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Figure S1. Direct photodegradation pathways of FLO, along with computed activation energies 

(Ea, kcal/mol) and enthalpy change (ΔH, kcal/mol). The numbers in parentheses are NBO charge 

and electron spin density (NBO charge, electron spin density). 
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Figure S2. Optimized geometries of reactants, transition states, and products in direct photolysis 

pathways (Path 1, Path 2, Path 3, and Path 4) of FLO, along with selected bond lengths (Å). 
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Figure S3. Optimized geometries of reactants, transition states, and products in indirect photolysis 

pathways (Path C1, Path C2, Path C3, and Path C4) of FLO with ·OH, along with selected bond 

lengths (Å). 
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Figure S4. Optimized geometries of reactants, transition states, and products in indirect photolysis 

pathways (Path C1N, Path C4N, and Path C6N) of FLO with ·NO3, along with selected bond lengths 

(Å).
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Figure S5. Optimized geometries of reactants, transition states, and products in indirect photolysis 

pathways (Path C1S, Path C3S, Path C4S, and Path C6S) of FLO with ·SO4
-, along with selected 

bond lengths (Å). 
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Figure S6. Optimized geometries of complexes FLO–Ca2+/FLO–Mg2+/FLO–Zn2+, along with 

selected bond lengths (Å). 

 

Figure S7. Four optimized geometries (OPT1, OPT2, OPT3, and OPT4) of complex FLO–Ca2+ 

along with selected bond length (Å). The energies of geometries are relative to that of the most 

stable geometry FLO–Ca2+–OPT3.
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Figure S8. Optimized geometries of reactants, transition states, and products in indirect photolysis 

pathways (Path C3Ca and Path C4Ca) of complex FLO–Ca2+ with ·OH, along with selected bond 

lengths (Å). 

 

Figure S9. Five optimized geometries (OPT1, OPT2, OPT3, OPT4, and OPT5) of complex 

FLO–Mg2+ along with selected bond length (Å). The energies of geometries are relative to that of 

the most stable geometry FLO–Mg2+–OPT4. 
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Figure S10. Optimized geometries of reactants, transition states, and products in indirect 

photolysis pathways (Path C3Mg, Path C4Mg, Path C5Mg, and Path C6Mg) of complex FLO–Mg2+ 

with ·OH, along with selected bond lengths (Å). 

 

Figure S11. Four optimized geometries (OPT1, OPT2, OPT3, and OPT4) of complex FLO–Zn2+ 

along with selected bond length (Å). The energies of geometries are relative to that of the most 

stable geometry FLO–Zn2+–OPT1. 
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Figure S12. Optimized geometries of reactants, transition states, and products in indirect 

photolysis pathways (Path C1Zn, Path C3Zn, Path C4Zn, and Path C6Zn) of complex FLO–Zn2+ 

with ·OH, along with selected bond lengths (Å). 


