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Supporting Information

Scheme S1. Mechanism of H2O Loss from [Ga2L2+2OH]3+. The optimized geometries were 
obtained by Gaussian 16 with NM16/LanL2DZ/6-31G(d) level of theory. The reaction energies 
were described in Table 2. 
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Scheme S2. Mechanism of (a) C6H6N•, (b) z1• and (c) C2H5NO Loss from [Zn2L1+Ac-pSK–H]+• 
Cation Radical. The optimized geometries were obtained by Gaussian 16 with 
NM16/LanL2DZ/6-31G(d) level of theory. The reaction energies were described in Table 3.



Scheme S3. Mechanism of C6H6N• Loss from [Ga2L2+Ac-pSK–3H]+• Cation Radical. The 
optimized geometries were obtained by Gaussian 16 with NM16/LanL2DZ/6-31G(d) level of 
theory. The reaction energies were described in Table 4.


