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Figure S1. Potential energy profile for Moracin T as a function of torsion
angle between the allyl group and the benzofuran ring (left), as well as Sl

optimized molecular geometry with intramolecular hydrogen bond (right).

Figure S2. Spin density distribution of Moracin T after abstracting of a proton

from 1-OH (a), 2-OH (b), 3-OH (c) and CH (d).
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Figure S3: IRC plots for all transition states related to the reaction of HOO*
radical with Moracin T in the gas-phase calculated at B3LYP/6-311G(d,p) S3

level of theory.
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Figure S1. Potential energy profile for Moracin T as a function of torsion angle between the
allyl group and the benzofuran ring (left), as well as optimized molecular geometry with

intramolecular hydrogen bond (right).
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Figure S2. Spin density distribution of Moracin T after abstracting of a proton from 1-OH (a),

2-OH (b), 3-OH (c) and CH (d).

S2



Total Energy along IRC Total Energy along IRC

-1 301,502 — -1 301,502 —
—~ - ~ =
3 -1 301,504 9 -1 301,504
=] A s 7
L L -1 301,506
U -1 301,506 — [0} !
B ! 3 9
= 8 5 -1301,508
-1 301,508 o —
o i @ -1301,51
£ C A

-1301,51

= W 1 301,512 1
g 1 i ]
© -1 301,512 . 0. A .
"~ _ Moracin T (1-OH) = 1301517 Moracin T (2-OH)

-1301,514 - -1 301,516

mmwmwwmm mewmmﬂwmwmm
15 -1 -05 0 0,5 1 1,5 145 -1 05 0 0,5 1 1,5
Intrinsic Reaction Coordinate Intrinsic Reaction Coordinate
Total Energy along IRC Total Energy along IRC

-1 301,496 — -1 301,506 —
-1 301,498 — —-1301,508 -
® -130153 $ -1301,51 3
. == . =
+ -1 301,502 - + -1 301,512 -
f -1 301,504 - f -1 301,514
~ — — =
6-1 301,506 6-1 301,516
L -1 301,508 - +-1301,5184 Moracin T (CH)
(7] 1 ; i 7] ]
g 1301517 Moracin T (3-OH) & 130152
— "1 301,512 — 1 301,522
-1 301,514 — D -1 301,524
1 301,516 1 301,506 ]

-1 301,518 - -1 301,528

WWWW memmwmm
-1,5 -1 -05 0 0,5 1 1,5 15 1l g50 g 0,5 1 1,5
Intrinsic Reaction Coordinate Intrinsic Reaction Coordinate

Figure S3: IRC plots for all transition states related to the reaction of HOO® radical with
Moracin T in the gas-phase calculated at B3LYP/6-311G(d,p) level of theory.
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