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Computational details

All density functional theory (DFT) calculations were conducted with the Gaussian 16 program.!
Geometry optimization was performed with M06-2X?/def2SVP? level with Grimme’s D3 dispersion
correction®. Frequency analysis was conducted at the same theoretical level to identify the
stationary point as an energy minimum. The single point energies were calculated by M06-2X-
D3/def2TZVPS level with the SMD solvation model® (dichloroethane). The CY Lview20 software’
was utilized to draw the 3D visualization.
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