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NMR spectra

1.

'H NMR of compound 2 in DMSO-ds
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13C NMR of compound 2 in DMSO-ds
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'H NMR of compound 3 in DMSO-ds
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13C NMR of compound 3 in DMSO-ds
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F NMR of compound 3 in DMSO-ds
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'H NMR of compound 4a in DMSO-ds

€17
TEE'T W
6vET

T6b°C
96¥°¢C
00S°¢
S08°C
0158°C
81S§°¢
€¢S°¢

Tee —

L9€
S8EY
£0v'y
0cy'y

6€C° L —

€68°L
6L
[4ira]
L1278

PP 1T —

COOEt

N

ZT

@

6€£C°L —

€68°L ~_
6L

0T'8 ~
2178~

82 80 78 76 74 72 7.0 68
f1 (ppm)

8.4

6t

Foors

Wum.o
Tm.o

25 20 15 10 05 0.0

3.0

6.0 55 50 45 40 35

6.5
f1 (ppm)

90 85 80 75 7.0

12.5 11.5 10.5 9.5

13.5



'H NMR of compound 4b in DMSO-ds

ﬁ R QR8RS ¥ S TINLTS
~ Q@ QMMM T MmOmnmM gl wn mmmnemneam
- NNNNNNDN A ol o - S - o™ o~ v v e v
N g2 g
C[N COOEt
T
N @]
H
|
I ‘
| ] JL ]
. L J
(=)} ()]} (<)} o B
=] =] - N ~
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 T T T T T T T T T T T T T T T T T
14.5 13.5 12.5 11.5 10.5 95 90 85 80 75 70 65 60 55 50 45 40 35 3.0 25 20 15 1.0 0.5 0.0

f1 (ppm)



'H NMR of compound 5a in DMSO-ds

SLET
€6€'T

TP'T v

L6¥'C
Sm.wk

gQc-

05¢
T18°¢ N
S1§°¢

th
3
o
o

6L’y
L6V'Y
SIS’y
€ESY

r4YAVA
e,
$06

2228

T09'8
¥09°8
0298
€798

eL’L
|17V /

€SL°L
TLLL \

vee's
£20°8
SvT'8
8vC'8

1098
+09°8
0298
€798

A=

7.8

6°0

=

60

k-

0T

L

7.6

{

8.4 8.2
f1 (ppm)

8.6

8.8

Fot

Fse0

0.0

0.5

11.5 11.0 105 100 95 90 85 80 75 70 65 60 55 50 45 40 35 3.0 25 20 15 1.0
f1 (ppm)

12.0

10



13C NMR of compound 5a in DMSO-ds
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'H NMR of compound 5b in DMSO-ds
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13C NMR of compound 5b in DMSO-ds
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'H NMR of compound 6 in DMSO-ds
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13C NMR of compound 6 in DMSO-ds
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'H NMR of compound 7 in DMSO-ds
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13C NMR (JMOD) of compound 7 in DMSO-ds
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'H NMR of compound 8 in DMSO-ds
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HRMS spectra

HRMS spectrum of compound 7
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Plate-forme de Spectrométrie de Masse Haute Résolution

Analysis Info

Sample Name  CBL254A
Analysis Nama  X088388CYC.d

Apquisition Date
Instrument / Ser#
Method

27/04/2022 14:00:38
maXis 255552.00086
Pasitif.m

Acquisition Parameter

Saurce Type ESI lan Paolanty Positive Sat Nebulizer 0.6 Bar
Bean Begin 50 miz Set Caplllary 4500 W Set Dry Heater 200 C
Scan End 3000 miz Set Collision Cell RF - 18000 Vpp Sat Dry Gas 7.0 Umin
Intans. M5 0.21-0.38min #12-23, -Peak Bkgnd
x105 1
*
387452
1.5
1.0
1+
4 1l 10
%51 rarsses "
466.1893 1
lll “ 270.0033 | l cs4538 BES 3581
ool il bl o dlbfgl,  see qages
200 400 600 800 1000 miz
Intens. g XOBEIBECTC d: +MS, 0.21-0.39min #12-23, -Peak Bkgrnd]
%108 1+
3874452
1.5
1.0
i+
0.5 3883483
1+
| 389.1520
o, h
w0° Q. CuMahlDy, 3871452
1+
387.1452
1.57
1.0
1+
0.5 3841482
1+
3891509
0.0 T T — T
3ara 3875 368.0 388.5 389.0 3895 390.0 3905 miz
Meas.m/z  z # lonFormula miz err[ppm] mSigma rdb e Conf
1BB.201022 1+ 1 C11HZENO 166200881 0.7 63 00 even
3BT.145164 1+ 1 C22H19M403 387145167 0.0 133 160 ewven
400127415 1+ 1 C22H18MANEO0S 408127111 07 343 160 even
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HRMS spectrum of compound 8
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Plate-forme de Spectrométrie de Masse Haute Résclution

Analysis Info Acquisition Date 06/07/2022 12:14:30
Sample Mams  CBL323b Instrumeant / Ser# maXis 255552 00085
Analysis Name  X067719CYC_13073.d Method Pasitil.m
Acquisition Parameter
Source Type ESl lon Polanty Positive Sat Nebulizer 0.6 Bar
Scan Begin 50 miz Set Caplllary 4500V Sat Dry Heater 200 °C
Scan End 3000 miz Sei Collision Cell RF 1800.0 Vpp Set Dry Gas 7.0 ¥min
Im.i «MS, 0.22-024min @13-14, Background Subtracted (#7-§
=0
.
&
4
24
107.0409
o . J '!EE.BEI'L? ;
100 200
“'"2"5‘- 1 XDETTLACYE_13073.4: +M5, 0.22-0 2 4min #13-14, Backgrownd Subtracted (#7-8)
x10%] *
358140
&
4
1+
2 1601168
i+
- 360.3223 ILIE
x10¥ B CaoHishlD,, 3501139
51 381139
B4
4
1+
2 360.1169
1+
361.1185
0. X T T T T - Y Y T T
358.0 3585 3600 360.5 361.0 3615 620 3625 m'z
Meas.miz  z # lonFormula mfz er[ppm] m3igma rdb e Conl
315124020 1+ 1 C19H1SMNAO 315.124038 0.0 148 150 even
350114011 1+ 1 C20H15M40G 350.113867 04 128 180 even
376250804 1+ 1 C21H34MN30G 376.259468 09 225 7.0 even
3B81.095804 1+ 1 C20H14M4AN=03  361.095811 02 268 180 even
308241418 1+ 1 G21H3IN3N=03 398241413 00 4.8 7.0 even
400175862 1+ 1 G23H25M205 408.175788 02 8.5 130 even
431157745 1+ 1 C23H24MNZMa05 431157743 00 157 130 even
447346736 1+ 1 CEBEHATO4 447 345866 0.3 1085 &0 even
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