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[e]

Mol_ID Structure Formula MolWeight name
[e]
1 \/E}jv C9H17NO 155.23738  |2,2,6,6-Tetramethyl-4-piperidone
N
H
OH
2 75]( C9H19NO 157.25326  |2,2,6,6-Tetramethyl-4-piperidinol
N
H
3 | C9H18NO ** 156.24532 |TEMPO
H.N
4 C9H19N20 ** 171.25996  |4-Amino-TEMPO
\oZ
5 C11H21N202 ** 213.29664 |4-Acetamido-TEMPO
6 C16H23NO2 26135032  |Benzoic acid
’ 2,2,6,6-tetramethyl-piperidin-4-yl ester
[e]
7 C9H16NO2 ** 170.22884  |4-Oxo-TEMPO
~o:
HO.
8 C9H18NO2 ** 172.24472  |4-Hydroxy-TEMPO
o
O, 0.
9 % N_ . |[C16H22NO3 ** 276.35078  |4-Benzoyloxy-TEMPO
O.
N
10 N . |C16H23N202 ** 275.36602  |4-Benzoylamido-TEMPO
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Mol_ID Structure Formula MolWeight name
11 C12H23N202 ** 227.32322  |4-(N-Methyl)acetamido-TEMPO
R F
12 F—Q—F C6F6 186.0546192 [Hexafluorobenzene
F F
F F
F. F
13 OO C10F8 272.0942256 |Octafluoronaphthalene
F F
F F
14 FF C12F10 334.112432 |Decafluorobiphenyl
R F
15 F—Q C6HF5 168.064156 |Pentafluorobenzene
F F
=
16 F—Q—F C6H2F4 150.0736928 (1,2,3,5-Tetrafluorobenzene
F
F. F
17 Di C6H2F4 150.0736928 (1,2,4,5-Tetrafluorobenzene
F F
F
18 F—Q C6H3F3 132.0832296 |1,3,5-Trifluorobenzene
F
R F
19 HZN—QF C6H2F5N 183.078796 |Pentafluoroaniline
F F
R F
20 H,NAQ C6H3F4N 165.0883328 (2,3,5,6-Tetrafluoroaniline
F F
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Mol_ID Structure Formula MolWeight name
R
21 FAQF C6H4F3N 147.0978696 |2,3,5-Trifluoroaniline
HN
R
22 F@—NH C6H4F3N 147.0978696 |3,4,5-Trifluoroaniline
F
F. NH,
23 Ii C6H4F3N 147.0978696 |2,4,5-Trifluoroaniline
F F
F
24 H,NQ C6H5F2N 129.1074064 |3,5-Difluoroaniline
F
F
25 jij\ C6H5F2N 129.1074064 |3,4-Difluoroaniline
F NH,
F. NH,
26 ;@i C6H5F3N2 162.1125096 (2,4,5-Trifluoro-benzene-1,3-diamine
F F
NH,
R F
27 HN‘QNHZ CEHAFAN2 1801029728 ﬁ,e3,5,6-Tetrafluoro-benzene-1,4-d|am|
F F
R NH,
8 H’”‘QF C6HAFAN2 180.1029728 ﬁ,e4,5,6-Tetrafluoro-benzene-1,3-d|am|
F F
R F
HzN\
29 HN F |CBH3F5N2 198.093436 |Pentafluorophenylhydrazine
F F
R F
H;N\
30 hY e |C6H3BrFAN2 258.9990328 :-ZIiBr:gmo-Z,3,5,6-tetraf|uorophenylhydr
F F
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Mol_ID Structure Formula MolWeight name
R F
31 F—i\:éN C5F5N 169.052216 |Pentafluoropyridine
F F
F N
X
32 | C5HF4N 151.0617528 (2,3,5,6-Tetrafluoropyridine
F /
R F
33 HzN;i\:éN C5H2F4N2 166.0763928 |4-Amino-2,3,5,6-tetrafluoropyridine
F F
R F
34 ;N \ /N C5H3F4N3 181.0910328 |4-Hydrazino-2,3,5,6-tetrafluoropyridine}
H.N
F F
R F
35 H04§:</<N C5HF4NO 167.0611528 |4-Hydroxy-2,3,5,6-tetrafluoropyridine
F F
Cl F
36 F4§\:</<N C5CI2F3N 201.9614096 (2,4,6-Trifluoro-3,5-dichloropyridine
Cl F
F. N o
X
37 ‘ C5H2F3NO 149.0706896 |2-Hydroxy-3;5,6-trifluoropyridine
/
F F
38 - O : C12H2F8 298.1315056 (2,2',3,3',5,5',6,6'-Octafluorobiphenyl
39 HAN C12H2F9N 331.1366088 [4-Aminononafluorobiphenyl
40 HN C12H4F8N2 328.1607856 |4,4'-Diaminooctafluorobiphenyl
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Mol_ID Structure Formula MolWeight name
" | ‘ O \Q 4,4'-Bis-(p-aminophenoxy)octafluorobi
41 \Q «|C24H12F8N202 512.3515056 phenyl
o o 4,4'-Dihydroxy-2,2',3,3'5,5',6,6'-octaflu
42 C12H2F802 330.1303056 orobiphenyl
\ 4,4'-Dimethoxy-2,2',3,3'5,5',6,6'-octaflu
43 o Q O o\ C14H6F802 358.1834656 orobiphenyl
" 4,4'-Dihydrazino-2,2',3,3',5.5'6,6'-octafl
44 \ C12H6F8N4 358.1900656 uorobiphenyl
R F
45 F—Q—F C6BrF5 246.960216 |Bromopentafluorobenzene
Br F
R F
46 Br‘%jé C6HBrF4 228.9697528 |Bromo-2,3,5,6-tetrafluorobenzene
F F
R F
47 FAQ?F C6CIF5 202.509216 |Chloropentafluorobenzene
Cl F
48 F;<jiF C6CIF502S8 266.573016 |Pentafluorobenzenesulfonyl chloride
R F
49 HO F |C6HF50 184.063556 |Pentafluorophenol
F F
R F
50 HOAQ—OH C6H2F402 182.0724928 |1,4-Dihydroxytetrafluorobenzene
F F
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Mol_ID Structure Formula MolWeight name
F
F. (o]
51 C6F402 180.0566128 (2,3,5,6-Tetrafluoro-[1,4]benzoquinone
o] F
F
HQ R F
52 o F|C8H5F502 228.116116 |2-Pentafluorophenoxyethanol
cl R F
53 o F [C8H4CIF50 246.561776 |2-Pentafluorophenoxyethylchloride
F F
54 F O; i C8F802 280.0716256 [Pentafluorophenyl trifluoroacetate
F F o F
O R F
55 o F|C8H3F502 226.100236 |Pentafluorophenyl acetate
F F
R F
F
56 F NH, (C7H2F7N 233.0863024 |4-Amino-heptafluorotoluene
F
F F
F OH
F. F
57 OO C10HF70 270.1031624 ?12i4,5,6,7,8—Heptafluoro-naphthalen-
F F
F F
L
1,4,7,10,13pentaoxa-Cyclopentadecan
58 I:o \0> C10H2005 220.2628 e (15-Crown-5)
i
e
59 [O © C14H2005 268.3056 Benzo-15-crown-5
L]
als!
60 QOQ C14H19NO7 313.30316  |4'-Nitrobenzo-15-cro wn-5
u/N§O
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Mol_ID Structure Formula MolWeight name
61 4/ C14H21NO5 283.32024  |4'-Amino(benzo-15-cro wn-5)
g /\ Eicosahydro-5,8,11,16,19,22-hexaoxa
62 [ j C20H3606 372.49624 -dibenzo[a,j]cy’cléoc,tadecéne
0
63 [b j C16H2406 312.35816  |Benzo-18-crown-6
! /\ 1,2,3,4,4a,6,7,9,10,17,18,20,21,22a-T
64 ( ] C20H3006 366.4486  |etradecahydro-5,8,11,16,19,22-hexao
i i xa-di
0
65 [ j C24H3208 448.50608 |Dibenzo-24-crown-8
66 4%:%7 C12H18 162.27132  |Hexamethylbenzene
67 F C12H9F 172.1982632 (4-Fluorobiphenyl
R
68 C12H9F 172.1982632 |2-Fluorobipheny
HO
69 C6H1202 116.15828 |cis-1,2-cyclohexanediol
HO
70 A j{ C8H1404 174.19436  |Ethylene glycol diglycidyl ether
%O\/\O
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Mol_ID Structure Formula MolWeight name

71 C6H1202 116.15828  |1,4-Cyclohexanediol

72 C30H4803 456.70032  |Ursolic acid

73 C32H45BrN208 665.6123 Lappaconitine hydrobromide

74 C30H4603 454.68444  |ursonic acid

75 C6H4F4N2 180.1029728 |(2,3,5,6-Tetrafluoro-phenyl)-hydrazine
76 C5CIF4N 185.5068128 |4-Chloro-2,3,5,6-tetrafluoro-pyridine
77 C6H3F30 148.0826296 |2,4,5-Trifluoro-phenol

78 C6H3F30 148.0826296 (2,3,5-Trifluoro-phenol

79 C6H2F40 166.0730928 |2,3,5,6-Tetrafluoro-phenol

80 C10HE70 270.1031624 ;Zgi4,5,6,7,8-Heptafluoro-naphthalen-
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