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Table S1. Atoms studied for hydrogen atom transfer (HAT) mechanism for Mel at M06-2X/6-31+G*. Values
in kcal/mol.

Atom Do AG .
OH' CH;0° HOO’ NO,
-29.10° “14.59° 3.30° 4.47°
-9.99¢ 483 22417 23.58
431° 10.42° 28.09° 20.26°
7 104.78 257 11.86" 30.05 32.83°
-28.31° -14.12¢ 4.09* 5.26°
2323 29.58° 9.17° 10.34°
9 96.38 -22.03b 8.15° 10.59° 13.38°
4 water

b pentyl ethanoate

Table S2. Atoms studied for hydrogen atom transfer (HAT) mechanism for AMK at M06-2X/6-31+G*. Values
in kcal/mol.

AG
Atom Do
o' CH;0" HOO" NO;,
24500 210.09° 7.90° 16.02°
NI 26:59 -19.58" 5,08 13.04° 15.820
957 5.87° 22.83° 20917
N2 103.89 -6.52 7.33b 26.11° 28.89b
27.03° BEXIE 537 14.57°
C8 98.29 2354 1020 9.08" 11.86"
24570 10570 7.83¢ 16.35°
9 97.06 -21.88° -8.10° 10,740 13.53b
a water

b pentyl ethanoate
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Table S3. Atoms studied for hydrogen atom transfer (HAT) mechanism for AFMK at M06-2X/6-31+G*.
Values in kcal/mol.

AG
Atom Do
OH' CH30" HOO" NO,
21.68 3540 10.72° 11.90°
NI 105.15 17.56° 3,645 15.07° 17.85b
11.54° 2.90° 20.86° 22.03°
N2 107.67 5,84 8.93b 26,79 29.57b
2683 1327 5.570 6.74°
Cc8 94.75 2330 -9.20b 9.33b 12.11°
24.50° 11200 7.90° 9.07°
9 . 220,95 -6.69 11.67° 14.46°
1943 4910 12.07° 14.14°
C12 86.46 21345 -8.00° 11.28b 14.07°
a water

bpentyl ethanoate

Table S4. Atoms studied for hydrogen atom transfer (HAT) mechanism for 60HM at M06-2X/6-31+G*.
Values in kcal/mol.

AG
Atom Do
OH' CH,0° HOO" NO;
31350 16,647 1.05° 8.36°
NI 102.59 22698 112,08 5.70P 8.43b
710,837 3430 2057 20.82°
N2 102.62 _7.12 7.08" 25.56" 28.28P
5450 9.01° 26.95° 35.00°
C4 104.14 2670 12.06° 30.01° 32.74b
5.40° 20.06° 37.80° 45.67°
7 105.56 20,08 14,55 32.60° 35.320
23.85° 710,897 8.55° 18.10°
C8 95.28 2225 8.41b 10.43 13.16°
23.85° 710,897 8.55° 18.10°
9 95.28 2225 8415 10.43b 13.16°
42.46° 28.10° 710.06° 1.90°
013 84.32 -35.08° 220,64 23300 20,58
a water

b pentyl ethanoate
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Table SS. Atoms studied for hydrogen atom transfer (HAT) mechanism for Ir at M06-2X/6-31+G*. Values in

kcal/mol.
AG

Atom Do OH" CH;0* HOO* NO;
NI 66.92 L 1o iz 1or
05 67.76 :jgjz(fb I§§j§§b -_1%,300% -_173'.1239b
C4 92.63 :ég:(s)gb %2131b 197,'5862 } Z:ggb
co 108.97 Joar 556" 230 25290
C9 103.99 Al Lo 2011 2250
cio 103.48 o L7 1966 T
i 103.50 Lo Y 123 a0
13 84.94 Bt T > 007 S0
Ca 103.26 Lo T 1930 5250
Cb 102.36 _'163"1068b gj‘fib fgjﬁé‘b gé;b
o | e | gm | wr | mmo | oo
cd 102.53 _'163"25% fjgéb fgjﬁgb i:g;’
ce 103.97 1ar 239 5051 210

4 water

bpentyl ethanoate

Special Issue dedicated to Prof. Joaquin Tamariz



Supplementary Information J. Mex. Chem. Soc. 2024, 68(1)
Special Issue

©2024, Sociedad Quimica de México

ISSN-¢ 2594-0317

Table S6. Atoms studied for hydrogen atom transfer (HAT) mechanism for It at M06-2X/6-31+G*. Values in
kcal/mol.

AG
Atom Do OH" CH;0* HOO* NO;
N1 64.11 T o ol 3570
05 4086 2 o S
C4 90.24 :}S:gib :g:igb }iﬁb };‘:ggb
o 109.58 e 13 55" 26 aod
9 103.58 404 1116 858" e
1o 10279 S0 1010 760 3039
i 103.66 4 113 2916 3195
13 5490 220 550 1042 1320
b 10507 e 1308 048 1300
ce 10293 ey, L0353 2839 L
ca 103.10 433 log7 2830 108"
ce 103.47 37 st 855 e
2 water

b pentyl ethanoate
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