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[S2a] 1H-Quinoxalin-2-one

CHMO:0000593 | *H nuclear magnetic resonance spectroscopy (*H NMR)
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[S2b] 3-Methyl-1H-quinoxalin-2-one
CHMO:0000593 | *H nuclear magnetic resonance spectroscopy (*H NMR)
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[S2c] 3-Propan-2-yl-1H-quinoxalin-2-one
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Y (ARBITRARY)

1e9

2.8
2.6
24
2.2
2.0
18
1.6
14
1.2
1.0
0.8
0.6
0.4
0.2

0.86 1.0maB3 0.94 5.81
H H=H H —

s ol J

0.0
-0.2

-0.4

16

14 12 10 8 6 4 2 0
X (PPM)

CHMO:0000595 | 3C nuclear magnetic resonance spectroscopy (**C NMR)

Y (ARBITRARY)

1le8

5.0

4.5

4.0

35

3.0

2.5

20

15

1.0

0.5

0.0

220 200 180 160 140 120 100 80 60 40 20
X (PPM)

S3



[S2d] 3-(Trifluoromethyl)-1H-quinoxalin-2-one

CHMO:0000593 | *H nuclear magnetic resonance spectroscopy (*H NMR)
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CHMO:0000597 | *°F nuclear magnetic resonance spectroscopy (*°F NMR)
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[S2e] 3-Phenyl-1H-quinoxalin-2-one

CHMO:0000593 | *H nuclear magnetic resonance spectroscopy (*H NMR)
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[S1] 1,4-Dihydroquinoxaline-2,3-dione

CHMO:0000593 | *H nuclear magnetic resonance spectroscopy (*H NMR)
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[10a] 2-Chloroquinoxaline
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[10b] 2-Chloro-3-methylquinoxaline

CHMO:0000593 | *H nuclear magnetic resonance spectroscopy (*H NMR)
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[10c] 2-Chloro-3-propan-2-ylquinoxaline

CHMO:0000593 | *H nuclear magnetic resonance spectroscopy (*H NMR)
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[10d] 2-Chloro-3-(trifluoromethyl)quinoxaline

CHMO:0000593 | *H nuclear magnetic resonance spectroscopy (*H NMR)
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CHMO:0000597 | °F nuclear magnetic resonance spectroscopy (**F NMR)
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[10e] 2-Chloro-3-phenylquinoxaline

CHMO:0000595 | *H nuclear magnetic resonance spectroscopy (*H NMR)
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[10f] 2,3-Dichloroquinoxaline

CHMO:0000593 | *H nuclear magnetic resonance spectroscopy (*H NMR)
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[11a] Tetrazolo[1,5-a]quinoxaline

CHMO:0000593 | *H nuclear magnetic resonance spectroscopy (*H NMR)
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[11b] 4-Methyltetrazolo[1,5-a]quinoxaline

CHMO:0000593 | *H nuclear magnetic resonance spectroscopy (*H NMR)
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[11c] 4-Isopropyltetrazolo[1,5-a]quinoxaline

CHMO:0000593 | *H nuclear magnetic resonance spectroscopy (*H NMR)
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[11d] 4-(Trifluoromethyl)tetrazolo[1,5-a]Jquinoxaline

CHMO:0000593 | *H nuclear magnetic resonance spectroscopy (*H NMR)
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CHMO:0000597 | °F nuclear magnetic resonance spectroscopy (**F NMR)
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[11e] 4-Phenyltetrazolo[1,5-a]quinoxaline

CHMO:0000593 | *H nuclear magnetic resonance spectroscopy (*H NMR)
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[11f] 4-Chlorotetrazolo[1,5-a]quinoxaline

CHMO:0000593 | *H nuclear magnetic resonance spectroscopy (*H NMR)
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[11g] 4-Methoxytetrazolo[1,5-a]quinoxaline

CHMO:0000593 | *H nuclear magnetic resonance spectroscopy (*H NMR)

Y (ARBITRARY)

-0.25
-0.50

le8

3.50
3.25
3.00
2.75
2.50
2.25
2.00
1.75
1.50
1.25
1.00
0.75
0.50

0.25

0.00

16

14 12 10 8

CHMO:0000595 | 3C nuclear magnetic resonance spectroscopy (**C NMR)

Y (ARBITRARY)

le8

5.0

4.5

4.0

35

3.0

2.5

2.0

15

1.0

0.5

0.0

220 200 180 160 140 120 100 80 60 40 20
X (PPM)

S22



[11h] 5H-Tetrazolo[1,5-a]quinoxalin-4-one

CHMO:0000593 | *H nuclear magnetic resonance spectroscopy (*H NMR)
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[11i] N,N-Dimethyltetrazolo[1,5-a]quinoxalin-4-amine
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[11)] 1-[4-(Tetrazolo[1,5-a]quinoxalin-4-ylamino)phenyl]ethanone

CHMO:0000593 | *H nuclear magnetic resonance spectroscopy (*H NMR)
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[11K] 4-((3,3,4,4,5,5,6,6,7,7,8,8,9,9,10,10,10-
Heptadecafluorodecyl)oxy)tetrazolo[1,5-a]Jquinoxaline
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CHMO:0000597 | *°F nuclear magnetic resonance spectroscopy (*°F NMR)
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[111] 4-((Trimethylsilyl)ethynyl)tetrazolo[1,5-a]quinoxaline
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[12] (3-Chloroquinoxalin-2-yl)hydrazine
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[S3] 4,5-Dihydrotetrazolo[1,5-a]quinoxaline
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[S4] 5-Methyl-4H-tetrazolo[1,5-a]quinoxaline
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[14a] 2-(4-Phenyl-1H-1,2,3-triazol-1-yl)quinoxaline
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[14b] 2-(4-(4-Methoxyphenyl)-1H-1,2,3-triazol-1-yl)quinoxaline

CHMO:0000593 | *H nuclear magnetic resonance spectroscopy (*H NMR)
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[14c] 4-(1-(Quinoxalin-2-yl)-1H-1,2,3-triazol-4-yl)benzenaminium chloride
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[14d] N,N-Dimethyl-4-(1-(quinoxalin-2-yl)-1H-1,2,3-triazol-4-yl)aniline
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[14e] Methyl 4-(1-(quinoxalin-2-yl)-1H-1,2,3-triazol-4-yl)benzoate
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[S10] Quinoxalin-2-ylamine
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[14f] 2-(4-(4-Ethynylphenyl)-1H-1,2,3-triazol-1-yl)quinoxaline
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[149] 2-(4-(3-Methoxyphenyl)-1H-1,2,3-triazol-1-yl)quinoxaline
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[14h] 3-(1-(Quinoxalin-2-yl)-1H-1,2,3-triazol-4-yl)benzenaminium

CHMO:0000593 | *H nuclear magnetic resonance spectroscopy (*H NMR)

3.75
3.50
3.25

110D4 (DMRB.2D0
HH HH HH

3.00
275
2.50

oo I 11

1.75
1.50
1.25 |
1.00

Y (ARBITRARY)

0.75

oo |
0.00 ml‘ L
Y

—0.50

16 14 12 10 8 6 4 2 0 -2
X (PPM)

CHMO:0000595 | 3C nuclear magnetic resonance spectroscopy (**C NMR)

1le8

3.50
3.25
3.00
2.75
2.50
2.25
2.00
175
1.50
125

Y (ARBITRARY)

1.00
0.75
050
0.25 \|H\|||\| |

Ll il .!I

0.00
-0.25

-0.50

220 200 180 160 140 120 100 80 60 40 20
X (PPM)

sS40



[14i] 2-((1-(Quinoxalin-2-yl)-1H-1,2,3-triazol-4-yl)methyl)isoindoline-1,3-
dione
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[4j] But-3-ynyl 4-methylbenzenesulfonate
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[14)] 2-(1-(Quinoxalin-2-yl)-1H-1,2,3-triazol-4-yl)ethyl 4-
methylbenzenesulfonate

CHMO:0000593 | *H nuclear magnetic resonance spectroscopy (*H NMR)
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[14)*] N,N-Diethyl-2-(1-(quinoxalin-2-yl)-1H-1,2,3-triazol-4-yl)ethan-1-amine
CHMO:0000593 | *H nuclear magnetic resonance spectroscopy (*H NMR)
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[14K] 2-(4-Butyl-1H-1,2,3-triazol-1-yl)quinoxaline

CHMO:0000593 | *H nuclear magnetic resonance spectroscopy (*H NMR)

Y (ARBITRARY)

4.5

4.0

3.5

3.0

2.5

2.0

15

1.0

0.5

0.0

1.00 0.990mB6 8
H H HHH H

14 12 10 8

CHMO:0000595 | 3C nuclear magnetic resonance spectroscopy (**C NMR)

Y (ARBITRARY)

6.0

5.5

5.0

4.5

4.0

35

3.0

2.5

2.0

1.5

1.0

0.5

0.0

-0.5

-1.0

le8

220 200 180 160 140 120 100 80 60 40 20
X (PPM)

S45



[141] (1-(Quinoxalin-2-yl)-1H-1,2,3-triazol-4-yl)methyl acetate
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[14m] (1-(Quinoxalin-2-yl)-1H-1,2,3-triazol-4-yl)methyl acrylate
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[14n] N-(Prop-2-yn-1-yl)-N-((1-(quinoxalin-2-yl)-1H-1,2,3-triazol-4-

yl)meth

yl)prop-2-yn-1-amine

CHMO:0000593 | *H nuclear magnetic resonance spectroscopy (*H NMR)
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[140] (1-(Quinoxalin-2-yl)-1H-1,2,3-triazol-4-yl)methanol
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[4p] 4-Ethynylbenzoic acid
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[15a] 2-(4-Butyl-1H-1,2,3-triazol-1-yl)-3-methylquinoxaline

CHMO:0000593 | *H nuclear magnetic resonance spectroscopy (*H NMR)

1e9

16 L'.?E 3.0a45 2.08138.20
1.4
1.2
10
& inr f f f [
é 0.8 |
)
< o6
>
0.4 ‘ ‘
0.2 |
m | | i}
0.0
Wl Wk
-0.2 B FETE. PCBE N05E000
i )
14 12 10 8 6 4 2 0 -2 “a
X (PPM)

CHMO:0000595 | 3C nuclear magnetic resonance spectroscopy (**C NMR)

le8

4.0

3.5

3.0

25

2.0

Y (ARBITRARY)

1.0 |

|
| |I| ‘
e Al

0.0 , =l

\
15 ‘ |

220 200 180 160 140 120 100 80 60 40 20 0
X (PPM)

S51



[17a] 3-Methylquinoxalin-2-amine

CHMO:0000593 | *H nuclear magnetic resonance spectroscopy (*H NMR)
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[15b] 2-(4-Butyl-1H-1,2,3-triazol-1-yl)-3-isopropylquinoxaline
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Y (ARBITRARY)

3.50
3.25
3.00
2.75
2.50
2.25
2.00
175
1.50
125
1.00
0.75
0.50
0.25
0.00

—0.25

—0.50

I 1l
[
1 m‘

14

12

10

8 6 4 2 0

X (PPM)

CHMO:0000595 | 3C nuclear magnetic resonance spectroscopy (**C NMR)

Y (ARBITRARY)

6.0

5.5

5.0

4.5

4.0

35

3.0

2.5

2.0

15

1.0

0.5

0.0

1le8

140 120 100 80 60 40

20

S53



[16b] 1-Butyl-4-isopropylimidazo[1,2-a]quinoxaline
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[17b] 3-Propan-2-ylquinoxalin-2-amine
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[16¢] 1-Butyl-4-(trifluoromethyl)imidazo[1,2-a]quinoxaline
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CHMO:0000597 | °F nuclear magnetic resonance spectroscopy (**F NMR)
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CHMO:0000595 | *3C nuclear magnetic resonance spectroscopy (**C NMR)
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[15d] 2-(4-Butyl-1H-1,2,3-triazol-1-yl)-3-phenylquinoxaline
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[17d] 3-Phenylquinoxalin-2-amine

CHMO:0000593 | *H nuclear magnetic resonance spectroscopy (*H NMR)
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[16e] 1-Butyl-4-chloroimidazo[1,2-a]quinoxaline
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[17e] 3-Chloroquinoxalin-2-amine

CHMO:0000593 | *H nuclear magnetic resonance spectroscopy (*H NMR)
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[15f] 2-(4-Butyl-1H-1,2,3-triazol-1-yl)-3-methoxyquinoxaline
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[150] 1-(4-((3-(4-Butyl-1H-1,2,3-triazol-1-yl)quinoxalin-2-
yl)amino)phenyl)ethan-1-one
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[17g] 1-(4-((3-Aminoquinoxalin-2-yl)amino)phenyl)ethan-1-one
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[15h] 2-(4-Butyl-1H-1,2,3-triazol-1-y1)-3-((3,3,4,4,5,5,6,6,7,7,8,8,9,9,10,10,10-
heptadecafluorodecyl)oxy)quinoxaline
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CHMO:0000597 | *°F nuclear magnetic resonance spectroscopy (*°F NMR)
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[16h] 1-Butyl-4-((3,3,4,4,5,5,6,6,7,7,8,8,9,9,10,10,10-
heptadecafluorodecyl)oxy)imidazo[1,2-a]quinoxaline
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[17h] 3-((3,3,4,4,5,5,6,6,7,7,8,8,9,9,10,10,10-
Heptadecafluorodecyl)oxy)quinoxalin-2-amine
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[S9] 1-Phenyl-4-(trifluoromethyl)imidazo[1,2-a]quinoxaline
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[24] Bis(tetrazolo)[1,5-a:5',1"-c]quinoxaline
CHMO:0000593 | *H nuclear magnetic resonance spectroscopy (*H NMR)

le8

4.5 2,00 210
4.0
3.5
3.0
2.5
2.0

15

Y (ARBITRARY)

1.0

0.5

0.0

=0.5

16 14 12 10 8 6
X (PPM)

CHMO:0000595 | 3C nuclear magnetic resonance spectroscopy (**C NMR)

le8

425
4.00
3.75
3.50
3.25
3.00
2.75

E 2.50

L 225

=

& 2.00

%175

> 150
125 \
1.00 |
0.75

0.50 ‘ l |

0.25 I |

0.00

220 200 180 160 140 120 100 80 60 40 20 0

S73



[25a] 1-Phenyl-4-(4-phenyl-1H-1,2,3-triazol-1-yl)imidazo[1,2-a]Jquinoxaline

CHMO:0000593 | *H nuclear magnetic resonance spectroscopy (*H NMR)
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[S5a] 1-Phenylimidazo[1,2-a]quinoxalin-4-amine
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[S6a] 3-(4-Phenyl-1H-1,2,3-triazol-1-yl)quinoxalin-2-amine
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[25b] 1-Butyl-4-(4-butyl-1H-1,2,3-triazol-1-yl)imidazo[1,2-a]Jquinoxaline
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Y (ARBITRARY)

55

5.0

4.5

4.0

3.5

3.0

235

2.0

15

1.0

0.5

0.0

1le8

1.00 D3ANJB 1
(=] H oH

I

16

12 10 8 6 4 2 0 -2 “a
X (PPM)

CHMO:0000595 | 3C nuclear magnetic resonance spectroscopy (**C NMR)

Y (ARBITRARY)

6.0

5.5

5.0

4.5

4.0

3.5

3.0

25

2.0

15

1.0

0.5

0.0

-0.5

-1.0

1le8

220

120 100 80 60 40 20 0
X (PPM)

200 180 160 140

S77



[S5b] 1-Butylimidazo[1,2-a]Jquinoxalin-4-amine

CHMO:0000593 | *H nuclear magnetic resonance spectroscopy (*H NMR)

Y (ARBITRARY)

5.0

4.5

4.0

3.5

3.0

2.5

2.0

15

1.0

0.5

0.0

le8
1.0D I21¥0 1.76 2.14 2.20253.p2
HHH H H HH
‘ ((
\
N
|
<Ag ("
14 12 10 8 6 2 0 -2 —4
X (PPM)

CHMO:0000595 | 3C nuclear magnetic resonance spectroscopy (**C NMR)

Y (ARBITRARY)

4.00
3.75
3.50
3.25
3.00
2.75
2.50
2.25
2.00
175
150
1.25
1.00
0.75
0.50
0.25
0.00
-0.25
—0.50

le8

220

200

180

160

140

120 100
X (PPM)

80

60

40

20

S78



[S7b] 2,3-Bis(4-butyl-1H-1,2,3-triazol-1-yl)quinoxaline
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[S6b] 3-(4-Butyl-1H-1,2,3-triazol-1-yl)quinoxalin-2-amine
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[27a] 2-(4-Butyl-1H-1,2,3-triazol-1-yl)quinoxalinetricarbonylrhenium(l)-
bromide
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[27b] [(2-(4-Phenyl-1H-1,2,3-triazol-1-
yl)quinoxaline)]bromotricarbonylrhenium(l)
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[27c] [2-(4-Butyl-1H-1,2,3-triazol-1-yl)-3-
methylquinoxaline]bromotricarbonylrhenium(I)
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[27d] [2-(4-Butyl-1H-1,2,3-triazol-1-yl)-3-
phenylquinoxaline]bromotricarbonylrhenium(l)
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[29] [N,N-Diethyl-2-(1-(quinoxalin-2-yl)-1H-1,2,3-triazol-4-yl)ethan-1-
amine]bromotricarbonylrhenium(l)
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[30] [1-Butyl-4-(4-butyl-1H-1,2,3-triazol-1-yl)imidazo[1,2-
a]quinoxaline]bromotricarbonylrhenium(l)
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