

40 0.01

80 0.02

100 0.02

110 0.00
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Cartesian Coordinates of the optimized structures (F±z =0, au)

Li@corannulene     The total energy = -775.695 au                   
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