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Supplementary Information



Figure 1S. Radical +== water complexes which are transition states (TS) with B3LYP-D. The M05-2X (a)

and B3LYP-D (b) interacting distances are shown in Angstroms (A).
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Figure 2S. Phenol, aniline and toluene complexes with water (1-3).
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Figure 3S. Snapshots of complex C1 (which converts to C6 at 100K) from the UB3LYP-D/6-

311++G(2d,2p) MD simulations at T=100K (top) and T=298K (bottom). Time is shown in picoseconds (ps).
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Figure 4S. Snapshots of complex N1 from the UB3LYP-D/6-311++G(2d,2p) MD simulations at T=100K
(top) and T=298K (bottom). Time is shown in picoseconds (ps).
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Figure 5S. Snapshots of complex O1 from the UB3LYP-D/6-311++G(2d,2p) MD simulations at T=100K

(top) and T=298K (bottom). Time is shown in picoseconds (ps).
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Table 1S. Interaction energies (AE) for the radical «e= water complexes which are transition states (TS)

with B3LYP-D. Basis set superposition error corrected energies (AEgsse) are also included. All energies

are in kcal/mol.

6-311++G(2d,2p)

Transition States B3LYP MO05-2X B3LYP-D
B3LYP-D AE AEgsse AE AEgsse AE
C complex
C1 -1.23 -0.23 -2.29 -1.12 -2.37
C2 -1.01 -0.24 C6 -1.71
O complex
04 -1.93 -1.09 -2.58 -1.49 -2.66




Table 2S. Comparison between the calculated spectra of complexes C6 and C7. Values for frequencies

(v) are in cm™ while intensities (1) are in km-mol™.

C6 C7

B3LYP M05-2X B3LYP M05-2X

% | v | \Y; | \Y; |

45.23 1.0 34.43 1.8 51.88 3.9 41.07 0.2

54.17 0.5 47.61 0.6 62.36 21.6 57.31 3.3

115.58 0.8 97.96 2.6 79.21 3.6 103.49 6.4

131.52 15 128.8 53 112.03 522 116.23 219

198.71 21.2 20252 179 136.24 0.5 200.15 535

209.19 492 22239 57.2 198.27 23 208.10 238

255.76 1055 257.83 1222 290.89 91.7 298.67 91.7

361.16 0.2 358.05 0.4 359.60 0.1 359.69 0.3

392.32 0.3 394.86 0.1 390.58 0.0 397.27 0.0

478.40 16.6 48296 186 473.68 13.6 48398 154

518.75 0.0 509.16 0.0 514.90 0.0 507.44 0.0

534.17 0.2 535.78 0.2 533.84 0.1 536.16 0.2

627.74 0.1 630.75 0.0 628.14 0.0 631.38 0.0

681.31 46.3 697.25 484 67242 421 700.19 474

726.44 0.6 745.47 0.1 727.16 0.4 751.65 0.1

780.82 68.2 80125 80.1 777.65 716 804.64 79

829.17 0.3 845.45 04 829.33 0.3 846.88 0.4

836.02 0.0 855.11 0.0 840.37 0.0 865.30 0.0

906.46 3.9 93142 4.2 905.05 7.2 935.07 6.5

977.52 20 986.91 15 975.86 1.9 990.13 15
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