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SOMO and HOMO orbitals at the TS geometries of the GS* radical and piceatannol

reaction:

Figure S1. Molecular orbitals. (A) SOMO and (B) HOMO density surfaces at the transition
state geometry for the proton coupled—electron transfer (PCET) reaction between the GS*
radical and piceatannol in aqueous medium, (C) and (D) are respectively the SOMO and

HOMO in lipid medium. Computed with isodensity value of 0.02 a.u



Table S1. Optimized molecular geometries of the transition states of GS* radical and

piceatannol reaction in Cartesian coordinates (Angstroms):

Structure for GS*-piceatannol transition state in aqueous medium, optimized at M06-2X/ 6-

311++ G(d,p) level:
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Structure for GS*-piceatannol transition state in lipid medium (pentylethanoate), optimized
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at M06-2X/6-311++ G(d,p) level:
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H 10.24013700 -2.38453500 0.39074600
©) 9.27113100 -1.66861900 2.64632200
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Geometries of H-bonded transition states in water and pentylethanoate for GS* radical

and piceatannol reaction:
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Transition states with H-bond for the reaction of GS* radical and piceatannol in (A) an

aqueous and (B) a lipid medium.



Graphics of the evolution of the NPA atomic charges and Hirshfeld spin densities as

functions of the IRC for the GS* radical and piceatannol reaction:
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Evolution of NPA atomic charges and Hirshfeld spin densities for the H-acceptor (GS*), H-

transferred (H*) and H-donor (DH=piceatannol) as functions of the intrinsic reaction

coordinate (IRC) for the proton—coupled electron transfer (PCET) reaction between the GS*

radical and piceatannol in aqueous (blue) and lipid (black) medium.



