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Fig. S-1. Possible reaction pathways of the DEP with •OH. 
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Fig. S-2. Relative energies of the reaction for DEP+•OH: a) gas phase, b) aqueous medium. 

 
Fig. S-3. Possible reaction pathways of the ISPC with •OH. 

 
Fig. S-4. Relative energies of the reaction for ISPC+ •OH: a) gas phase, b) aqueous medium. 
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TABLE S-I. Energies of reactants, prereactive complexes, transition states and products for 
DDMP + •OH reaction 

Molecule Eh / Ha 
Gas Aqueous 

DDMP+•OH -857.2071 -857.2207 
TS1 -857.2156 -857.2284 
TS2 -857.2125 -857.2228 
PR1 -857.2177 -857.2297 
PR2 -857.2256 -857.2343 
P1 -857.2305 -857.2471 
P2 -857.2238 -857.2340 

TABLE S-II. Energies of reactants, prereactive complexes, transition states and products for 
DEP + •OH  reaction 

Molecule Eh / Ha 
Gas Aqueous 

DEP+•OH -857.2272 -857.2455 
TS1 -857.2225 -857.2404 
TS2 -857.2378 -857.2533 
TS3 -857.2303 -857.2431 
PR1 -857.2301 -857.2479 
PR2 -857.2420 -857.2565 
PR3 -857.2459 -857.2581 
P1 -857.2378 -857.2588 
P2 -857.2493 -857.2694 
P3 -857.2346 -857.2540 

TABLE S-III. Energies of reactants, prereactive complexes, transition states and products for 
ISPC +•OH reaction 

Molecule Eh / Ha 
Gas Aqueous 

ISPC+•OH -919.8349 -919.8445 
TS1 -919.8175 -919.8287 
TS2 -919.8232 -919.8367 
TS3 -919.8390 -919.8473 
PR1 -919.8324 -919.8429 
PR2 -919.8309 -919.8474 
PR3 -919.8440 -919.8600 
P1 -919.8321 -919.8485 
P2 -919.8349 -919.8445 
P3 -919.8175 -919.8287 
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