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S1. N-methyl-[1,2,4]triazolo[4,3-a]quinoxalin-4-yl-amine (4).
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S3. [8-(3,4-Dimethoxy-phenyl)-[1,2,4]triazolo[4,3-a]quinoxalin-4-yl]-methyl-amine (8a).
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S4. [8-(3-Methoxy-phenyl)-[1,2,4]triazolo[4,3-a]quinoxalin-4-yl]-methyl-amine (8b).
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S5. Methyl-(8-phenyl-[1,2,4]triazolo[4,3-a]quinoxalin-4-yl)-amine (8c).
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S6. Methyl-[8-(3,4,5-trimethoxy-phenyl)-[1,2,4]triazolo[4,3-a]quinoxalin-4-yl]-amine (8d).
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PAT-26.10.1.1r cggge F22000000
. £52%%
S LENAEINNEE 8 IIHRR REE HoRRRSR 2 21000000
g B RO ORI FFmme mead dddeoen 5
S s | I e Ee (20000000
19000000
18000000
|
compound 8d |‘ T 17000000
[ | 16000000
[ [f [ |
J = - ! bt 115000000
114000000
M 13000000
5 112000000
HyC /f:"‘\ -11000000
o NN 10000000
| 19000000
CHy o ~CHy
N NH 8000000
7000000
] 1
6000000
15000000
: 14000000
]
3000000
| ! 2000000
. ! i 1000000
I N U R - W i L .n'ul.l.-At S|V | L Lo
11000000
i tToTr [ [,
g B2 25 ] 3 § - § F-2000000
T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T
100 95 90 85 80 75 70 65 60 55 50 45 40 35 3.0 25 20 1.0 05 00
1 (ppm)
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PAT-26.14/1.1

B8R 2 2 . ~
4 ¢ AEbnsEd S48 % 2 3% 23R
] L L
R NP2 o I i L 5000000
-8000000
compound 8d
-7000000
6000000
H,C
'3 \\O
o
e N 5000000
[
N N
o e
| 4000000
CHy o _~CHy
N NH
3000000
2000000
|
1
! : ‘ -1000000
| I
‘ . |
Ll l 1 . .,
T T T T T T T T T T T T T T T T T T T T T T T T T T
50 150 140 130 120 110 100 90 B 7 60 50 40 30 20 10 -10
S7. 2-chloro-3-(2-(3,4-dimethoxybenzylidene)hydrazinyl)quinoxaline (14a).
HSS T3pept100A 1,8microns 50x2,1mm UPLC/MS SQD2 16-Feb-2022
10:06:06
SR 13-PI 1: Scan ES+
31 B843+345
1001 2.58e9
32_
0 T T T T T T T T T T T T J T T T T T T T
0.50 1.00 1.50 2.00 2.50 3.00 3.50 4.00 4.50 5.00
SR 13-PI 2: Diode Array
_ 3.1 Range: 7.882e+1
6.0e+1
4.0e+14
=
2 3
20e+1§ 025
3 {;%ja
J
0.0
T T T T T T T T T T T T T T T T T T T
0.50 1.00 1.50 2.00 2.50 3.00 3.50 4.00 4.50 5.00
SR 13-PI 1: Scan ES+
~ 31 TIC
4.30e9
[ ] Ed
0.00 317
2,06 2563 412 444 L
6 T T T T T T T |A‘ T T T T T T T T T T T Time
0.50 1.00 1.50 2.00 2.50 3.00 3.50 4.00 4.50 5.
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Joid molecules MPY

SR 13-PI 892 (3.108) Cm (880:904) 1: Scan ES+
100 343.3 6.87e7
345.2
°\°_
346.3
105.1
( 131.7 2142 7074
ik Il L n
0 T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T 1 m/z
100 150 200 250 300 350 400 450 500 550 600 650 700 750 800 850 900 950 1000
PAT-40 B 2 = Ts =3
SRO2 = 2 2 =2 e
| I | Y R
'H NMR {ppm, 400 MHz, DMS0-d6) & 11.1 (s, 1H) NH, 8.56 (5, 1H) CH 3, 7.84-7.14
{m, 6H) CH 5/6/7/8/2'{6’, 7.05 (d, 1 =8.3 Hz, IH) CH 5, 3.88 (s, 3H) OCH, &, 3.86 (s,
3H) OCH, 7%
PAT-0 2 = % 3
SROZ b i T i
| ki
|
1
| U"W |
J LU, A
T L = T L) L e o O TR YV B T \‘n LI S L = T
8.7 8.5 8.3 8.1 7.9 7 7.5 7.3 71
f1 (ppm)
1
| 1M
| Il Ma M
T T T Te
T T

T T T T T T T T T T T T T T T T T T

120 115 110 105 100 9.5 9.0 8.5 8.0 75 70 6.

5 60 55 50 45 40 35 30 25 20 15 10 05
f1 (ppm)
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molecules

PAT-40
SRO2

55 .60

~—170.36
—157.45
—15061
147 68
55 .55

<

SC NMR {ppm, 100 MHz, DMSO-d6) § 170.4 C2, 157.4 C3, 150.6 C&’ or C7', 147.7C6'
or C7, 130.6 C3, 127.7 C4a or C8a, 127.5 Cda or C8a, 126.3 Cy, 125.55C4, 121.5C,,
115.2 Cp, 111.6 C, 111.4 C&, 110.4 C5', 109.6 Cy, 55.6 OCH3, 55.5 OCH.

lili T ui I ]Ii l lll

T T T T T T T T T

T
a0

180 170 160 150 140 120 120 110 100 80 70 &0 50 40 30 20 10
f1 {ppm)
$8. 2-chloro-3-(2-(3-methoxybenzylidene)hydrazinyl)quinoxaline (14b).
HSS T3pept100A 1,8microns 50x2,1mm UPLC/MS SQD2 02-Feb-2022
11:35:44
SR 08 1: Scan ES+
3.37 313+315
1007 3.20e9)
[ ] ES
c T T T T T T T T T T T T T T T T T T T T
0.50 1.00 1.50 2.00 2.50 3.00 3.50 4.00 4.50 5.00
SR 08 2: Diode Array
3.37 Range: 8.864e+1
8.0e+17
6.0e+13
2 4.0e+13
2.0e+1-
E 0.25
00i—h,—
T T T T T T T T T
0.50 1.00 1.50 2.00
SR 08
Ed
0.00
2.06
5 T T T T T T T T T T T T T T T T T T T T Time
0.50 1.00 1.50 2.00 2.50 3.00 3.50 4.00 4.50 .

19



molecules @@

UPLC MS 02-Feb-2022|
11:35:44
SR 08 967 (3.369) Cm (952:1006) 1: Scan ES+
100+ 3133 5.18e7
3153
=
131.7
316.3
105.2
132.7 2143
111
6474
335.3
0 LJ Lol o " " miz
N 1 1 L) 1 N 1 1 1 1 T 1 1 T 1 1 L) 1 1 T 1 1 T T
100 125 150 175 200 225 250 275 300 325 350 375 400 425 450 475 500 525 550 575 600 625 650
P AS S2ERERA 2
SR8 RS TS

*H NMR (ppm, 600 MHz, DMSO-d6) & 8.05 (dd, J =8.0, 1.3 Hz, 1H) CH 8 or 5, 7.66 (d,
1=7.7,1.2 Hz, 1H) CH6 or 7, 7.62 {t, = 7.8 Hz, 1H) CH 8, 7.58 (td, / = 7.3, 1.5 Hz, 1H)
CH7or6, 7.40 (dd, /=85, 1.0 Hz, 1H) CH 5 or 8, 7.34-7.30 {m, 3H) CH 5'/9'/7', 3.83 (s,

3H) OCH..
PAT-45 g eoE 5 EE
SRO8 = Ry ~oeon
| g S | "1
1
i ] 1
|
]
|
8 Gin .
T —“ T T T ¥ T T T = T & T # T T == T
8.1 8.0 7.9 7.8 77 7.6 7.5 74 7.3
fL (ppm)
i1
Ll i J . —y
L e |
B eRay 2
T T T T T T T T T T T T T T T T 1
15 14 13 12 11 10 9 7 6 5 4 3 2 1 i -1
f1 (ppm)
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molecules

PAT-45

o 3 e = LmaRSE 5an @
w8 g § ® ¢ szgEm Cog 8
| | VT N NV |
C RMN (ppm, 150 MHz, DMS0-0%) & 159.5 C6', 150.5 €2, 142.6 C3 or C4, 1412 C¥ or 4, 135.1C3,
130.6 C8), 129.8 C8, 129,5 C5, 129.00 C4a or C8a, 128.0 T, 126.1C4a or C8a, 122,1CY) 112.1C7,
115.9.C8 or C5, 115.3 C5), 55.5 OCH..
PAT45 pegss g s S8R
SRO8. BEERE & g SRR
Y [ | 28N
|
m | ! |
I
JJJL'J A _J
T T T T T T T T T T T
132 130 128 126 124 122 120 118 116 114 112
f1 (ppm)
p ! ol I
| |
1 !
- |I||l Ll
T T T T T T T T T T T T T T T T
160 150 140 130 120 110 100 90 80 70 60 50 40 30 20 10
f1 {ppm)
S9. 2-(2-benzylidenehydrazinyl)-3-chloroquinoxaline (14c).
HSS T3pept100A 1,8microns 50x2,1mm UPLC/MS SQD2 16-Mar-2022
10:12:01
SR 28 1: Scan ES+
3.31 283+285
1007 3.38¢9
] ES
0 T T T T T T T T T T T T T T T T T T T T T
0.50 1.00 1.50 2.00 2.50 3.00 3.50 4.00 4.50 5.00 5.50
SR 28 2: Diode Array
. 3.32 Range: 3.592e+2|
3.0e+2
S 2.0e+2
( 4
1.0e+2
3 025 J L
oc T T T T  ; T T T T T T T T T T T T T T T T
0.50 1.00 1.50 2.00 2.50 3.00 3.50 4.00 4.50 5.00 5.50
SR 28 1: Scan ES+
: 331 TIC
6.95e9
=
5.50
poo 1.38 2,06 263280 3.003.16 410 437 j/)"
U gy oL o .
5 T T T T T T T T T T T T T T T T T T T~ Time
0.50 1.00 1.50 2.00 2.50 3.00 3.50 4.00 4.50 5.00
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molecules

UPLC MS 16-Mar-2022|
10:12:01
SR 28 951 (3.314) Cm (937:1018) 1: Scan ES+
100- 2832 6.14e7
285.2
=
286.2
131.7
214.2 305.3
L Ad b N L L IN . '} miz
od T 1 T T Ll T L T T T T T 1 T T T T 1 T T 1 T
100 150 200 250 300 350 400 450 500 550 600 650 700 750
RAE-12 2 % 5 Rae
SR28 = P
| [
‘H NMR (ppm, 400 MHz, DMSO-d6) § 11.09 (s, 1H} NH, 8.64
(s, 1H) CH 3", 8.16 — 7.70 (m, 5H) CH,., 7.60—7.38 (m, 4H) CH...
RAE-12 3 - 3 e B
SR28 = ] = B R
| | Y ol
|
' /‘/\w
T T
g H [ s
T = T T = —
11.5 11.0 105 10.0 9.5 9.0 8.5 8.0 75
fL (ppm)
J\ 1
T I
T T : T T T T T | T T 7 1
5 4 i -1

15 14 13 12 11 10 9 7
f1 (ppm)
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molecules

RAE-12 7 M 0T OoWMRDOWNnBMT
= A N e R R s R B
SR28 = My mhusNCooDo@r Gon
a % dzopmoonnnaoy

3¢ NMR (ppm, 150 MHz, DMSO-d6) § 158.0 Cy, 147.7 C3',
145.4 C,, 141.1 Cy, 137.3 Cy, 136.7 Cp, 135.2 Cy, 1311 G,
130.3 C, 129.3 Cq, 128.1 Cy, 127.4 Cy,, 126.8 s, 126.6 Cs,

123.1 Cpe
RAE13 RS 2 AR2 SARSYLER =
SR28 8 g & g ke sl A .
| I 17\ SYNSN
|
160 155 150 145 140 135 130 125
f1 (ppm)
| oo il mjn |
T T T T T T i T T T T T T T T
160 150 140 130 120 110 90 80 70 50 50 40 30 20 10
f1 (ppm)
S10. 2-chloro-3-(2-(3,4,5-trimethoxybenzylidene)hydrazinyl)quinoxaline (14d).
HSS T3pept100A 1,8microns 50x2,1mm UPLC/MS SQD2 23-Mar-2022
11:27:39
SR 31-2 1: Scan ES+
3.18 373+375
100 2.76e9
[ ] B
G T T T T 4 T T T T T T T T T T T
0.50 1.00 1.50 2.00 2.50 3.00 3.50 4.00 4.50 5.00
SR 31-2 2: Diode Array
3.19 Range: 8.907e+1
8.0e+1-
6.0e+1-
2 4.0e+13
2.0e+1-
3 0.25 L
0.0 —)\,—,
T T T T T T T T T T T T T
0.50 1.00 1.50 2.00 2.50 3.00 3.50 4.00 4.50 5.00
SR 31-2 1: Scan ES+
i 3.18 TIC
5.14e9
=
0.00 206 2.62 445 e
5 T T T T T ik T T T T T T T T T T T T Time
0.50 1.00 1.50 2.00 2.50 3.00 3.50 4.00 4.50 5.00




molecules

UPLC MS 23-Mar-20.
11:27:3
SR 31-2 914 (3.185) Cm (909:925) 1: Scan ES+
100+ 3733 1.10e8|
375.3
=
376.3
JUP | 1l L A miz
| § L T T T T T T T T T T T T T T T T T T T T T T T
100 125 150 175 200 225 250 275 300 325 350 375 400 425 450 475 500 525 550 575 600 625 650 675 700 725
RAE-17 = - - 2 i
SR31 iz = 2 g e
r [
'H NMR (ppm, 600 MHz, DMSO-d6) 5 11.15 (m, 1H) NH, 8.54 {5, 1H) CH ¥,
7.90-7.06 {m, 6H} 6 % CHa, 3.88 (5, 6H) OCH: 107 and OCHa 12/, 3.73 (5, 3H)
OCH; 11°.
I
RAE-17 2 RAE-17 z =
SR31 & SR31 4 =
|
A T
T = T T T T T = T
116 11.2 10.8 8.0 75 7.0
f1 (ppm) f1 (ppm)
- 1 R ‘_} 1P T - 1 hJ | i —
T A T g
— T —T—T T T T T T T T T T —T T T T T T T
12.0 11.5 110 105 100 9.5 2.0 8.3 a.0 5 . 6.3 6.0 5.5 5.0 4.5 4.0 a5 3.0 2.5 2.0 1.5 1.0 0.3
f1 (ppm)
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molecules

RAE-17
SR31

—157.29

HCNMR (151 MHz, DMSQ) 6 157.3 C7, 153.2C6'/8', 147.3 C3', 140.6 C4a or C8a,
130.6 C4a or C8a, 130.2 C,,, 127.6 2*C,,, 126.4, 126.0, 122.6, 115.3, 106.08 Cy, 104.2 C,
60.1 OCH, 11', 56.0 OCH, 10°/12",

—153:17

—147.30
— 14060
—13682
—115.29
—106.08
—104323

—h0 17
—66.03

T T T T T T T T T T T T

T
150 140 130 120 110 100 90 80 70 60 50 40 30

160 20 10
f1 (ppm)
S11. 2-chloro-3-(2-(pyridin-3-ylmethylene)hydrazinyl)quinoxaline (14e).
SR 35-p 2: Diode Array
1.99 Range: 1.043e+2
8.0e+1-
6.0e+1-
= -
< 40e+1
2.0e+1=
E 0.25 L
0.0- T T T T T T T T T T T T T T T T T
0.50 1.00 1.50 2.00 2.50 3.00 3.50 4.00 4.50
SR 35-p 1: Scan ES+
_ 2.00 TIC
3.56e9|
=/
261266 284 305 52!
0.17
4 T T T T T T T T T T T T T T T T T Time
0.50 1.00 1.50 2.00 2.50 3.00 3.50 4.00 4.50
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UPLC MS 11-Apr-2022|

11:48:01

SR 35-p 573 (1.996) Cm (563:598) 1: Scan ES+
100+ 284.2 5.24e7

286.2

287.2
1227

P Y W Y e, A N

.
100 125 150 175 200 225 250 275 300 325 350 375 400 425 450 475 500 525 550 575 600 625 650 675 700 725

RAE-20
SR35

11.29
——a.00

i

867
8.63
—8.27
775
7.63
758
7.52
742

7
%

I*. *H NMR (ppm, 600 MHz, DMSO-d6) & 11.29 (s, 1H) NH, 9.00 (s, 1H) CH 3", 8.67 (s,
1H) CH 5, 8.62 (dd, J =4.7, 1.7Hz, 1H) CH 7', 8.27(s, 1H) CH9', 7.75 (5, 2H) CH,, 7.63
(s, 1H) CH,, 7.52 (dd, J = 7.8, 4.8 Hz, 1H) CH &, 742 (s, 1H) CH,.

RAE-20
SR35

i m oo o
[ 5 M O =
|

i
1oe-J
o
By

;s

2.06
0.5
1.15
077

L 1 L ¥ 1 T A 1 1 ¢ 1 1 X 1 L T Ll 1 T 1 T 1l I s
85 B0 75 70 65 60 55 5.0 45 40 35 3.0 25 20 15 1.0 05
f1 (ppm)
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molecules

RAE20 =2 =
SRS fE &
i) | RAE-20 oo
SR35 Am
W
*C NMR {ppm, 150 MHz, DMS0) & 151,1C7) 149.5C3) 145.2,
134,408} 131.2, 131.1Cs, 128.1 2% Cy, 125.6, 124.4C8"
|
|
|
132.0 131.5 131.0 130.5 130.0 1295
f1 {ppm)
||
|
160 150 140 130 1z0 110 100 a0 a0 70 60 50 30 20 10
f1 (ppm)
S12. 2-chloro-3-(2-(3-phenylpropylidene)hydrazinyl)quinoxaline (14f).
HSS T3pept100A 1,8microns 50x2,1mm UPLC/MS SQD2 09-Feb-2022i
08:17:28
SR 10-P 1: Scan ES+
3.50 311+313
100+ 1.69e9
&
473 4.
5 ) L A4
T T T T T T T T T T T T T T T T T T
0.50 1.00 1.50 2.00 2.50 3.00 3.50 4.00 5.00 5.50
SR 10-P 2: Diode Array
0.25 Range: 1.416e+1
E 3.50
5.0
2 9 0.67 473 495
0.04
T T T T L5 T T T T T T T T T T T T
0.50 1.00 1.50 2.00 2.50 3.00 350 4.00 5.00 5.50
SR 10-P 1: Scan ES+
| |
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molecules

UPLC MS 09-Feb-20
08:17:2
SR 10-P 1004 (3.498) Cm (993:1032) 1: Scan ES+
100+ 311.2 3.09e7
=
313.3
131.6
333.2
337.3
WS
Y T T T T T T T T T T T T T m/z
100 125 150 175 200 225 250 275 300 325 350 375 400 425 450 475 500 6525 550 575 600 625 650 675

PAT252.20.1.1r 24000000
=

S5 w ] 23000000
22000000

I ey =
\'
|
/
|
|
\

21000000
20000000
19000000
L 18000000
| f 17000000
16000000
15000000
14000000
13000000
12000000
11000000
10000000
9000000
8000000
7000000
6000000
15000000
4000000
3000000
2000000

' T I

r-1000000

—-2000000

55 50 45 40 35 30 25 20 15 10 05 00
1 (ppm)
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PAT-52.26.10r $2 8253588 8B RERS
B
\

20000000

—34.40
—32.86

—15!

19000000
18000000
17000000
16000000
15000000
14000000
13000000
12000000
11000000
10000000
9000000
8000000
7000000
6000000
5000000
4000000
3000000
1 2000000

‘ | ii “ ‘U i ‘ 1000000

I . Al [

-1000000

~-2000000

T T T T T T T T T T T T T T T T T T T T T T T T T T T
150 140 130 120 110 100 a0 80 70 60 50 40 30 20 10 0
1 (ppm)

S13. 2-chloro-3-(2-pentylidenehydrazinyl)quinoxaline (14g).
HSS T3pept100A 1,8microns 50x2,1mm UPLC/MS SQD2 02-Feb-2022

15:03:31

SR 09-11 1: Scan ES+
3.32 263
1007 1.61e9

0.50 1.00 1.50 2.00 2.50 3.00 3.50 400 | 450

SR 09-11 2: Diode Array
0.25 Range: 2.411e+1
1.5e+1-

1.0e+14 3.32

00—

-5.0:

- 5.0- 135
= A

SR 09-11 ' 1: Scan ES+

%
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molecules

UPLC MS 02-Feb-2022
15:03:31
SR 09-11 953 (3.321) Cm (950:966) 1: Scan ES+
100~ 263.2 1.08e8
265.3
=
266.3
131.6
214.2
[L .I - I. ‘I h? 1 T Ll 1 I‘- 1 I 1 1 Ll 1 T 1 ‘IL L 1 T 1 !
100 125 150 175 200 225 250 275 300 325 350 375 400 425 450 475 500 525 550 575 600 625 650 675

PAT-50.20.1.18
<

b
g

...... E.ﬁ.ﬁ.33%?;%33&335%r—21000000

-20000000
f 19000000
18000000
1 17000000
‘ 16000000
15000000
14000000
13000000
12000000
11000000
[1.0E+07 10000000

4
139
137
135

—124
0.98
095
093

91
0.89

7
o

8.0E+06 9000000

i
Y

6.0E+06 5000000

17000000

| 4.0E+06

[ 16000000
2.0E+06

m 15000000

~ = [0.0E+00

4000000

1.7 16 15 14 13 12 11 10 09 08
i (ppm) .

3000000
2000000

1000000

A o AL S [

—-1000000

T T
11.0 105

T
10,0 95 9.0 8.5

55 50 45 40 35 30 25 2.0
1 (ppm)

30



molecules @@

PAT-50.25.1,1r

13082
13062
40-.97-DMSO-
40.76 DMSO
40.55 DMSO
40.34 DMSO
40.13 DMSO
39.92 DMSO
39.71 DMSO
3229

28.92

2851

28.28

27.87

2235

9000000

12982

X

128.02
127.94
—117.08

2222
2207
—14.08

—0.52

)
{
<

8000000

7000000

6000000

5000000

4000000

3000000

2000000

1000000

1000000

T
100 an 80 70 60 50 40 30 20 10 0
1 (ppm)

S14. 2-chloro-3-(2-(3-methylbutylidene)hydrazinyl)quinoxaline (14h).

HSS T3pept100A 1,8microns 50x2,1mm UPLC/MS SQD2 07-Mar-2022
12:50:18

SR 22-PI 1: Scan ES+
3.26 263+265|

100~ 3.65e9!

T T T T T T T
170 160 150 140 130 120 110

T T T T T T T T T T T T T T T T T T T T T

0.50 1.00 1.50 2.00 250 3.00 3.50 4.00 4.50 5.00 550

SR 22-PI 2: Diode Array
327 Range: 1.474e+2

T

1.0e+24

AU

5.0e+1

SR 22-PI ‘ ‘ ‘ ‘ ‘ "1 Scan ES+

0.00 262 e
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Joid molecules MPY

UPLC MS 07-Mar-20
12:50:1
SR 22-P1 939 (3.272) Cm (924:960) 1: Scan ES+
100+ 263.2 1.22¢8
2652
=
266.2
2852
1316 195.1 3262
L .l 1 = L L| - 1 1 L L r 1 T T 1 T T L Ll T 1 k| ) T 1 T 1
100 125 150 175 200 225 250 275 300 325 350 375 400 425 450 475 500 525 550 575 600 625 650 675
RAES z HELES RoEs sle
VY T

J I ; J i L )

U i vk i T
o Lot = e o
115 11.0 105 100 95 90 85 80 75 70 60 55 50 45 40 35 30 25 20 15 10 05 0.0
fi {(ppm)
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RAES 2 = uE TR LR A T
E £ g g2 85sd E I
| T % TR \ [
3¢ NMR {ppm, 100 MHz, DMS0-d6) 6 151.7 C3', 145.1 C2, 140.7 C4a, 136.5 C8a, 135.9
€3,130.4C6, 127.5 €8, 126.1 C5, 125.6 C7, 40.8 C4', 26.6 C5', 22.6 C6' and C7".
RAE-B = g 22 3 wsg
= £ g 28 8 BASR
[ I \ Vi I Ry
]
| A J
A Y 58]
]
- : . : : ‘
150 145 40 135 130 125
f1 (ppm)
| |
Il
1 ‘l
W T e " - — - Aok e f i B—
. : : : : : : : . : ‘ : : ‘ : .
160 150 140 130 1z0 110 100 a0 80 70 a0 50 40 30 20 10
f1 (ppm)
S15. 2-chloro-3-(2-ethylidenehydrazinyl)quinoxaline (14i).
HSS T3pept100A 1,8microns 50x2,1mm UPLC/MS sQD2 21-Mar-2022
14:05:05
SR 29 1: Scan ES+
225 221
1007 1.16€9
[ ] B
c T T T T T T T T T T T T Ll T T T L] T T 1
0.50 1.00 1.50 2.00 250 3.00 350 4.00 4.50 5.00
SR 29 2: Diode Array
0.25 Range: 2.434e+1
1.5e+1-
1.0e+1-
E 226
2 5.0- 276
- I |
0.0
-5.0-
E T T T T T T T T T T T T T T T T
0.50 1.00 1.50 2.00 250 3.00 3.50 4.00 4.50 5.00
SR 29 1: Scan ES+
~ 225 TIC
2.37e9
=
i 1473 4.975.00
331
257261 280 3013.16
151 T ¥ ¥ T T T T T T T T T T T T T T 1 Time
0.50 1.00 1.50 2.00 2.50 3.00 3.50 4.00 4.50 X
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molecules MPY

UPLC MS 21-Mar-20
14:05:0
SR 29 647 (2.254) Cm (641:663) 1: Scan ES+
400+ 1 5.75¢7
=
2232
116.2
2141
122.7 1224 1
1317
f DTN "o L A miz
T 1 T 1 M T T 1 T T T T T T T T T T T T 1 T T T T
100 125 150 175 200 225 250 275 300 325 350 375 400 425 450 475 500 525 550 575 600 625 650 675 700 725

Si6. 4-chloro-1-(3,4-dimethoxyphenyl)-[1,2,4]triazolo[4,3-a]quinoxaline (15a).
HSS T3pept100A 1,8microns 50x2,1mm UPLC/MS sQD2 26-Jan-2022
08:01:42
SR 04-AP 1: Scan ES+
273 341+343]
1007 3.209
] ES
c T T T T T T T T T T T T T T T T T T T T
0.50 1.00 1.50 2.00 2.50 3.00 3.50 4.00 4.50 5.00
SR 04-AP 2: Diode Array
273 Range: 2.667e+2]
2.0e+2
o 1.5e+2;
3 E
1.0e+2-
5.0e+1- L
E 0.25
0.0 ?‘ﬁ T T T T T T T T T T T T T T T
0.50 1.00 1.50 2.00 2.50 3.00 3.50 4.00 4.50 5.00
SR 04-AP 1: Scan ES+
_ 273 TIC
7.42e9
=]
0.00
5 T T T T T T T
0.50 1.00 1.50
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molecules

UPLC MS 26-Jan-2022|
08:01:42
SR 04-AP 783 (2.728) Cm (776:809) 1: Scan ES+
100+ 341.3 8.99e7|
3432
32.
3442 4043
1227 1062 703.:;05 ,
131.7 - -
110.1 143.1 363.2
sk ik R b . s
1 Ll L T L Ll 1 T 1 1 Ll 1 1 Ll L T T L 1 T T Ll L) T 1
100 125 150 175 200 225 250 275 300 325 350 375 400 425 450 475 500 525 550 575 600 625 650 675 700 725
PAT-42 83 839358 P
©® NANNNNN “ o
PRos SN YNV T

*H NMR (ppm, 600 MHz, DMSO-d6) 6 8.04 (dd, J =8.0, 1.3 Hz, 1H) CH 6, 7.66 (t, J =
7.9Hz, 1H) CH 7, 7.59 (td, J = 7.9, 1.2 Hz, 1H) CH 8, 7.49 (dd, J = 8.4, 0.9 Hz, 1H) CH 9,
7.35(d, J =1.8Hz, 1H) CH 2, 7.31(dd, J =8.2, 1.9 Hz, 1H) CH 6, 7.26 (d, J =8.3 Hz, 1H)
CH §,3.91(s, 3H) OCHs, 3.76 (s, 3H) OCH;.

PAT-42:3 3 g B e 888

83 g B 8 Ra9
SR04 7 [ | TN
|

|
| ]
1!
8 8 g g 384
T — T T T T — I._ I— T = T — T
8.1 8.0 79 78 747 7. 7.5 74 73 7.2
i (ppm)

3.00~=

299~

9.0 8.5 8.0 75 7.0 6.5 6.0 5.5 5.0 4.5

£1 frnm)
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molecules

PAT-2 gz €8 9 RIZIaNABE
SRO4 RRE EF 4 LR R EEREE
v o\l | Y A

3C RMN (ppm, 150 MHz, DMSO-d6) 6 150.9 C3’ or 4’, 150.8 C3’ or 4, 148.9C1, 142.4
C3aor4,141.2C3ao0r4, 135.1C5a, 129.7 C8, 129.4 C6, 127.9C7, 126.2C9a, 122.9C6',
119.5CY’, 115.9C9, 113.1C2, 111.9C5’, 55.8 CH3, 55.7 CH,.

55.68

55.75

<

PAT-422 53 2 £] ® N3¥IZF 5 o 23%
SR04 SR ¥ 3E 4 ®]88 § % E2E
N4 V1 | Vel Lol 2NN
11
i .
1
155 150 145 135 130 125 120 115 110
f1 (ppm)
1
| 1
Wl b
Ll ULl A
150 140 130 120 110 100 % 8 70 60 50 40 30 20 10
S17. 4-chloro-1-(3-methoxyphenyl)-[1,2,4]triazolo[4,3-a]quinoxaline (15b).
HSS T3pept100A 1,8microns 50x2,1mm UPLC/MS SQD2 10-Feb-2022
15:49:53
SR 11-P 1: Scan ES+
292 3114313
1007 3.17e9
[ ] Es
G T T T T T T T T T T T J T T T T T T T T T T
0.50 1.00 1.50 2.00 2.50 3.00 3.50 4.00 4.50 5.00
SR 11-P 2: Diode Array
292 Range: 2.011e+2
1.5e+23
S 1.0e+2
< ;
5.0e+14
i oz L
o.&—&ﬁ
T T T T T T T T T T T T T  § T T T T T T
0.50 1.00 1.50 2.00 2.50 3.00 350 4.00 4.50 5.00
SR 11-P 1: Scan ES+
) 292 TIC!
6.98¢9
=]
0.00 56 263 S48 4.30 e
; 206 A A
4 IA-_ T T T T T vk T T T T T T T T T T T T Time
0.50 1.00 1.50 2.00 2.50 3.00 3.50 4.00 4.50 5

36



molecules

UPLC MS 10-Feb-2022
15:49:53
SR 11-P 837 (2.916) Cm (820:856) 1: Scan ES+
100 3112 7.58e7
313.3
=
3743
314.3
2
376.2
643.4
1052 §
2143 3353
c“*l‘le NS N—,
100 150 200 250 300 350 400 450 500 550 600 650 700 750 800
833 32 TRABAAN 8 'HNMR (400 MHz, DMSO) 3 8.04(dd, J =74, 0.7 Hz, 1H),
NS f—— | 7.66(t,J=17.7 Hz, 1H), 7.62(t,J = 7.7 Hz, 1H), 7.58 (1, /=74
Hz, 1H), 7.40 (d,J =84 Hz, 1H), 7.34 (s, 1H), 7.31 (dd, J =
7.9,3.0 Hz, 2H), 3.83 (s, 3H).
833 B8TITBRRR IR IANAR
B33 ERNNENN NN ppG Gy
Y SN 2 [N P
=N
N
| x
i
| N Cl
]
]
Y L S| T 1T
g § 85 3 5 8%
T T T T 3 T T T
8.0 79 78 7.7 76 75 74 73
1'(ppm)
1
1
J
ol & T d
§ 853 538§ 8
T T T T T T T T T T T T T T T T T T
920 85 8.0 75 7.0 6.5 6.0 5.5 5.0 4.5 4.0 35 3.0 25 20 15 1.0 05
1 (ppm)
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Joid molecules

& e Fa o ¥RELY IIQ ®
8 g 8% R RJ®R8Y 522 g
| | \l I\ | NV |
CNMR (101 MHz, DMS0) 8 159,51, 150.45, 142.54,
% 141.19, 135.12, 130.54, 129.72, 129.48, 128.98, 127.98,
N 126,06, 122.02, 117.04, 115.84, 115.25, 55.46.
NN
@EN/IC. 13z e 2 2 I E
a &8 8§ b 8 S ==
[ | | |
[T | | i
| |
1
T T T T T T T T T T T T T T T 3 T T
131 129 127 125 123 121 19 117 115
(ppm)
1
I ! i
] I (]
| | ‘ | j
L
T T T T T T T T T T T T T T T
160 150 140 130 120 110 100 90 80 70 50 0 30 20 10
f1 (ppm)
S18. 4-chloro-1-phenyl-[1,2,4]triazolo[4,3-a]quinoxaline (15c).
HSS T3pept100A 1,8microns 50x2,1mm UPLC/MS sSQD2 22-Mar-2022|
09:18:42
SR 30 1: Scan ES+
2.80 281+283
1007 3.32¢9
ES
c T T T T T T T T T T T T T T T T T T
0.50 1.00 1.50 2.00 2.50 3.00 3.50 4.00 4.50 5.00
SR 30 2: Diode Array
. 2.80 Range: 2.133e+2|
1.5e+2
2 1.0e+2]
5.0e+14
E 0.25 J L
0.04
T T T T T T T T T T T T T T T T T T
0.50 1.00 1.50 2.00 2.50 3.00 3.50 4.00 4.50 5.00
SR 30 1: Scan ES+
~ 279 TIC
6.95e9
L] ES
3 T T T T T T T T - T T T T T T T T T T 1 Time
0.50 1.00 1.50 2.00 2.50 3.00 3.50 4.00 4.50 5.00
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molecules

UPLC MS 22-Mar-2022|
09:18:42
SR 30 802 (2.794) Cm (793:823) 1: Scan ES+
100 2813 9.90e7
283.2
=
2
303.2
3443
116.2
3052 [3463 583.3
| § ol A » miz
100 150 200 250 350 400 450 500 550 600 650 700 750 800
RAE-14 5 R383348%F
W ONNNNNNN
T N2
*H NMR (ppm, 600 MHz, CDCl;) 6 8,06 (dd, J =8.1, 1.2 Hz, 1H) CH 6, 7.75-7.69 (m,
3H) CH 2'/4'/6, 7.66—7.63 (m, 2H) CH 3'/5’, 7.60 (t, ) =7.7 Hz, 1H) CH 7, 7.54 (d, J =
8.2Hz,1H) CH 9,7.41(td, J =7.4, 1.2 Hz, 1H) CH 8.
RAE-14 5 2 3838 3 3
< 5O2EER B z
| [ I B N
1
]
1
1
|
1
;
| 1 T
g & 8§ & 8
e o~ o~ - = -
8.1 8.0 79 7.8 7.7 7.6 7.5 74
f1 (ppm)
el .
1 1 J
L TS
8 &58&8
8 29338
8.0 7.5 7.0 6.5 6.0 5.5 50 45 4.0 3.5 3.0 25 2.0 15 1.0 0.5
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molecules

RAE-14 1 S5 IIABLRIZR &
a 28 HORRBRIARRY =2
| \/ | \Nem=—="" | 3C NMR (ppm, 600 MHz, CDCl;) § 151.3 C1, 143.1C3a or 4, 142.6 C3a or 4, 135.9 C5a,
131.6 C4', 130.4 C6, 130.2 C2'/6/, 129.7 C8, 129.5 C3'/5/, 128.4C7, 127.6 C1, 125.9CY%,
116.1C9.
RAE-14 8 928z ¥ Q@ 2
a LR EE g B g
. | T (. |
T T T T L] T T i 7 T T
134 133 132 131 130 129 128 127 126 125
f1 (ppm)
]
|
| ,” i l
| i N
T T T T T T T T T T T T T T
150 140 130 120 110 100 9% 80 70 60 50 40 30 20 10
S19. 4-chloro-1-(3,4,5-trimethoxyphenyl)-[1,2,4]triazolo[4,3-a]quinoxaline (15d).
HSS T3pept100A 1,8microns 50x2,1mm UPLC/MS SQD2 17-May-2022
08:49:12
SR 42 purif 1: Scan ES+
284 371
1003 8.68¢8
L] Ea
c T T T T T T T T T L T 1 T T T T
0.50 1.00 1.50 2.00 250 3.00 3.50 4.00 450
SR 42 purif 2: Diode Array
284 Range: 1.552e+2
1.0e+2
= 3
<
5.0e+14
] o2
0.0 AV
T T T T T 2 T T T T T T T T T T
0.50 1.00 1.50 2.00 2.50 3.00 3.50 4.00 4.50
SR 42 purif 1: Scan ES+
_ 284 TIC
3.20e9)
Time
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molecules MoPY

UPLC MS 17-May-2022
08:49:12|
SR 42 purif 816 (2.843) Cm (808:836) 1: Scan ES+
100+ 3713 5.26e7
=
3733
4344
287.3
374.3 4364
2°i’j 3933
G.LT....L..‘.lT.,.........L.l.‘....k...,.........."...........m/z
200 220 240 260 280 300 320 340 360 380 400 420 440 460 480 500 520 540 560 580 600 620 640 660 680 700
RAE26 5 3@ S 3R
a 222 2 e
| \ ! | \/

'H NMR (ppm, 500 MHz, DMSO-d6) & 8.06 (dd, J =7.9, 1.5 Hz, 1H) CH 6, 7.68 (td, J =
7.7, 1L4Hz, 1H) CH 7, 7.65(td, J = 7.5, 1.2 Hz, 1H) CH 8, 7.50 (dd, J =8.4, 1.2 Hz, 1H) CH
9, 7.10(s, 2H) CH 2'/6', 3.82 (s, 6H) 20CH;, 3.79 (s, 3H) OCH;

RAE-26 3 2 3 2
o NN =
| [ |
]
|
T
g 8 g
— T T T B =
8.1 8.0 79 22 76 7.5

7.8
f1 (ppm)

(I
L
L
L

o ™R ) e
g 838 g S8
- - ~N ~ o
T T T T T T T T T T T T T T T T T T
9.0 85 8.0 7.5 7.0 6.5 6.0 55 5.0 4.5 4.0 35 30 25 2.0 15 1.0 0.5

TF1 fnam)
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molecules

RAE-26 g & €28 2 Re94R ] o B X
88 S=8 8 Q/R8Y 2 g g =%
(! N A2 | | (.
3C NMR (ppm, 125 MHz, DMS0-d6) 6 153.4 C3'/C5’, 150.7 C4’, 142.5C1, 141.2 C3a or
4,139.5C3aor4, 135.2 C5a, 129.9 C1’, 129.5 C8, 128.2 C6, 126.1 C9a, 122.8 C7, 116.2
€9, 107.5C2'/6’, 60.4 OCH3, 56.2 20CHs.
RAE-26 a2 o S ] b
HER 8 g = g
2 1 | I
1 | 1 ]
|
1
T T T T T
130 125 120 115 110
f1 (ppm)
|
]
| ] i
| By 1o
L |
L
T T T T T T T T T T T T T T T T
160 150 140 130 120 110 100 90 e §9 : 70 60 50 40 30 20 10
S20. 4-chloro-1-(pyridin-3-yl)-[1,2,4]triazolo[4,3-a]quinoxaline (15e).
HSS T3pept100A 1,8microns 50x2,1mm UPLC/MS SQD2 17-May-2022
08:57:01
SR 37 purif 1: Scan ES+
208 282+284
1004 2.01e9
=
1.99
c T T T T T T T _/I\J T T T T T T T T T T
025 050 075 100 125 150 175 200 225 250 275 300 325 350 375 400 425 450
SR 37 purif 2: Diode Array
2.08 Range: 8.526e+1
6.0e+1
4.0e+14
2 i o2
2.0e+14
E 199/ | 223 240
0.03
g T T T T T T T T T T T T T T 8 T T T
025 050 075 100 125 150 175 200 225 250 275 300 325 350 375 400 425 450
SR 37 purif 1: Scan ES+
]
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molecules

;: émn ES+

SR 37 purif 596 (2.077) Cm (595:602)
100- 82.3 1.31e8
2842
=
285.2
167.1 2426 34E.2 y
WA B LA LAt L L L i s ekt L L L ad | SRR Wk L | AARLIAAA Wb b T T T M/Z
160 180 200 220 240 260 280 300 320 340 360 380 400 420 440 460 480 500 520 540 560 580 600 620 640 660
SR 37 purif 570 (1.986) Cm (566:576) 1: Scan ES+
100~ 84.2 1.31e7
By 286.3
167.1
208.1 2424 76.2 67 1
Ul PR WA W 72k e
160 180 200 220 240 260 280 300 320 340 360 380 400 420 440 460 480 500 520 540 560 580 600 620 640 660
RAE2S 53 A5 RREE3
28 33 RR333
ST % T T NPT
*H NMR (ppm, 600 MHz, DMSO-d6) 6 8.97 (dd, J = 4.6, 2.3 Hz, 1H) CH 2, 8.94 (dd, J =
4.9,1.7Hz, 1H) CH &, 8.25 (ddd, J = 6.7, 4.4, 2.3 Hz, 1H) CH &, 8.07 (dd, J =8.1, 1.4 Hz,
1H) CH 6, 7.77-7.74 (m, 1H) CH 5, 7.69 (td, J = 7.8, 1.2 Hz, 1H) CH 7, 7.59 (ddd, J =
8.7,7.4,1.5Hz, 1H) CH 8, 7.37 (dd, J =8.5, 1.0 Hz, 1H) CH 9.
RAE-25 i S RR 8 & 8
SR37 @ @ ~Ns ~ ~ ~
| (. | |
1 \ !
1
2 B g oz % S
T - T T = T T T ~ '— r T T - T
8.3 8.2 8.1 8.0 7. 7.8 7.7 7.6 7.5 7.4 7.3
f1 (ppm)
1
!
xn I ll m[ a l i 1 A "
s foy N )
L 28 gils
9.5 9.0 8.5 8.0 75 7.0 6.5 6.0 5.5 5.0 4.5 4.0 3.5 3.0 2.5 2.0 1.5 1.0 0.5
f1 (ppm)
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Joid molecules

RAE-25 & =
SR37 G
I\

42

—148,

—115.7%6

3C NMR (ppm, 150 MHz, DMSO-d6) 5 152.1 C4) 150.0 C2, 148.4C1, 142.9C3a or 4, 141.1C3a or 4,
137.7 C6, 135.1 C5a, 129.9C8, 129.6 C6, 128.2 C9, 126.0 C93, 124.4 C1) 124.1CS) 115.7C7.

RAE-25 23 e 8 3=
SR37 a8 g & 33
Il | N
) 1
|
[ [ 1
T T T T T T T T T T
131 129 127 125 123
T f1 (ppm)
NN 1 A
T T T T T T T T T T T T T
150 140 130 120 100 90 80 70 60 50 40 30 20 10
f1 (ppm)
S21. 4-chloro-1-phenethyl-[1,2,4]triazolo[4,3-a]quinoxaline (15f).
HSS T3pept100A 1,8microns 50x2,1mm UPLC/MS SQD2 16-Feb-2022
12:34:43
SR 14P 1: Scan ES+
3.14 309+311
100+ 2.88e9
[ ] B
G T T T T T 1 3 T 8 T T T T T T T T
0.50 1.00 1.50 2.00 2.50 3.00 3.50 4.00 4.50 5.00
SR 14P 2: Diode Array
3.14 Range: 1.978e+2
1.5e+23
2 1.0e+27
< 3
5.0e+1
i o025 J L
0.0 T T T T T T ] T T T T T T T T T
0.50 1.00 1.50 2.00 2.50 3.00 3.50 4.00 4.50 5.00
SR 14P 1: Scan ES+
) 314 TIC
5.99e9
=
poo 2.06 2,63
4 T T Y ' T I-‘ T T = T Time
0.50 1.00 1.50 2.00 2.50
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molecules

UPLC MS 16-Feb-2022|
12:34:43
SR 14P 901 (3.139) Cm (893:928) 1: Scan ES+
100- 309.3 8.42e7,
311.2
=
3313
312.2)
333.2
1051 4317 3723 —
ohla . L L —
) T T ' T T T T T Y ! T T T T T T T T T T
100 125 150 175 200 225 250 275 300 325 350 375 400 425 450 475 500 525 550 575 600 625 650

—741
=Tz
733

‘H NMR (ppm, 600 MHz, DMSO-d6) 8 833 (d, /=8.0Hz, 1H) CH 9, 8.03 (dd, /=8.0,
14Hz, 1H) CH 6, 7.86—7.78 (m, IH) CH 8, 7.72 (1, J=7.2 Hz, 1H) CH 7, 7.40(d, J=7.3
Hz, 2H) CH 4’ and CH &', 7.32 (1, ] = 7.5 Hz, 2H) CH5' and CH 7, 7.22(t, 1 =7.3 Hz, 1H)
CH 6, 3.80 (1, J =7.8 Hz, 2H) CH, 1/, 3.33(t, / = 7.8 Hz, 2H) CH, 2

—380

333

RAE-153 z % 2y B
SR14 = @ ~ - ~ o~ ~
| [ =i )
|
1
'h |I |
l——Juldl—Jl | b B
e A
8.3 8.1 79 s 5 73 71
1 (ppm)
I
1
|
|
;Ll_,‘t ' * I A
VR ) (S o il
9.0 8.5 8.0 7.3 7.0 6.5 6.0 5.5 5 4.0 35 3.0 2.5 2.0 1.5 1.0 0.5

.0 4.5
f1 (ppm)
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molecules

RAE-1
SR14

—152.10
40.34
3493
3022
29.24
2859
2836
2773
26.27
26.22

—11681

3C NMR (ppm, 400 MHz, DMS0) 6 152.1 C1, 142.7 C3a, 141.3 C4, 140.3 C3', 134.9
C5a, 130.2 €8, 129.2 C6, 128.6 C4'/8, 128.3 C5'/7', 127.7 C7, 126.3 C9a, 126.2 C&',

116.8, 31.6 C2', 29.5 C1".

RAE-1
SR14

—13022
12859
~—12836

ez

12924

S _,.__J | ULM;'I[_JIIl_MW

126.27
12622

<

T
130

—31.67
—29 .53,

I ! 133 132 131 120 128 127 126 125 124
f1 (ppm)
]
] 1
1
]
|
}l A : e el ! :
il w T L —
. . T . T . . . T . ‘ . T .
160 150 140 130 120 110 100 a0 80 70 &0 50 40 30 20 10
f1 (ppm)
522 1-butyl-4-chloro-[1,2,4]triazolo[4,3-a]quinoxaline (15g).
HSS T3pept100A 1,8microns 50x2,1mm UPLC/MS SQD2 17-Feb-2022
12:02:41
SR 15 1: Scan ES+
283 261+263
1007 2.97e9
=
262 J
o T T T T T T T T T T T T T T T T
0.50 1.00 1.50 2.00 250 3.00 3.50 4.00 4.50 5.00
SR 15 2: Diode Array
283 Range: 5.466e+1
4.0e+1
3.0e+1-
2 20et1i o35
1.0e+1- H
0.0:
3 T T T T T T T T T T T T T T T T T
0.50 1.00 1.50 2.00 250 3.00 3.50 4.00 4.50 5.00
SR 15 1: Scan ES+
_ 283 TIC
5.01e9
[ ] Ed
0.00
5.095.12
4.39
( - 20 s 3.7 oo
5 T T T T Y T Y T T T T T T T T T Time
0.50 1.00 1.50 2.00 2.50 3.00 3.50 4.00 4.50 5.00
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molecules @@

UPLC MS 17-Feb-2022
12:02:41
SR 15 811 (2.826) Cm (800:833) 1: Scan ES+
100+ 261.2 6.63e7
263.2
=
264.2
105.1 4317 2833 3243
214.2
A L il ad A .
0 T Y T T T T T Y T T T T T T T T f T T T T m/z
100 125 150 175 200 225 250 275 300 325 350 375 400 425 450 475 500 525 550 575 600 625 650
RAE-2 2
SR15 ‘T

Tep03
782
772
—347
—193
—154
0.98

'H NMR (ppm, 400 MHz, DMSO-d6) 6 8.30 [d, /=8.4 Hz, 1H) CH 9, 8.03 (dd, J =8.0,
1.5Hz, 1H) CH 6, 7.82 (td, /=8.4, 1.1 Hz, 1H} CH 8, 7.72 (td, J=8.0, 1.1 Hz, 1H} CH 7,
3.47 (t, / =7.5 Hz, 2H) CH, ¥, 1.93 (m, 2H) CH, 2!, 1.52 (m, 2H) CH, ¥, 0.98 (t, / =7.4
Hz, 3H) CH, 4",

e = e JLA J boge
R by b T
LR 5 u & i
S ghie 2 5 o g
= = < = -

T T T T T T T T T T T T T T T T T
9.0 B.5 8.0 75 7.0 6.5 6.0 5.5 5.0 4.5 4.0 35 3.0 25 2.0 1.5 1.0 0.5
f1 (ppm)

47



molecules

RAE-2
SR15

—15264
14268
14136
—13445
130,17
—12926
~127.67
12630

1666

3¢ NMR (ppm, 100 MHz, DMSO-d6) § 152.6 C1, 142.6, 141.3, 134.9, 130.1 C8, 129.2
C6,127.6 C7, 126.3 C9a, 116.6 C9, 27.9 €2, 27.3 C1', 21.6 C3', 13.7 C4".

2796
2738
—21 .64

137

T T T T T T T T T T T

150 140 130 120 110 100 90 80 70 60 50 40 30 20 10
f1 (ppm)
523. 4-chloro-1-isobutyl-[1,2,4]triazolo[4,3-a]quinoxaline (15h).
HSS T3pept100A 1,8microns 50x2,1mm UPLC/MS SQD2 10-Mar-2022
18:51:54
SR 26 1: Scan ES+
277 261+263
100+ 3.39%9;
32_
263
G T T T T T T T T T T T T T T T T T 1 T
0.50 1.00 1.50 2.00 2.50 3.00 3.50 4.00 4.50 5.00
SR 26 2: Diode Array
277 Range: 1.655e+2
1.5e+27
1.0e+27
2 3
<
5.0e+17
i o2 J k
0.0
T T T T T T T T T T T : T T T T T T
0.50 1.00 1.50 2.00 2.50 3.00 3.50 4.00 4.50 5.00
SR 26 1: Scan ES+
~ 2.77 TIC!
6.86e9;
L] X
3.093.
0.00 g8 2.06 263 o1 st
4 T T T T T T T T & T T T T T T T T T T T T Tlme
0.50 1.00 1.50 2.00 2.50 3.00 3.50 4.00 4.50 5
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M molecules

SR 26 641 (2.767) Cm (632:665) 1: Scan ES+
100- 261.2 8.98e7]
263.2
=
264.2
2832
2143 L,zasz 321‘3
O-prrbythrorrr T —h— T ¥ Y T T T T T T T it T T T T T T 1 m/z
100 125 150 175 200 225 250 275 300 325 350 375 400 425 450 475 500 525 550 575 600 625 650 675 700 725

RAES  ® 33w A Z8 2%
®  eRN - b e
I /7NN (| %
*HNMR (ppm, 400 MHz, DMSO-d6) & 8.27 (d, J = 8.1 Hz, 1H)CH 9, 8.03 (dd, J = 8.0, 1.4 Hz, 1H) CH6,
7.83(td, J=8.6, 1.5Hz, 1H)CH 8, 7.72 (td, J= 7.3, 0.9 Hz, 1H)CH 7, 3.36 (d, J= 7.0 Hz, 2H)CH, 1,
2.29-2.41 (m, 1H) CH 2, 1.08 (s, 3H) CH: 3'or 4, 1,07 (s, 3H) CH: 3" or 4"
RAE-8 2 3 -] I
® @ b R
| | | |
|
1
1
3 8 8 g !
T T = T T = T T = T —l T
84 83 82 180 78 77 76
f1 (ppm)
]
! |
. A
LS 5 o
8 883 g S
85 8.0 7.5 7.0 6.5 6.0 55 5.0 45 4.0 35 3.0 25 2.0 15 1.0 0.5

1 (nnm)
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— 15183
=142 68
14142
—13501
13017
—12932
~127.70
12638
11660

¢ NMR (ppm, 100 MHz, DMS0-d6) & 151.8 C1, 142.7 C 3a or 4, 141.42 C 3a or 4, 135.0 C5a,
130.2 CB, 129.3 C6, 127.7 C7, 126.3 C9a, 116.6 C9, 36.1 C1', 25.8 C2, 22.3 C3'/4".

L ‘J

36.12

=25 .85

—22.27

T T T T T

160 150 140 130 120 100 20 80 70 60 50 40 30 20 10
f1 (ppm)
524, 4-chloro-1-methyl-[1,2,4]triazolo[4,3-a]quinoxaline (15i).
HSS T3pept100A 1,8microns 50x2,1mm UPLC/MS SQD2 25-Mar-2022
09:19:21
SR 32 1: Scan ES+
_ 1.94 219+221
3.21e9
[ ] B
1.98
0 T T T T T T T T T T T T T
0.50 1.00 1.50 2.00 250 3.00 3.50 4.00 4.50 5.00
SR 32 2: Diode Array
1.94 Range: 1.731e+2
1.5e+24
1.0e+24
=2
< -
5.0e+1
E 0.25 J
0.0 L
T T T T T T T T T T
0.50 1.00 1.50 2.00 250 3.00 3.50 4.00 4.50 5.00
SR 32 1: Scan ES+
_ 1.94 TIC!
5.62e9
Ed
2.32
p.oo 262 pa———
5 Y T Y T T T T T T T T T Time
0.50 1.00 1.50 2.00 2.50 3.00 3.50 4.00 4.50 5.00
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2822

1: Scan ES+
1.29e8

459.2
A

SR 32 556 (1.937) Cm (552:566)
100+ 219.1
2212
LIS
241.2
| 243.1
100 120 140 160 180 200 220 240 260 280 300 320

SRR AR LA S s AL A A AL A A A A A M A M A M M M U L U s w11 4
340 360 380 400 420 440 460 480 500 520 540 560 580 600

RAEIS 8 o =z
SRBZ @ o0 LN
[ I 1T

3.10

'H NMR (ppm, 600 MHz, DMSO-d6} & 8.35 (dd, J =8.4, 1.0 Hz, 1H) CH 9, 8.02 (dd, /=
8.0, 1.5Hz, 1H) CH 6, 7.80 {ddd, J = 8.5, 7.3, 1.6 Hz, 1H) CH 8, 7.71 (ddd, 4 =8.5, 7.3, 1.6

Hz, TH} CH 7, 3.10 (s, 3H) CH; 1",

RAE-18 o & 2 =z
SR32 = @ o 5
| |
! | |
h
T - T = T T C|I —;I
8.4 8.3 8.1 8.0 79 7.8 27
f1 (ppm)
[ 11
_LJJL_; _ 1 s e W I SN G g J
L hay !
T T T T T T T T T T T T T T
9.0 8.5 8.0 75 70 6.5 4.5 4.0 35 3.0 2.5 2.0 1.5 1.0 0.5
fL (ppm)
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RAEIS =2 @2 & zmen % &
S22 § ¥3i & HERS = 3
| ) 1 NI
|
|
| i \
160 150 140 130 120 110 100 a0 80 70 al 50 40 30 20 10
f1 (ppm)
S25. 1-(3,4-dimethoxyphenyl)-N-methyl-[1,2,4]triazolo[4,3-a]quinoxalin-4-amine (16a).
HSS T3pept100A 1,8microns 50x2,1mm UPLC/MS SQD2 20-May-2022
11:26:11
SR 06-B 1: Scan ES+
247 336
1004 4.13e8
&
025 050 0.75 1.00 125 150 1.75 200 225 250 275 3.00 325 350 3.75 400 425 450
SR 06-B 2: Diode Array
0.26 Range: 3.602e+1
3.0e+15
2.0e+14 24
2 =
1.0e+13 248
0.04
025 050 075 1.00 125 150 1.75 200 225 250 275 300 325 350 3.75 400 425 4.50
SR 06-B 1: Scan ES+
o026 TIC
2.999
[ ] Ed
247
0,00 i
2.08 266 286 3.22 W
PRRPUREL .
4 T T T T T T T T T T T T T T T T r—~ Time
025 050 0.75 1.00 125 1.50 1.75 200 225 250 275 3.00 325 350 3.75 400 425 4.50
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UPLC MS 20-May-2022
11:26:11
SR 06-B 710 (2.474) Cm (704:721) 1: Scan ES+
100+ 336.4 2.63e7
=
337.4
2142
0 | lT‘IL . |L>LT T Arpererbry T+ T * T T T T T T T T T m/z
200 225 250 275 300 325 350 375 400 425 450 475 500 525 550 575 600 625 650 675 700 725 750
SR 06 AP 2: Diode Array
B 247 _ Range: 2.988e+1
503698 Area
E Time Height Area Area%
3 247 29530562 503697.69 100.00
2.8e+14
2.6e+1
2.4e+14
2.2e+14
2.0e+14
1.8e+14
2 16e+1]
1.4e+14
1.2e+14
1.0e+14
8.0
6.04
404 |
f I
204 I_;d;,_v_w;—/
T T T 1 T T T T T T T T T T T T T T T T T T T T T T T T Time
0.80 1.00 1.20 1.40 1.60 1.80 200 220 240 260 280 3.00 320 340 3.60 3.80  4.00
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Jed molecules MoPY

Acquisition Parameter

Source Type  ESI lon Polarity Positive Scan Begin 50 m/z Scan End 2200 m/z
Intens.
x104
41 336.15
3
24
14
215.12
522.08
142,09 173.08 l 283.12
5 oo [l .LPIIJL Lo [/ - - S
100 200 300 400 500 600 m/z

Acquisition Parameter

Source Type  ESI lon Polarity  Positive Scan Begin 50 m/z Scan End 2200 m/z
Intens. +MS, 0.3min #20)
x10%
54
44 336.1464
34
24
1] 337.1485
338.1497
0 r T —0 r T T
334 336 338 340 342 344 mz
Meas. m/z # lonFormula m/z err[ppm] mSigma #Sigma Score rdb e  Conf N-Rule
336.1464 1 C18H18N502 336.1455 -26 9.8 1 10000 125 even ok
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Jod molecules MoPY

PAT-51 R 3 SR8JL g R 5
SR06 © N NRRRR s 32 3
| I NI/ |1 |

*H NMR (ppm, 600 MHz, DMSO-d6)  8.27 (q, J = 4.6 Hz, 1H) NH, 7.62 (dd, J =8.1, 1.3
Hz, 1H) CH 9, 7.37 (td, J =6.9, 1.2 Hz, 1H) CH 8, 7.33 (d, J = 1.9 Hz, 1H) CH 2, 7.29 -
7.26 (m, 2H) CH 6/6/, 7.21 (d, J=8.3 Hz, 1H) CH 5/, 7.05 (ddd, J=8.5, 7.4, 1.4 Hz, 1H) CH
7,3.89 (s, 3H) OCH: 8, 3.76 (s, 3H) OCH1 7, 3.07 (d, J =4.7 Hz, 3H) NHCH..

PAT-513 58 8 § g

SR06 ~ ~oON ~ ~ ~

| [ N |
PAT-51 S
SR06 T
]

& 8 S5 = 3 S

 § T = T T T —l T l—‘ = IN —.1 T o

84 83 82 81 77 7.6 75 7.4 73 7.2 71
f1 (ppm) f1 (ppm)

,_

e

E—

—

==

-
—
—

¥ Py 14 !
g g 58538 83 3

T T T T T T T T T T T

85 8.0 7.5 7.0 6.5 6.0 5.5 5.0 4.5 4.0 35 3.0 25 2.0 1.5 1.0 0.5 0.0 -0.5

£1 (nnm)
PALSI paga gz RENBER 235 B B
SROE  EE%¥ AR BESHER £2C g =
ERE S a8 dhAanas b sa 5
WAy W SESPS T e
“¢ NMR | ppm, 150 MHz, DMS0-d6) § 150.6 C1, 150.0 C4', 148.9 C¥, 146.5 C4, 139.5
C3a,137.9C5a, 127.2 C8, 126.5 C9, 123.2 C9a, 122.9.C6, 122.5C7, 120.3 C1', 115.5C6,
113.3 €2, 111.9 €5/, 55.8 OCH, 7' or &, 55.6 OCH; 7' or &, 27.4 NHCH,.
PAFSlg@eyg @ 2] HE REBEYR €84
SR06E 2R £ &5 58 npss mo=
LT | (| (Y~ AN

T T T T T T T
150 145 140 135 130 125 120 115 110
1 (ppm)

160 150 140 130 120 110 o0 90 70 60 50 40 30 20 10

80
f1 (ppm)
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S26. 1-(3-methoxyphenyl)-N-methyl-[1,2,4]triazolo[4,3-a]quinoxalin-4-amine (16b).
HSS T3pept100A 1,8microns 50x2,1mm UPLC/MS SQD2 11-Feb-2022
10:24:50
SR 12 1: Scan ES+
2.70 306/
1007 1.57e9
[ ] ES
0 T T T T T T T T T T T T T T T T T T T T
0.50 1.00 1.50 2.00 2.50 3.00 3.50 4.00 4.50 5.00
SR 12 2: Diode Array
2.70 Range: 2.655e+1
1.5e+1 0.25
1.0e+1-
. E
< 5.0- {
0.67
0.0-
-5.0-
T T T T T T T T T T T T T T
0.50 1.00 1.50 2.00 2.50 3.00 3.50 4.00 4.50 5.00
SR 12 1: Scan ES+
i 2.70 TIC
3.40e9;
&
319 e 5.035.10
0.00 385389 4.114.39.4.45461 5
0.28 047062 1.07 1.46 1.76 206 A : S
SN ity e v - :
9 T T T T T T T T T T T T T T T T T T T T Time
0.50 1.00 1.50 2.00 2.50 3.00 3.50 4.00 4.50 5.00
SR 12 625 (2.698) Cm (620:638) 1: Scan ES+
100+ 306.3 7.15e7
LIS
307.3
105.2 4316 214.1 308.2 o o 369.3 633.4
A e L A ( ) L L
0 Y T T T T T T T T T T T T T T T T T T T T T T T T m/z
100 150 200 250 300 350 400 450 500 550 600 650 700 750
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SR 12 2: Diode Array
270 _ Range: 2.655e+1
E 341908 Areal
Time Height Area  Area%
1.8e+17 270 18718612 34190847 97.99
3.19 422830 7014.02 2.01
1.6e+14
1.4e+14
1.2e+1]
1.0e+14
8.0+
5 3
< 6.04
404 ‘
3.19
“ S

25eT7— ‘

204 |

El |

|

-4.04 |

-6.04 b

T T T T T T T T T T T T T T T Time
0.50 1.00 1.50 200 250 3.00 3.50 4.00 450
Acquisition Parameter
Source Type  ESI lon Polarity Positive Scan Begin 50 m/z Scan End 2200 m/z
Intens.
x10% |
306.14
1.5
1.01
215.13
0.5
522.08
327.01
142.09 187.10
l 347.18
117.09
o e | . &34
100 200 300 400 500 600 m'z
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Acquisition Parameter
Source Type  ESI lon Polarity  Positive Scan Begin 50 m/z Scan End 2200 m/z
Intens. +MS, 0.1min #6|
x104
2.5
2.04 306.1357
1.5
1.0
051 307.1393
0.0 ™ J. 30'8 ’1400 T 315)\080 T
302 304 306 308 310 312 314 mz
Meas. m/z # lonFormula m/z err[ppm] mSigma #Sigma Score rdb e Conf N-Rule
306.1357 1 C17H16N50  306.1349 -24 243 1 100.00 125 even ok
2 C16H20NO5 306.1336 -6.7 37.7 2 3036 7.5 even ok
PAT-53 8B 8588 RRRANRRARRARAAR22S e 488 @385 .
SRS il slnindrdidninininnd -t " T s
13000000
If r )
[ t ~12000000
[l ‘
14 |’ 1 11000000
| |
[ f [l‘ [
I‘ [ I i " [ 10000000
J IBRINN J |
9000000
8000000
7000000
6000000
5000000
4000000
|
3000000
~2000000
i et 11000000
1
j‘ -, 'L " «__/| L__..“,_J - P | Lo
g N z 1
= e = - (-1000000
I R N e E L B B e L B B e e e B
8.5 8.0 7.5 7.0 6.5 6.0 5.5 5.0 4.5 4.0 35 3.0 25 2.0 1.5 1.0 0.5 0.0 -0.5
1 (ppm)
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PAT-53.25.1.1r 00900000
5355353
3 5o 22 BASSRfansR & eSINEEES [ & ~7500000
B 2% S8 SBMANASECE # £2222288 &
oy TITIFaes
|1 Y =SSN SEFSY I - | | 7000000
6500000
6000000
15500000
15000000
4500000
14000000
13500000
3000000
12500000
12000000
‘ 1500000
|
|
I | 1000000
I |
|
! \ l “ 1500000
! — J - oy oo 0 ¢ My it s ()
500000
T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T
160 150 140 130 120 110 100 90 80 70 60 50 40 30 20 10 0
f1 (ppm)
S27. N-methyl-1-phenyl-[1,2,4]triazolo[4,3-a]quinoxalin-4-amine (16c).
HSS T3pept100A 1,8microns 50x2,1mm UPLC/MS SQD2 25-Mar-2022
09:27:10
SR 33 1: Scan ES+
258 276
1001 1.68e9|
°\°—
267
02 338 361 38659
c |} T T T T T T T T T 5 T T T T T T T % T T
0.50 1.00 1.50 2.00 2.50 3.00 3.50 4.00 4.50 5.00 5.50
SR 33 2: Diode Array
258 Range: 5.888e+1
4.0e+1
2
< 20e+1]
025 J
0.0-4&/—/
T T T T T T T T T T T T T T T T T T T T T
0.50 1.00 1.50 2.00 2.50 3.00 3.50 4.00 4.50 5.00 5.50
SR 33 1: Scan ES+
_ 258 TIC
4.20e9
] Ed
0.00 1
0.25 151 162 206
7 T ¥ ? i T T T T T T T T T T T T T T T T T Time
0.50 1.00 1.50 2.00 2.50 3.00 3.50 4.00 4.50 5.00
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UPLC MS 25-Mar-20.
09:27:1
SR 33 741 (2.582) Cm (731:766) 1: Scan ES+
100+ 276.3 9.81e7,

ES
277.3
298.3
105.1 214.2 261.3 l 339.3
Alad i 1

T T L) T T T T . T T T T T T T T T T L) T T T T mlz
100 125 150 175 200 225 250 275 300 325 350 375 400 425 450 475 500 525 550 6575 600 625 650 675

Acquisition Parameter
Source Type  ESI lon Polarity Positive Scan Begin 50 m/z Scan End 2200 m/z

Intens.
x10%

276.13

o . " 57322
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Joid molecules

7
MDPI
F

Acquisition Parameter
Source Type  ESI lon Polarity  Positive Scan Begin 50 m/z Scan End 2200 m/z
Intens. +MS, 0.1min #6|
25001
20001
276.1246
1500
1000
277.1245
278.1533 279.1599
500
275.2584
273 274 275 276 277 278 279 m/z
Meas. m/z # lonFormula m/z err[ppm] mSigma #Sigma Score rdb e  Conf N-Rule
276.1246 1 C16H14N5 276.1244 -0.7 193.1 1 10000 125 even ok
2 C15H18NO4  276.1230 5.6 198.9 2 2982 7.5 even ok
RAE-30 B Smpsaae g £
I =l 1
‘H NMR (600 MHz, DMS0) & 8.28 (q,/ =4.6 Hz, 1H} NH, 7.76 {d, = 1.4 Hz, 1H) CH 2’ or &',
7.75(d,/ =19 Hz, 1H) CH 2" or &, 7.72 (t,1 = 2.4 Hz, 1H) CH 4', 7.68 (t,/ =17 Hz, 1H) CH5 or
3, 7:67 [t =16 Hz, 1H) CH 5" or 3, 7:63 (dd, = 8.1, 1.4 Hz, 1H) CH 9, 7.38 (td, 1=7.3, 1.3 Hz,
1H)CH 8,7.15(dd, s =8.4, 1.3 Hz, 1H) CH 6,7.00 ftd, s =8.5 1.5 Hz, IH) CH 7, 3.08 (d, 1= 4.8
Hz, 1H) NHCH..
RAE-30 = sppana & i <
[ SEAY |
I
I
1 I
| |
I
I
Lot o \
R Nfa“i i trt i e
T = T T T IR T T T T
84 83 82 81 80 A% J8 FF F6 T5 T4 A3 T2 i A0
|
| ! | |
L T R S|
T o i B t
E FHEE8E 8 3 E
e T \ T \ T T \ = \ T T \ T
8.5 8.0 3. 70 6.5 6.0 55 5.0 4.5 4.0 3.5 3.0 25, 2.0 15 1.0 0.5
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RAE-30

—149893
—146.45
—11622

G NMR {151 MEz, DMS0) 5 149.93 (=), 14643 (s), 139,39 (s), 138.00 (s), 130.80 (s), 130.00 (5),
120,06 (5), 128.56 (=), 127.24 (=), 12657 (s), 123.08 (), 122.35 (=), 115.22 (s}, 27.33 (s).

RAE-30 3

115.22

—143

—146.45
—139.59
—138.00
_——123.08
~—122.35

R JI” lJ

T T T T T T T T
150 145 140 135 130 125 120 115

-—27.33

f1 (ppm)
o — iJ T |
1;0 1‘;0 1:‘30 léﬂ liU 1[‘)0 9‘0 8‘0 7!D E‘U 5‘0 £U lIU
f1 (ppm)
528. N-methyl-1-(3,4,5-trimethoxyphenyl)-[1,2,4]triazolo[4,3-a]quinoxalin-4-amine (16d).
HSS T3pept100A 1,8microns 50x2,1mm UPLC/MS SQD2 18-May-2022
08:17:49
SR44P 1: Scan ES+
259 366
1007 1.199
°\°_
c T T T T T T T T L T T T T
0.50 1.00 1.50 2.00 2.50 3.00 3.50 450 5.00
SR44 P 2: Diode Array
260 Range: 1.079e+2]
8.0e+1
6.0e+1
=
< 4.0e+1
20ev1] O (
""os0 | 100 | 150 200 | 250 | 300 350 450 5.00
SR44P 1: Scan ES+
| ]
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SR 44 P 743 (2.589) Cm (732:756)
100+

UPLC MS 18-May-2022
08:17:49

1: Scan ES+
7.81e7

367.4

368.4

429.4
A

A ek .
175 200 225 250 275 300 325 350

T T T T T T T T T T T T T T T ]L rl'l/Z
375 400 425 450 475 500 525 550 575 600 625 650 675 700 725 750

Acquisition Parameter

Source Type  ESI lon Polarity

Positive

Scan Begin 50 m/z Scan End 2200 m/z

Intens.
x105

1.50

1.251

0.754

0.50-

0.25-

18003 215.12

Ao

0.00 T -

'y
T

366.16

522[08

100 200

Acquisition Parameter
Source Type ESI

lon Polarity  Positive

50 m/z Scan End 2200 m/z

Intens.
x105
2.0

0.5

0.0 T

366.1565

+MS, 0.3-0.3min #15-16|

367.1579

368.1599
- D\

362 364

Meas. m/z  #
366.1565 1

lon Formula m/z  err [ppm]
C19H20N503  366.1561 1.1

366

368 370 372

rdb e Conf
125 even

N-Rule

mSigma # Sigma Score
15.8 ok

1 100.00
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N Z
4 molecules MDPI

e B 5 REIEg e g
g = Rrnd B 2
I EoOEs Y I

'H NMR (600 MHz, DMSO) & 8.28 (d, J= 3.4 Hz, 1H) NH, 7.63 (d, 7= 7.6 Hz, 1H) CH9, 7.39
{t, 7= 7.4 Hz, 1H) CH8, 7.28 (d, J= 8.1 Hz, 1H) CHE, 7.12 — 7.05 (m, 3H) CH7/2/6) 3.81
(s, 3H) OCHs, 3.79 (5, 6H) 2*0CH;, 3.07 (s, 7= 3.2 Hz, 3H) NHCH.

RAE-35
SR44

—B829

763
—739
—729
—2.12
—7 05

—
-

T I Ml 2% T
8.5 8.0 7.5 7.0 6.3 6.0 5.5 5.0 4.5 4.0 3.5 3.0 2.8 2.0 1.5 1.0 0.5
f1 (ppm)
RAE35 suo3 FEE HBTRT L 3 = T e
SR44 BEE ARG RESEE  f 5 E B
AN N/ SV | [ !

I5C NMR. (151 MHz, DMSO) 8 153.3 C4) 140.9 C1, 146.4 C4, 139.4 C3a,
139.2 C1% 138.0 C9a, 127.3 C8, 126.5 C9, 123.6 C3' or 5, 123.1 C3' or 5
122.5 €7, 115.62 C6, 107.6 C2'/6" 60.3 OCHz, 56.2 2%0CHs, 27.4 NHCH:.

RAE-35

—138.43
—137.99
—127.28
—12649
—123 57
—183.14
~~12252

Tama

140 135 130 125 120
f1 (ppm)

160 150 140 130 120 110 100 a0 80 70 60 50 40 30 20 10 1]
f1 {ppm)
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S29. N-methyl-1-(pyridin-3-yl)-[1,2,4]triazolo[4,3-a]quinoxalin-4-amine (16e).
HSS T3pept100A 1,8microns 50x2,1mm UPLC/MS SQD2 18-May-2022
08:02:06
SR 45P 1: Scan ES+
1.91 277
1007 1.26e9
[ ] B
c T T T T T T T & T T T T T T T T T T T T T
0.50 1.00 1.50 2.00 2.50 3.00 3.50 4.00 4.50 5.00
SR 45P 2: Diode Array
1.91 Range: 5.195e+1
4.0e+1=
3.0e+1-
3 024
2.0e+1-
1.0e+15 JL
0.03
""050 100 150 200 250 300 350 400 450 500
SR 45P 1: Scan ES+
B 1.91 TIC
2.56e9
= 195
i 07 240 266 286307305300 3.47
0.00 32
0.26
0.08
13 T LT‘ T T T T T T T T T T T T T T T T T T T Time
0.50 1.00 1.50 2.00 2.50 3.00 3.50 4.00 4.50 5.00
UPLC MS 18-May-202
08:02:0
SR 45P 547 (1.906) Cm (538:566) 1: Scan ES+
100+ 2113 5.28e7
=
278.3
167.1
TP T RPN TSNS W . (HVY WSUPVOISNG, (S SO SO S——— S S
160 180 200 220 240 260 280 300 320 340 360 380 400 420 440 460 480 500 520 540 560 580
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Acquisition Parameter
Source Type  ESI lon Polarity Positive Scan Begin 50 m/z Scan End 2200 m/z

Intens.
x105]
277.12

0.8

0.6

0.4

0.24 139.06

215.12 366.16
173.08 L .00 L

Lid, " -t e Ll ORI
0.0 P . " " ™ "

522.08
L

Acquisition Parameter

Source Type ESI lon Polarity  Positive Scan Begin 50 m/z Scan End 2200 m/z
Intens. +MS, 0.2-0.3min #14-15
X105,

1.5

277.1205
1.0
0.5
278.1230

00 279.1284 283.1157

) 272 274 276 278 280 282 284 286 288 mz

Meas. m/z # lonFormula m/z err[ppm] mSigma #Sigma Score rdb e Conf N-Rule

277.1205 1 C15H13N6 277.1196 3.0 41 1 100.00 125 even ok
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molecules

S30. N-methyl-1-phenethyl-[1,2,4]triazolo[4,3-a]quinoxalin-4-amine (16f).
HSS T3pept100A 1,8microns 50x2,1mm UPLC/MS SQD2 03-Mar-2022
13:43:28
SR 18 AP 1: Scan ES+
2.89 304
1004 1.49e9
[ ] ES
0 T T T T T T T T T T T T T
0.50 1.00 1.50 2.00 2.50 3.00 3.50 4.00 4.50
SR 18 AP 2: Diode Array
289 Range: 5.045e+1
4.0e+1
3.0e+1
2 2.0e+1-
< E 025
1.0e+14 J L
0.03
M T T T T T T T T T T T T
0.50 1.00 1.50 2.00 250 3.00 3.50 4.00 450
SR 18 AP 1: Scan ES+
~ 2.89 TIC
3.81e9
=] POLLUTION
3.733.87 4.03 437
0.00 —_— . 317 338351 4.12 4. 62
8 T T T T T T T T T T T T T T T Time
0.50 1.00 1.50 2.00 2.50 3.00 3.50 4.00 0
UPLC MS 03-Mar-20.
13:43:2
SR 18 AP 830 (2.892) Cm (825:857) 1: Scan ES+
100- 304.3 6.83e7
= 305.4
1316 326.3
111 2143
I | VR WP NOA o~ " 1 '

100 125 150 175 200 225 250 275 300 325 350 375 400 425 450 475 500 525 550 575 600 625 650 675 700 725 750
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molecules MoPY

Acquisition Parameter
Source Type  ESI lon Polarity Positive Scan Begin 50 m/z Scan End 2200 m/z

Intens. |
x105
304.16

T T T T T T

100 200 300 400 500 600 m/z

Acquisition Parameter

Source Type ESI lon Polarity  Positive Scan Begin 50 m/z Scan End 2200 m/z
Intens. +MS, 0.1min #6|
50004
4000 304.1550
30004
20004
305.1579
1000 301.1424
302.1539 J 307.1899
| R W I N
299 300 301 302 303 304 305 306 307 308 m/z
Meas. m/z # lonFormula m/z err[ppm] mSigma #Sigma Score rdb e Conf N-Rule
304.1550 1 C18H18N5 304.1557 21 325 1 100.00 125 even ok
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S5 Z
2 molecules MDPIL

RAES 25 R R RS
Vi PSS il
‘H NMR (ppm, 600 MHz, DMSO-d6) § 8.15 (d, / =3.9 Hz, 1H) NH, 8.07 (d, J =B.1 Hz,
1H) CH 9, 7.64 (d, J = 7.9 Hz, 1H) CH 6, 7.45 (t, ) = 7.7 Hz, 1H) CH 7, 7.38 (d, / = 7.3 Hz,
2H) CH &4/8', 7.34—7.30 (m, 3H) CH 8/5' /7', 7.23 (t,4 =7.2Hz, IH) CH &, 3.72 (1,1 =
7.9Hz, 2H) CH, 1, 3.29 (t,J = 7.9 Hz, 2H) CH, 2", 3.04 (d, J =4.3 Hz, 3H) CHa.
L i g e mA A"
1 I S I
I
|
1 |
lf
|
o o ki B
T = T = T T T = T T = = o = T
82 81 B0 79 78 7 76 75 74 73 72
1 (ppm)
I
It e \ \
A \ JL S
M R € M I
T T T T T T T T T T T T T T T T T T
9.0 8.5 8.0 7.5 7.0 6.5 6.0 5.5 5.0 4.5 4.0 3.5 3.0 25 2.0 1.5 1.0 0.5
f1 (ppm)
RAE-6 > %  nEE SRS N =z
B 2 285 EERssgS 2 EE
I il N A o | Y
C MMR (ppm, 150 MHz, DMS0O-¢l5) § 150.9C1, 146,4C4, 140.5C3, 139.7C3a, 1378 C5a,
128,4C4/8) 128,3C5'8, 127.0 C7, 126,3 C6, 126,1C6) 123,3 C9a, 122,59 C§, 116,0C%,
31.84C2, 29.5C1, 27.2CHa.
RAED 2iRCgShomukes o
GESRRRERAsEHS AR
(U7 S ¥
Jﬂ ‘ |
]
| |
LU “|
—T T — T T T T T T
150 130 110 90 80 70 60 50 40 30
f1 (ppm)
| |
| 1
|| JL
T —— T T T — T T T T T T T T T T
160 150 140 130 120 110 100 a0 70 50 50 40 30 20 10

80
f1 {ppm)
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molecules

S31. 1-butyl-N-methyl-[1,2,4]triazolo[4,3-a]quinoxalin-4-amine (16g).
HSS T3pept100A 1,8microns 50x2,1mm UPLC/MS SQD2 01-Mar-2022
11:27:33
SR 19 1: Scan ES+
2.54 256
1004 1.80e9
[ ] ES
2.4§J
0 T T T T T T T T T i T T T T T T T T
0.50 1.00 1.50 2.00 2.50 3.00 3.50 4.00 4.50 5.00
SR 19 2: Diode Array
254 Range: 1.23e+2
7.5e+1-
N :
< 5.0e+1-
2.5e+1-
i o2
00— T T T T T T T T T T T T T T T T T T
0.50 1.00 1.50 2.00 250 3.00 3.50 4.00 4.50 5.00
SR 19 1: Scan ES+
~ 254 TIC
4.72e9,
Ed
0.00 3.01
555 ,.J { 34 380 413 444 472486 L .m
6 T T ] T T T T T T T T T T T T T T T Time
0.50 1.00 1.50 2.00 2.50 3.00 3.50 4.00 4.50 .
UPLC MS 01-Mar-2022
11:27:33
SR 19 728 (2.537) Cm (725:743) 1: Scan ES+
100- 256.3 1.34e8
257.3
=
1258.3
319.3
cl‘ I. ll T ILILl ‘.T T 1 1 1 T 1 IL 1 1 T 1 T 1 T 1 1 1 T T T 1 T T T |m/Z
100 150 200 250 300 350 400 450 500 550 600 650 700 750 800 850 900 950 1000
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Jod molecules MoPY

Acquisition Parameter

Source Type  ESI lon Polarity Positive Scan Begin 50 m/z Scan End 2200 m/z

Intens.
x104

256.16

2.01

21513

622.03
100 200 300 400 500 600 700

m/z

Acquisition Parameter
Source Type ESI lon Polarity  Positive Scan Begin 50 m/z Scan End 2200 m/z

Intens4. +MS, 0.1min #6
x10%]

2.5

256.1562
2.0

257.1572
250.9991
- A : 252.9971 J\\ 258,1621

250 252 254 256 258 260

mz

Meas. m/z # lon Formula m/z err[ppm] mSigma #Sigma Score rdb e Conf N-Rule
256.1562 1 C14H18N5 256.1557 21 6.6 1 10000 85 even ok
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N Z
4 molecules MDPI

RAE-3

—n o e = = @ — .
=] 5T m T = o n o
nq;u I/\r\n m o P - =

‘H NMR (ppm, 600 MHz, DMSO-d6) 5 8.12 (g, J =4.5 Hz, 1H) NH, 8.04 (d, ] = 7.7 Hz,
1H) CH 9,7.63 (dd, ) =8.1, 1.3 Hz, 1H) CH 6, 7.45 (td, ) = 7.6, 0.9 Hz, 1H) CH 7, 7.32 (td,
1=7.8,1L.4Hz, 1H) CH 8, 3.40 (t, ] = 7.4 Hz, 2H) CH2 ', 3.03 (d, J =4.8 Hz, 3H) NHCH,
1.95-1.80 (M, 2H) CH2 2, 1.57—1.45 (m, 2H) CH2 3, 0.97 (1, ] =7.4 Hz, 3H) CH3 4",

RAE-3= o 2 e #
il I
]

| |

. k ﬁ

8.2 8.1 8.0 7.9 7.8 77 7.6 7.5 74 73
fi (ppm)

2L i r 4 P 1 & X
T T T T T T T T T T T T T T T T T T
9.0 8.5 8.0 75 70 6.5 6.0 5.5 5.0 4.5 4.0 3.5 3.0 2.5 2.0 1.5 Lo 0.5
f1 {ppm)
RAE-3 & 32 =8 SRETE = g - Il
§ 2 =3 CEEE. Ene 20 =
[ Il SN | S
1" |
| | |
|
i & |
o ki Ao sl Sk i adhrtohe Moy o
ot o f AP i Y Ml
T T T T T T T T T T T T T T T T T T T
160 150 140 130 120 110 100 a0 70 60 50 40 30 20 10

80
f1 {ppm)
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S32. 1-isobutyl-N-methyl-[1,2,4]triazolo[4,3-a]quinoxalin-4-amine (16h).
HSS T3pept100A 1,8microns 50x2,1mm UPLC/MS sQD2 14-Mar-2022
17:31:48
SR 27-p2 1: Scan ES+
248 256
1007 1.64e9)
[ ] ES
c’ T T T T T T T T T T T T T T T T T T T T
0.50 1.00 1.50 2.00 2.50 3.00 3.50 4.00 4.50 5.00
SR 27-p2 2: Diode Array
247 Range: 5.948e+1
4.0e+14
=2
< 2.0e+14 0.25
0.0
T T T T T T T T T T T T T T T T T T T T T
0.50 1.00 1.50 2.00 2.50 3.00 3.50 4.00 4.50 5.00
SR 27-p2 1: Scan ES+
_ 248 TIC
4.11e9
Ed
ss2gs %S0,
0.00 262 347 3.874.02 413 444,79
0.27 140 1.85 206 301 351357 N N\
6 T T T T T T T T T T T T T T T T T T T T Time
0.50 1.00 1.50 2.00 2.50 3.00 3.50 4.00 4.50 5.00
UPLC MS 14-Mar-20.
17:31:
SR 27-p2 711 (2.477) Cm (705:727) 1: Scan ES+
100 256.3 1.17e8
257.4
=
258.4
l,27t~1.3
Aol A I L A miz
T T L T T T T T T T T T T T T T T T T T T T T T T
100 125 150 175 200 225 250 275 300 325 350 375 400 425 450 475 500 525 550 575 600 625 650 675 700 725
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Acquisition Parameter
Source Type  ESI lon Polarity Positive Scan Begin 50 m/z Scan End 2200 m/z
Intens.
x105
8- 256.16
6.
4
2.
0 T — . T T T T
100 200 300 400 500 600 m/z
Acquisition Parameter
Source Type ESI lon Polarity  Positive Scan Begin 50 m/z Scan End 2200 m/z
Intens. +MS, 0.5min #31
8000
256.1562
6000
40004
2000 257.1580 2
. 61.1119
1.0011
251.00 252.9984 n
o 25lO.1 729 25'2. 1544 L 253_'9933 254.9926 i 25’8.1 510 259)1337 ;
250 252 254 256 258 260 mz
Meas. m/z # lonFormula m/z err[ppm] mSigma #Sigma Score rdb e  Conf N-Rule
256.1562 1 C14H18N5 256.1557 20 437 1 100.00 8.5 even ok
2 C13H22NO4  256.1543 7.2 56.7 2 2986 35 even ok
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Z
molecules MDPI

RAED g ZI T 3 5 o5
W @ L e o m m ™ - —
T AN - i Y

*H NMR {ppm, 400 MHz, DMSO-d6) 8 8.11 (g, J =4.2 Hz, 1H) NH, 7.99 (d, / =B.2 Hz,
1H) CH 9, 7.62 (dd, J =8.1, 1.2 Hz, 1H) CH 6, 7.44 {t, | = 7.5 Hz, 1H) CH 7, 7.32 [ = 8.3,
1.3Hz, 1H) CH 8, 3.28 {d, / = 7.0 Hz, 2H) CH 1', 3.03 (d, / =4.8 Hz, 3H} NHCH3, 2.31 (d,
4=13.2, 6.6 Hz, 1H) CH 2, 1.06 {5, 3H) CH: 3’ or &, 1.04 (s, 3H) CH: 3’ or &',

RAE-9

—8.12
- 00

3 I 5
w = s
|

Ly W, bl o T *
55 R z = 5 o5
9.0 8.3 8.0 7.3 7.0 6.5 6.0 3.5 5.0 4.5 4.0 3.5 3.0 2.8 2.0 1.5 1.0 0.5
f1 (ppm)
RAE-2 B B 25 3Eas 3 2 L85
B 2 85 R8s 2 2 R
R NS 72N
BC NMR (ppm, 100 MHz, DMSO-d6} & 150.7 C1, 146.5 C4, 139.7 C3a, 137.9 C5a, 127.0
C7,126.4C6,123.4C9%, 122.9C8, 115.9C9, 36.1 C1’, 27.2 NHCH,, 25.9 C2, 22.3C3"/4".
1
N | |
]
|
|
]
a
160 150 140 130 120 110 100 a0 70 60 50 40 30 20 10

B0
f1 {ppm)
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molecules

S33. N,1-dimethyl-[1,2,4]triazolo[4,3-a]quinoxalin-4-amine (16i).
HSS T3pept100A 1,8microns 50x2,1mm UPLC/MS SQD2 05-Apr-2022
08:23:15
SR34P 1: Scan ES+
_ 1.62 214
1.78e9
=
1.68
0 T T T T T T T T T T T T T T T T T
025 050 075 100 125 150 175 200 225 250 275 3.00 350 375 400 425 450
SR34P 2: Diode Array
1.62 Range: 1.458e+2
1.0e+24
5 E
<
5.0e+1
3 0.25 t
0.0
T T T T T T T T T T T T T T T T T
025 050 075 100 125 150 175 200 225 250 275 3.00 350 375 400 425 450
SR34P 1: Scan ES+
~ 1.62 TIC
3.49e9
L] ES
3.91 4.08 437
0.00 3.02 345 355 NI S
T f - T T T T T T T T T T T T T T~ Time
025 050 075 100 125 150 175 2.00 225 250 275 3.00 350 375 400 425 450
SR 34 P 465 (1.620) Cm (460:477) 1: Scan ES+
100+ 214.2 1.17e8
°\°..
215.2
236.2
l 277.2
N 1 N
0 T T T T T T T T T T T T T T T T T T T T T T m/z
100 125 150 175 200 225 250 275 300 325 350 375 400 425 450 475 500 525 550 575 600 625 650
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molecules

Acquisition Parameter

Source Type  ESI lon Polarity Positive Scan Begin

50 m/z

Scan End

2200 m/z

Intens.

x10%

214.
6

276.12
0 - - i

100

500

Acquisition Parameter

Source Type ESI lon Polarity  Positive Scan Begin

50 m/z

Scan End

2200 m/z

Intens.

x104

214.1095

215.1187

ul

2094._]737 211,0992 213.1013

0 Y r

217.1051

216.1243 A

219.0509

+MS, 0.4-0.4min #24-25|

224.1264
223.0825
2= A

206 208 210 212 214 216

Meas. m/z #
214.1095 1

lon Formula

m/z  err [ppm]
C11H12N5

mSigma # Sigma  Score
214.1087 38 153

.8 1 100.00 8.5 even

78

rdb e” Conf

218

N-Rule
ok
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222 224 mz



molecules

RAE-21 5 A
% N

*H NMR (ppm, 600 MHz, DMSO-d6) 5 8.12 (d, J =4.6 Hz, 1H) NH, 8.10 (dd, J =8.3, 1.0
Hz, 1H) CH 9, 7.63 (dd, J =8.1, 1.3Hz, 1H) CH 6, 7.45 (td, J = 7.4, 1.2 Hz, 1H) CH 7, 7.31
(td, J =8.5, 1.4 Hz, 1H) CH 8, 3.03 (s, 3H) CH; NHCH3, 3.03 (s, 3H) CH; 1".

8.11

\.7.63

w
2
=

\

& 8 & 8 8
S = s ] =
T T T T T T T T T T
82 81 80 79 78 77 76 75 74 73
f1 (ppm)

88
%
RAE-21 83
SR34 e
\/
!
ST
8

3
T T T

T
315 3.10 3.05 3.00
f1

T T T T

295 290 285 280

(ppm)

i

A e
™ i B
33 838 8
8S S88 3
T T T T T T T T T T T T T T T T T
8.5 8.0 75 7.0 6.5 6.0 5.5 5.0 4.5 4.0 35 3.0 25 2.0 15 1.0 0.5
f1 (ppm)
S 2% 5w gi8a 3 @ 2
PR3t £= 55 §EE8 2 5 z
Fd |1 NEN | | |
“C NMR {ppm, 150 MHz, DMSO-d6) & 148.3 C1, 146.4 C4, 139.7 C3a, 137.8 C5a, 127.1
C7,126.2 C6, 123.5 C9a, 122.9 €8, 115.8 €9, 27.3 NHCH;, 145 C1',
RAE-21 g g g e 4% R= =
SR3* E 2 g8 B 58 24 2
(. 1| S
[ 1 !
A, sl .- -
150 145 140 135 130 125 120 115
f1 (ppm)
1
I I 1
|
] 1 |
1 L “ JJ J i |
T T T T T T T T r T T T T T T
160 150 140 130 120 110 100 90 80 70 60 50 40 30 20 10
f1 (ppm)
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S34. 1-(3,4-dimethoxyphenyl)-[1,2,4]triazolo[4,3-a]quinoxalin-4-amine (16j).
HSS T3pept100A 1,8microns 50x2,1mm UPLC/MS SQD2 09-Mar-2022
14:33:43
SR25P1 1: Scan ES+
214 322
1007 1.70e9
[ ] Es
0 T T T T T T T T T T T T T T T T T T
0.50 1.00 1.50 2.00 2.50 3.00 3.50 4.00 4.50
SR 25 P1 2: Diode Array
214 Range: 1.956e+2
1.5e+2
o 1.0e+273
< 3
5.0e+14
i 02 J
Oc T T T T T T T T T T T T T T T T T T
0.50 1.00 1.50 2.00 2.50 3.00 3.50 4.00 4.50
SR 25 P1 1: Scan ES+
: 214 TIC
4.55e9
Ed
2.06
X 347 4.38
DLOO 1.85 N 2.63 A W P o
5 T ¥ 4 T T T T T T T T T T T T T T T Time
0.50 1.00 1.50 2.00 2.50 3.00 3.50 4.00 4.50
UPLC MS 09-Mar-2022
14:33:43
SR 25 P1 614 (2.139) Cm (610:622) 1: Scan ES+
06 3222 1.34e8
323.3
LIS
24.3
E‘“ 3 3854
o L I m/z
T T T T T T T T T £ T T T 5 T T T T T T T
100 125 150 175 200 225 250 275 300 325 350 375 400 425 450 475 500 525 550 575 600 625 650
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molecules MoPY

Acquisition Parameter

Source Type  ESI lon Polarity Positive Scan Begin 50 m/z Scan End 2200 m/z
Intens. |
x104
322.13
64
44
2
215.13
173, 283.12 522.08 643.25
0 — 142.'09...10‘81A-I‘L1I. TP S NI h“lm e . 1\ - A
100 200 300 400 500 600 m'z
Acquisition Parameter
Source Type ESI lon Polarity  Positive Scan Begin 50 m/z Scan End 2200 m/z
Intens. +MS, 0.4min #21
x105
1.0
0.8 322.1308
0.6
0.4
323.1326
0.2
324.1344 327.0086 329.0056
0.0 T T T T . T A T &
316 318 320 322 324 326 328 miz
Meas.m/z # lonFormula m/z err[ppm] mSigma #Sigma Score rdb e  Conf N-Rule
322.1308 1 C17H16N502 322.1299 -3.0 458 2 100.00 125 even ok
2 C16H20NO6 322.1285 72 59.0 3 26.15 7.5 even ok
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74

75

7.6

77

f1 (ppm)

=INE
=00E

bOT
S
€0z
m.‘hm.a
ST
£201
$ET

3.0 2.5 2.0 1.5 1o 0.5

3.5

7.0 6.5 6.0 5.5 5.0 4.5 4.0
f1 (ppm)

75

8.0

1965
i85
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ol molecules

S35. 4-(4-(methylamino)-[1,2,4]triazolo[4,3-a]quinoxalin-1-yl)benzene-1,2-diol (17a).
HSS T3pept100A 1,8microns 50x2,1mm UPLC/MS SQD2 09-May-2022
12:10:18
SR 20 prep 1: Scan ES+
195 308
1004 1.94e8
[ ] B
L 364
c » T T T k ] AIA T T T II T T T ; T T T
0.50 1.00 1.50 2.00 2.50 3.00 3.50 4.00 450
SR 20 prep 2: Diode Array
1.5e+1 0.25 Range: 2.311e+1
1.0e+1
E 1.95
= 5.03
< _
0.0
5.0
- T T T T T T T T T T T T T T T T T T T
0.50 1.00 1.50 2.00 250 3.00 3.50 4.00 450
SR 20 prep 1: Scan ES+
_ 288 3,03 3.193.34 TIC
230 249 270 138 e 872 2,949
1.942.08 226 . .84
1.8: .91
1.76 4.05
4.10
=®
32 t T T T T T T T T T T T T T T T T T T Time
0.50 1.00 1.50 2.00 2.50 3.00 3.50 4.00 4.50
UPLC MS 09-May-202
12:10:1
SR 20 prep 450 (1.943) Cm (446:459) 1: Scan ES+
05 308.2 9.26¢6|
308.0
=~
208.1 309.3
307.7]
330.2
3104 346.3 371.2 3039
0- s AR . i o o " m/z
200 220 240 260 280 300 320 340 360 380 400 420 440 460 480 500 520
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molecules

SR 20 purif2 2: Diode Array

192 _ Range: 3.641e+1

3 516143 Area

26e+1 Time Height Area  Area%

3 1.92 25032500 51614259 96.27

24e+14 218 851130 1566596 292

E 219 402730 4349.98 0.81
2.2e+14
2 0e+14
1.8e+15
1.6e+14
1.4e+14
1.2e+14
1.0e+14
- 3
< 804

6.4 ‘

404 | 218
204 I
72.5@—77¥JJ

20 J}
E |
-4.04 I[
8.05 I‘
-8.04 U
E T T T T T T T T T T T T T T Time
0.50 1.00 1.50 2.00 2.50 3.00 3.50 4.00 450
Acquisition Parameter
Source Type ESI lon Polarity Positive Scan Begin 50 m/z Scan End 2200 m/z
Intens.
x104
308.11
G..
4
24
215.12
173.08 283.12 522.08
. B SO WP ¥ VWG U | OO . 1 , N
100 200 300 400 500 600 700 m/z

84



molecules

Acquisition Parameter

Source Type  ESI lon Polarity  Positive Scan Begin 50 m/z Scan End 2200 m/z
Intens. +MS, 0.3min #16|
x104
B.
308.1146
6_
44
2.
309.11
0 J \ 310.1199
305 306 307 308 309 310 31 312 miz
Meas. m/z # lonFormula m/z err[ppm] mSigma #Sigma Score rdb e  Conf N-Rule
308.1146 1 C16H14N502 308.1142 1.3 6.6 1 100.00 125 even ok
AR il 2 =R9Zs: =
\ [ NSNS 1

‘H NMR (ppm, 600 MHz, DMSO-d6) & 8.89 (s, 1H) NH, 7.69 (d, / =8.0 Hz, 1H) CH 9,
7.41(t, J=7.7 Hz, 1H) CH8, 7.34 (d, /= 7.8 Hz, 1H) CH &', 7.12 (t, = 7.6 Hz, TH) CH 7,
7.04 (d, J=1.6 Hz, 1H) CH 2!, 7.00—6.96 (m, 2H) CH 5'/6', 3.12 (d, J = 3.7 Hz, 3H)

NHCH:.
g = 5 o i3
| (- I A
1
| |
|
I
T I—‘ T T d‘\ = T T —.| = T .
78 7.7 7.6 75 7.4 7.3 72 71 7.0
fL (ppm)
|
I
—_— U i) JL _J_A
T L g i T
T T T 7 T T T T T T T T T T T T T T T
9.5 2.0 8.5 8.0 75 7.0 6.5 6.0 5.5 5.0 4.5 4.0 35 3.0 25 2.0 1.5 1.0 0.5
f1 {ppm)
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N Z
4 molecules MDPI

RAI-22

71

14787
146.18
=14577
—13953
12741
124.84
123.14
12293
116,13
11560
27.95

7
A

—12136

118.44
ine an
N

——150

i
¥

B NMR (ppm, 150 MHz, DMS0O-d6) § 150.7 C1land C3' or 4', 147.9C3' or4', 146.2 C4,
145.8 C3a, 139.5C5a, 127.4 C8, 124.8C9, 123.1 €93, 122.9C7,121.4 C6', 118.4C1',
116.9C2', 116.1 C5', 115.6 C6, 27.9 NHCH,.
RAF22Z 2 % da 8 x e
= 5 bae e T
| | v | Py
|
]
! I
1
|
[ IL'
T T T T T T T T T T T T
m 130 128 126 124 122 120 118 116
i | ‘ i f1 (ppm)
I |
i Ll |
l 4 . " ). g L hi " L

T T T T T T T T T T | T T T T
150 140 130 120 110 100 90 80
f1 (ppm)
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