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Figure S1. Frontier molecular orbitals (FMOs) and energy levels for the highest occupied 
molecular orbitals (HOMOs) (bottom) and the lowest unoccupied molecular orbitals 
(LUMOs) (top) of the examined isolate system templates.



Figure S2: 3D-MEP maps of the examined systems.



Figure S3: RDG scatter plots and NCI of the examined systems.


