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Table S1. T1 and G3(MP2) energies for reaction of water and methylamine with example phenyl

esters
Reaction T1 AE G3(MP2) AE
(kJ/mol) | (kJ/mol)
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Table S2. T1 and G3(MP2) energies for reaction of water and methylamine with example

phenyl esters

T1 AE G3(MP2) AE
(kJ/mol) | (kJ/mol)
-5.03 -1.84

Reaction

-26.72 -27.36

3
f 0.
—
J T o~ =
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Table S3. T1 and G3(MP2) energies for reaction of water and methylamine with

example N-hydroxysuccinimide esters

0
o SOsH ° o
o HyC — )k CHy -
)I\ N TN, = e N N
He” o7 J, Ho~
15
o

Reaction T1 AE G3(MP2) AE
(kJ/mol) (kJ/mol)
g ° . 0 ° 5.38 9.67
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15 o
y o -13.22 9.61




Compounds 2023, 3, 35

5 of 8

Table S4. T1 and G3(MP2) energies for reaction of water and methylamine with

example carbonates

18 ©
ON
o o, +
~ NH,
CH, e
TN
o
O,N 18

H
0. N
o Y e, TP
o

Reaction T1 AE G3(MP2) AE
(kJ/mol) (kJ/mol)
N N T = w4 anon [ 19.32 22.14
0 16 ©
/Y\ C ™ = /Y\ + emon | -17.02 -16.23
] . e oo -3.18 0.96
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0 17
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O/’YO\“« = -9.64 -5.86
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Table S5. T1 and G3(MP2) energies for reaction of water and methylamine with
example isocyanates and isothiocyanates

Reaction T1 AE G3(MP2) AE
(kJ/mol) (kJ/mol)
o
-64.26 -78.19
H;C—N=C=0 + H/O\ - Hsc\u)J\OH
o
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19 H H
QN=C:O . oL —» @ o -66.13 -79.54
20 m)I\OH
T . -77.45 -96.78
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. i -38.12 -57.55
HC—N=C=5 RN —_— Sy on
S
H,C—N=C=$5 HSC\NHZ - HSC\N)LN/CHQ -64.82 -81.91
21 H H
Q el Q ] -27.32 -42.55
22 u OH
Lol . -63.36 -83.51
@—N:c:s NH, - N)J\N/CH,
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Table S7. T1 and G3(MP2) energies for reaction of methylamine with example squarate
esters and aldehydes

Reaction T1AE G3(MP2) AE
(kJ/mol) | (kJ/mol)
? i o o -43.40 -42.02
ch\o N D/CH3 e 2 < HJC\Nj\;(E)/CHﬁ + CH;0H
Ho 3
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3 H H
o ) ak -20.75 -20.79
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3 HsC H
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" I | + Ho
33 !

Table S6. T1 and G3(MP2) energies for reaction of methylamine with imidates, sulfonyl
chlorides, epoxides, maleimides, and 2, 4-dinitrofluorobenzene

Reaction T1 AE G3(MP2) AE
(kJ/mol) (kJ/mol)
NH NH
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Table S8. T1 and G3(MP2) energies for reaction of methanethiol with sulfonyl chlorides,

epoxides, maleimides, and 2, 4-dinitrofluorobenzene

Reaction T1 AE G3(MP2)
(kJ/mol) | AE (kJ/mol)
i . P -24.31 -23.90
HsC ﬁ_c' T e - H,C §—s +  Ha
5 o |
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s—-oal + e N S—*S +
i HsC H I HCI
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NO, NO,

Table S9. T1 and G3(MP2) energies for reaction of methanethiol with examples of
disulfides, a-bromoacids and a-bromoamides, dibromomaleimides, and reaction of

acetaldehyde with N-acetylhydrazide

Reaction T1 AE G3(MP2) AE
(kJ/mol) | (kJ/mol)
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H c/ \S N/ e ’ HS N/
’ 34 35
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s | * _SH - / \S/ + |
H c/ \S N/ e e s N
° 34 36 H
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38
. i wos. | -44.54 -42.34
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' 39 O 40 O
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Table S10. T1 energies for examples of common click reactions

Reaction T1 AE
(kJ/mol)
HqC.
" C/N\ T OHC——=——Hn > N\\ -252.43
15 N%N - ‘ /N
45 H Yo
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