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TG641

Samplo Name: Agilent Technologies
TG641

Data Collected on:
morcury400-mercuryd00

Archive directory:
/home/vnmr1/vamrsys/data

Sample directory:
TG641_20230121_01

FidFile: PROTON_02

Pulse Soquonce: PROTON (s2pul)
Solvent: dmso
Data collected on: Jan 21 2023

Temp. 35.0 C / 308.1 K
Operator: vamrl

Relax. delay 1.000 sec
Pulse 45.0 degroes

Acq. time 2.559 sec

Width 6402.0 Hz

32 repetitiens

OBSERVE H1, 400.1759761 MHz
DATA PROCESSING

PT sizo 32768

Total time 1 min 57 sec
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Figure S1: '"H-NMR spectrum of 2
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TG641
Agilent Technologies

Sample Name:
TG641

Data Collected on:
morcury400-morcuryd00

Archive directory:
/home/vnmr1/vamrsys/data

sample directory:
TG641_20230121_01

FidFilo: CARBON_O1

Pulse Sequence: CARBON (s2pul)
Solvent: dmso
Data collected on: Jan 21 2023

Tomp. 35.0 € / 308.1 K
Operator: vamrl

Rolax. delay 1.000 sec
Pulse 45.0 degrees

Acq. time 1.550 sec

Width 21141.6 Hz

1000 ropotitions
OBSERVE C13, 100.6243846 MHz
DECOUPLE H1, 400.1779555 MHz
Power 38 dB

continuously on

WALTZ-16 modulated

DATA PROCESSING

Line broadening 0.5 Hz

FT size 65536

Total time 44 min

L L I B I I I L L

180 160 140 120 100 80 60 40 20 0 ppm

Figure S2: C-NMR spectrum of 2

TGe41 3: Diode Array
303 Range: 2.259
15:
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Single Mass Analysis =
Tolerance =5.0 PPM / DBE: min =-15, max = 50.0 |
Element prediction: Off |
Number of isotope peaks used for i-FIT = 3 =
Monoisotopic Mass, Even Electron lons |
25 formula(e) evaluated with 1 results within limits (up to 50 closest results for each mass) 5
Elements Used -
Mass | Calc. Mass [ mDa | PPM [ DBE [ Formula li-Fm [i-Fmuorm) | ¢ | H [N o] a]
369.1005 369.1006 01 -03 125 (C20 H1& N2 Q3 CI 3865 00 20 B 2 3 1
TGE41 222 (3.182)
TOF MSES+
1.45e+005
100 369.1005
o 371.1018
L
4101300
e 4121261 7371018
o 163.1366249.1965 594 5592 3687809 | 4131282 4731382 5652151 5112010 013204 7356764 | 742 1881 _790.6254 8995767 254263 .
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Figure S3: HRMS spectrum of compound 2
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TG643

Sample Name:
TG643
Data Collected on:
morcuryd00-mercuryd00
Archive directory:
/home/vnmr1/vnmrsys/data
samplo directory:
TG643_20230122_01
FidPile: PROTON_02

Pulse Sequence: PROTON (s2pul)
Solvent: dmso

Data collected on: Jan 22 2023

Temp. 35.0 C / 308.1 K
oOperator: vamrl

Rolax. dolay 1.000 sec
Pulse 45.0 degroes
Acq. time 2.559 sec
Width 6402.0 Hz
32 repetitions
OBSERVE  H1, 400.1759761 MHz
DATA PROCESSING
FT size 32768
Total time 1 min 57 sec

A oo
LN e e ) e
13 12 11 10 9 8 7 6 5 4 3 2 1 o] -1 ppm
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Figure S4: '"H-NMR spectrum of 3
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TG643

Sample Name:
TG643
Data Collected on:
mercuryd00-mercury400
Archive directory:
/home/vnmrl/vnmrsys/data
sample directory:
TG643_20230122_01
FidFile: CARBON_01

Pulse Sequence: CARBON (s2pul)
Solvent: dmso
Data collected on: Jan 22 2023

Temp. 35.0 C / 308.1 K
Operator: vamrl

Rolax. delay 1.000 sec
Pulse 45.0 degrees

Acq. time 1.550 sec

Width 21141.6 Hz

2000 ropetitions

OBSERVE C13, 100.6243839 MHz
DECOUPLE H1, 400.1779555 MHz
Power 38 dB

continuously on

WALTZ-16 modulated

DATA PROCESSING

Line broadening 0.5 Hz

FT size 65536

Total time 1 hr, 28 min

ok

HH J J

Agilent Technologies
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: 13
Figure S5: °C-NMR spectrum of 3
o843 3 Diode Array
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Single Mass Analysis =
Tolerance = 5.0 PPM / DBE: min =-1.5, max = 50.0
Element prediction: Off
Mumber of isotope peaks used for i-FIT =3 1=
Monoisotopic Mass, Even Electron lons ‘ ‘
54 formula(e) evaluated with 1 results within limits (up to 50 closest results for each mass) g |
Elements Used: -
Mass | Calc. Mass | mDa [ pem [ DBE [ Formula [iFm [ifmom) [ ¢ [ H N[0 F]
3531285  353.301 16 45 125 (20 HI8 N2 03 F 4136 00 0 18 2 3 1
TGE43 204 (2.914)
1. TOF WS ES+
1.548+005
oo 353.1285
o]
354.1352
.394.1573
117.0745 163.1339 286.1958 SR 5912491 6373235 7052534 7413011 8031989 8493808
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Figure S6: HRMS spectrum of compound 3
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TG642

Sample Name:
TG642
Data Collected on:
mercury400-mercury400
Archive directory:
/home/vnmr1/vnmrsys/data
sample directory:
TG642_20230121_01
FidFilo: PROTON_02

Pulse Sequence: PROTON (s2pul)
Solvent: dmso
Data collected on: Jan 21 2023

Temp. 35.0 C / 308.1 K
Operator: vamrl

Relax. delay 1.000 sec
Pulse 45.0 dogroes
Acq. time 2.559 sec
Width 6402.0 Hz
32 repetitions
OBSERVE H1, 400.1759761 MHz
DATA PROCESSING
FT sizo 32768
Total time 1 min 57 sec

L u

Agilent Technologies
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Figure S7: 'H-NMR spectrum of 4
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TG642

Sample Name:
TG642

Data Collected on:
mercuryd00-morcuryd00

Archive directory:
/home/vnmrl/vamrsys/data

sample directory:
TG642_20230121_01

FidFilo: CARBON_O1

Pulse Sequence: CARBON (s2pul)
Solvent: dmso
Data collected on: Jan 21 2023

Temp. 35.0 C / 308.1 K
Operator: vamrl

Relax. delay 1.000 sec
Pulse 45.0 degrees

Acq. time 1.550 sec

Width 21141.6 Hz

1256 ropetitions

OBSERVE C13, 100.6243846 MHz
DECOUPLE H1, 400.1779555 MHz
Power 38 dB

continuously on

WALTZ-16 modulated

DATA PROCESSING

Line broadening 0.5 Hz

PT sizo 65536

Total time 55 min

Agilent Technologies

L L I L L

20 0 ppm

180 160 140 120 100 80 60

Figure S8: *C-NMR spectrum of 4

TGe42
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40

3: Diode Array
Range: 2.633%-1
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650
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Single Mass Analysis

Tolerance = 5.0 PPM / DBE: min =-1.5, max = 50.0

Element prediction: Off

Number of isotope peaks used for i-FIT = 3

Monoisotopic Mass, Even Electron lons

25 formulaie) evaluated with 1 results within limits (up to 50 closest results for each mass)

Elements Used:

J Calc. Mass | mDa | PPM | DBE ]Formula

Mass

[iFm [i-Fmorm) [ ¢ [ H [N[o[a]
3831180 3831162 18 47 125 CAHHONZ O3 O 326 00 oW 2 3 1

TGE42 121(1.739)
1. TOF MS ES~+

100- 383.1180

3851167
e
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Figure S9: HRMS spectrum of 4
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TG644

Sample Name:
TG644

Data Collected on:
mercury400-mercury400

Archive directory:
/home/vnmr1l/vnmrsys/data

samplo directory:
TG644_20230122_01

FidFilo: PROTON_02

Pulse Sequence: PROTON (s2pul)
Solvent: dmso
Data collected on: Jan 22 2023

Temp. 35.0 C / 308.1 K
oOperator: vamrl

Relax. delay 1.000 sec
Pulso 45.0 dogrees

Acq. time 2.559 sec

Width 6402.0 Hz

32 ropetitions

OBSERVE H1, 400.1759761 MHz
DATA PROCESSING

FT sizo 32768

Total time 1 min 57 sec

.

Agilent Technologies
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Figure S10: '"H-NMR spectrum of 5
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TG644

Sample Name:
TG644
Data Collected on:
morcury400-morcury400
Archive directory:
/home/vnmr1/vnmrsys/data
sample directory:
TG644_20230122_01
FidFile: current

Pulse Sequence: CARBON (s2pul)
Solvent: dmso
Data collected on: Jan 22 2023

Temp. 35.0 € / 308.1 K
oOperator: vamrl

Rolax. delay 1.000 sec
Pulse 45.0 degroes

Acq. time 1.550 sec

Width 21141.6 Hz

1984 ropetitions

OBSERVE C13, 100.6243846 MHz
DECOUPLE H1, 400.1779555 MHz
Powor 38 dB

continuously on

WALTZ-16 modulated

DATA PROCESSING

Line broadening 0.5 Hz

FT size 65536

Total time 1 hr, 28 min

N

- Agilent Technologies

A N

i ol

LJLJNL L I L L O L L I L O

180 160 140 120 100 80 60

Figure S11: “C-NMR spectrum of 5

TGe44

20e-t
1.50-1
1.0e-1

5002
323

40 20 0 ppm

3: Diode Array
Range: 2.941e-1

050 075 100 125 175 200 225 250 275 300 325 350 375 400 425 450 475 500 575 600 625

Single Mass Analysis

Tolerance = 5.0 PPM / DBE: min =-1.5, max = 50.0

Element prediction: Off

Number of isotope peaks used for i-FIT = 3

Monoisotopic Mass, Even Electron lons

10 formulale) evaluated with 1 results within limits (up to 50 closest results for each mass)

Elements Used:

650 675 700 7.25 7.50 7.75 800 825 B850 875 900 9.25

Mass | Calc. Mass j mbDa 1 PP ] DBE ] Formula

[irm [iFmmmom) [ ¢ [ H [N[o]a]
3831162 383il62 00 00 125 C21 H20 N2 03 CI 044 00 A W 2z 3 1

TGE44 127 (1.815)
1:TOF MSES+

100 383.1162

% 386.1145
b1

4241423

J‘I? 0745 ;63.1355 4271314 §B1.0879

2561628

227.9814 2 3827002 6512455

579.2277 523.2369

8.04e+004

765.2247 7853113 863.1910.883.2645927 3068
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T TETInT T T T T T T T T
725 750 775 800 825 850 875 900 925 950 975

Figure S12. HRMS spectrum of 5
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C><)
BRUKER
(<D

Current Data Parame
NAME T
EXPNO

PROCNO 1

F2 - Acquisition
Date_ 2
Time

500.1330

T T T T T T T T
15 14 13 12 11 10 9 8 7 6 5 4 3 2 1 0 -1 -2 ppm

TG613.3.fid —

NOWVWOUTITAN—HOOOVOVON—=HAAAANOWITANDNO T T VOWMAN O T MM -EMOoONTN—=HOON

RN QANRRRRLRRNNNCQEONININT Y T RN R EEDE ® @ HHHO@NRNNRNR©
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o oocooooo © o o o o o~
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Figure S13: '"H-NMR spectrum of 7

© 2023 ACG Publications. All rights reserved.

10



C><)
BRUKER
Lo

Current Data Parameters
NAME TG613
EXPNO 2
PROCNO 1
F2 - Acquisition Parameters
Date 20220728
Time™ 10.41 h
INSTRUM Avance
PROBHD  2151574_0038 (
PULPROG Tzgpg30
D 65536
SOLVENT DMSO
NS 818
DS 4
SWH 30120.482 Hz
FIDRES 0.919204 Hz
aQ 1.0878977 sec
RG 101
DW 16.600 usec
DE 6.50 usec
TE 298.9 K
D1 2.00000000 sec
D11 0.03000000 sec
TDO 1
SFO1 125.7703643 MHz
NUC1 13c
PO 3.33 usec
P1 10.00 usec
PLW1 85.18099976 W
SFO2 500.1320005 MHz
NUC2 1H
CPDPRG[2 waltz65
PCPD2 80.00 usec
PLW2 24.04299927 W
PLW12 0.24043000 W
PLW13 0.12093000 W
F2 - Processing parameters
SI 32768
SF 125.7577885 MHz
WDW EM
‘ l u SSB [
I 1B 1.00 Hz
. GB 0
PC 1.40
T T T T T T T T T T T
200 180 160 140 120 100 80 60 40 20 0 ppm
: 13
Figure S14: >C-NMR spectrum of 7
6613 270123 3: Diode Array
172 Range: 4.529-1
3.0e-1
B
< 20et
1.0e-1
070 32
o0 ' 00 1k 200 250 300 sb0 | 400 40 500 | 55 | 600 | 650 | 700 | 750 ' 800 &5 900 ' 85 ' 1000
Single Mass Analysis =
Tolerance = 5.0 PPM / DBE: min = -1.5, max = 50.0
Element prediction: Off
Number of isotope peaks used for i-FIT =3 E
Monoisctopic Mass, Even Electron lons |
33 formulaie) evaluated with 1 results within limits (up to 50 closest results for each mass)
Elements Used -
Mass [ Cale. Mass | mDa [ PM [ DBE [ Formula [i-rm [ifmom) [ ¢ [ H N[O F]
431.1575 4311583 08 -19 125 (23 H2Z2N203PR 3347 00 23 2 2 3 3
i
TG613_270123 103 (1.472)
1:TOF MS ES+
1.528+005
100 431.1575
%
4321634
43316588
. ;17.0751 }531365227 9804244 1248 g 156Q430.9953 - 520 0757 548 1825 613 1580\ 5400515 991.19177552307 821.3423 861.3043 EQ?.‘I??W §59 1940 "
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 f I T 1 T AL
100 150 200 250 200 350 400 450 500 550 600 650 700 750 800 850 900 950 1000
For Help, press FL [ 2

Figure S15: HRMS spectrum of 7
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C><)
BRUKER
LX)

Current Data Parameters
NAME BYZ38
EXPNO

PROCNO

)

F2 - Acquisitic

3
500.1300000 MHz

EM
0
. 0.30 Hz
o
lI c 1.00
T T T T T T T T T T T T T T T T T
15 14 13 12 11 10 9 8 7 6 5 4 3 2 1 0 -1 -2 ppm
BYRBRfiE N T8RN NE AR 5§ 2R LSRR
o LOIT T A —HO O 0®PDOO o] on © O QUOUT N O
3B SSSORNRARBBBRIN 5 @ % Rk
0 COOWOWOWWMNIMNININININININN (2] on o~ ANANAN A
TS e N N
Mo
T T gt B i A T T T
g N~ DM 0N - ~ o © © n N
> 555 335559 > S S S = ° N
3 P e e S < & N NI
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8.5 8.0 7.5 7.0 6.5 6.0 45 4.0 35 3.0 25 2.0

55 5.0
f1 (ppm)

Figure S16: '"H-NMR spectrum of 8
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BYZ38_270123

BYZ-38

sample Namo:
BYZ-38

Data Collected on:
mercuryd00-morcuryd00

Archive directory:
/home/vnmr1/vnmrsys/data

Sample directory:
BYZ-38_20230120_01

FidFile: CARBON_O1

Pulso Sequence: CARBON (s2pul)
Solvent: dmso
Data collected on: Jan 20 2023

Tomp. 33.0 C / 306.1 K
Operator: vamrl

Rolax. delay 1.000 sec
Pulse 45.0 degrees

Acq. time 1.550 sec

Width 21141.6 Hz

2000 repetitions

OBSERVE C13, 100.6243826 MHz
DECOUPLE H1, 400.1779555 MHz
Power 38 dB

continuously on

WALTZ-16 modulated

DATA PROCESSING

Line broadening 0.5 Hz

FT size 65536

Total time 1 hr, 28 min

Agilent Technologies

LN L I L L I L L L

0 ppm

180 160

4.0e-1
3.0e-1
2.0e-1

1.0e-1

140 120 100 80 60 40

Figure S17: C-NMR spectrum of 8

20

3: Diode Array
Range: 5.434e-1

10.00

Single Mass Analysis
Element prediction: Off

MNumber of isotope peaks used for i-FIT =3
Monecisotopic Mass, Even Electron lons

Elements Used:

Tolerance = 5.0 PPM / DBE: min =-1.5, max = 50.0

18 formula(e) evaluated with 1 results within limits (up to 50 closest results for each mass)

11

Mass

] Calc, Mass ] mDa ] PPM ] DEBE J Formula

[irr [i-Amorm) | ¢ [ H [ N[0 [a]
2 oz 2 3 1

3971338 3971319 19 48 125

C22 H22 N2 03 I

3352 00

BYZ38_270123 119 {1.701)
1. TOF MSES+

100

163.1292 185.1101 227 9320
L H i

397.1328

399.1327
i

709.3207
pa

3932215 5[IEI 1200
o 1 i57 2177 ;14 2087 579.2208 515 2393 681.2781
TETT T T

793.2516

831.2352
2
=T

893.2147 953.1674
€t .
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T0e+004

| iz
1000

0 1LY 1Y 43! 1" T 1 T
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For Help, press FL
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Figure S18: HRMS spectrum of 8
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Current Data Parameters

NAME TGE16
EXPNO 4
PROCNO it

F2 - Acquisitio

INSTRUM
PROBHD  2151574_
PULPROG

10000.000 Hz
0

305176 Hz

SSB 0
LB 0.30 Hz
GB 0

T T T T T T T T T T
%5 14 13 12 11 10 9 8 7 6

,_,,_
e
w
N
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=)

'
-

'
R

k]

o
3

TG616.4.fid —
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Figure S19: '"H-NMR spectrum of 9
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<)
BRUKER
(<)

Current Data Parameters

NAME TG616
EXPNO 2
PROCNO i
F2 - Acquisition Parameters
Date_ 2022072
Time 12.02 h
INSTRUM Avance
PROBHD 2151574_0038 (
PULPROG zgpg30
TD 65536
SOLVENT DMSO
NS 1300
DS 4
SWH 30120.482 Hz
FIDRES 0.919204 Hz
AQ 1.0878977 sec
RG 101
DW 16.600 usec
DE 6.50 usec
TE 299.7 K
D1 2.00000000 sec
D11 0.03000000 sec
TDO 1
SFO1 125.7703643 MHz
NUC1 13c
PO 3.33 usec
Pl 10.00 usec
PLW1 85.18099976 W
SFO2 500.1320005 MHz
NUC2 1H
CPDPRG[2 waltze5
PCPD2 80.00 usec
PLW2 24.04299927 W
PLW12 0.24043000 W
PLW13 0.12093000 W
F2 - Processing parameters
SI 32768
SF 125.7577885 MHz
WDW El
SSB 0
LB 1.00 Hz
B 0
PC 1.40
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Figure S20: "C-NMR spectrum of 9
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Figure S21: HRMS spectrum of 9
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