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TG641

Sample Mame:
TG641
Data Collocted on:
morcuryd00-morcuryd00
Archive directory:
/homo/vnmrl/vamrsys/data
sample directory:
TG641_20230121_01
PidPile: PROTON_02

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

Temp. 35.0 C / 308.1 K
Oporator: vamrl

Relax. delay 1.000 sec
Pulse 45.0 degrees

Acq. timo 2.559 see

Width 6402.0 Hz

32 repetitions

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

Samplo Namo:
TG641

Data Collocted on:
morcuryd00-morcuryd00

Archive directory:
/home/vnmrl/vnmrsys/data

Sample directory:
TG641_20230121_01

FidFile: CARBON_O01

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

Tomp. 35.0 C / 308.1 K
Oporator: vamrl

Relax. 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

Lino broadening 0.5 Hz

FT size 65536
Total time 44 min

180 160 140 120 100 80 60

Figure S2: *C-NMR spectrum of 2

40

Agilent Technologies

20

0 ppm

o641 3: Diode Array
30 Range: 2.259
15
2,
5061
025 050 075 100 125 150 15 200 225 250 275 300 325 350 375 400 425 450 475 500 525 550 575 600 625 650 675 700 725 750 745 800 825 850 875 900 925
Single Mass Analysis =
Tolerance = 5.0 PPM / DBE: min = -1.5, max = 50.0
Element prediction: Off
MNumber of isotope peaks used for i-FIT = 3 E
Monoisotopic Mass, Even Electron lons
25 formulaie) evaluated with 1 results within limits (up to 50 closest results for each mass)
Elements Used -
Mass | Calc.Mass | mDa | PPM [ DBE | Formula [i-rm [ifrmermy | ¢ [ H [n[o]a]
369.1005 369.1006 -01  -03 125 C20 HI8 N2 O3 CI 3865 00 20 18 2 3 1
TGG41 222 (3.182)
1. TOF MS ES+
1.45e+005
100 369.1005
% 3711018
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Figure S3: HRMS spectrum of compound 2
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TG643

Sample Name:
TG643
Data Collected on:
mercuryd00-mercuryd00
Archive directory:
/home/vnmrl/vnmrsys/data
sample directory:
TG643_20230122_01
FidFile: PROTON_02

Agilent Technologies

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

Tomp. 35.0 C / 308.1 K
Oporator: vamrl

Relax. delay 1.000 sec
Pulso 45.0 dogroos
Acq. time 2.559 sec
Width 6402.0 Hz
32 ropetitions
OBSERVE H1, 400.1759761 MHz
DATA PROCESSING
PT size 32768
Total time 1 min 57 sec
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Figure S4: *H-NMR spectrum of 3
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TG643
Agilent Technologies

Sample Name:
TG643

Data Collectod on:
morcuryd00-mercury400

Archive directory:
/home/vnmr1/vnmrsys/data

sample directory:
TG643_20230122_01

FidFile: CARBON_O1

Pulso Soquonco: CARBON (s2pul)
Solvent: dmso
Data collectod on: Jan 22 2023

Tomp. 35.0 C / 308.1 K
Oporator: vmmrl

Rolax. delay 1.000 sec
Pulse 45.0 degrees

Acq. time 1.550 soc

Width 21141.6 Hz

2000 repetitions

OBSERVE C13, 100.6243839 MHz
DECOUPLE H1, 400.1779555 MHz
Power 38 4B

continuously on

WALTZ-16 modulated

DATA PROCESSING

Lino broadening 0.5 Hz

PT sizo 65536

Total time 1 hr, 28 min
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Figure S5: **C-NMR spectrum of 3

3: Diode Array
Range: 1.645

TG643
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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

Monoisotopic Mass, Even Electron lons

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

m

Elements Used

Mass | Calc.Mass | mDa [ PPM [ DBE [ Formula [i-rr [i-FmNorm) [ ¢ [ H [N o] F]
3531285 3531301 16 45 125 C20 HI8 N2 03 F 436 00 2 18 2 3 1

TGE43 204 (2.914)
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Figure S6: HRMS spectrum of compound 3
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TG642

Sample Name:
16642
Data Collected on:
morcuryd00-mercuryd00
Archive directory:

Agilent Technologies

/home/vnmrl/vnmrsys/data

sample directory:
TG642_20230121_01
FidFile: PROTON_02

Pulso Soquonce: PROTON (s2pul)

Solvent: dmso
Data collected on: Jan 21

Temp. 35.0 C / 308.1 K
Operator: vmmrl

Rolax. delay 1.000 sec
Pulse 45.0 degroes
Acq. timo 2.559 sec
Width 6402.0 Hz
32 repetitions

OBSERVE H1, 400.1759761

2023

MHzZ
DATA PROCESSING
PT size 32768
Total time 1 min 57 sec
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Figure S7: *H-NMR spectrum of 4
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TG642
Agilent Technologies

Sample Mameo:
TG642

Data Collocted on:
mercuryd00-mercuryd00

Archive directory:
/homo/vnmrl/vamrsys/data

Sample directory:
TG642_20230121_01

FidPile: CARBON_O1

Pulso Soquonce: CARBON (s2pul)
Solvent: dmso
Data colloctod on: Jan 21 2023

Tomp. 35.0 C / 308.1 K
Oporator: vamrl

Rolax. delay 1.000 sec
Pulse 45.0 degroes

Acq. time 1.550 soc

Width 21141.6 Hz

1256 ropotitions
OBSERVE C13, 100.6243846 MHz
DECOUPLE H1, 400.1779555 MHz
Powor 38 dB

continuously on

WALTZ-16 modulatod

DATA PROCESSING

Lino broadening 0.5 Hz

FT size 65536

Total timo 55 min
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Figure S8: *C-NMR spectrum of 4

3: Diode Array.
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Single Mass Analysis 1=
Tolerance = 5.0 PPM / DBE: min = -1.5, max = 50.0

Element prediction: Off

Mumber 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)

m

Elements Used:

Mass [ calc.Mass [ mDa [ ppm [ DBE [ Formula [i-Fr Ji-Fmuom) [ ¢ [ H [n[o]a]
331180 383162 18 47 125 2l H20 N2 O3 CI 3426 00 A W 2 3 1

TGE42 121 (1.738)

1 TOF WS ES+
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Figure S9: HRMS spectrum of 4
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TG644

Samplo Namo:
G644

Data Collected on:
morcuryd00-morcury400

Archive directory:
/home/vnmrl/vnmrsys/data

samplo directory:
TG644_20230122_01

PidFilo: PROTON_02

Pulso Soquonce: PROTON (s2pul)

Solvent: dmso

Data collected on: Jan 22 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 repetitions
OBSERVE
DATA PROCESSING

FT sizo 32768

Total time 1 min 57 sec

,
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Figure S10: *H-NMR spectrum of 5
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TG644

samplo Name: Agilent Technologies
16644

Data Collected on:
mercuryd00-mercuryd00

Archive directory:
/home/vnmr1/vomrsys/data

Samplo diroctory:
TG644_20230122_01

FidPilo: curront

Pulso Soquonce: CARBON (s2pul)
Solvent: dmso
Data collected on: Jan 22 2023

Temp. 35.0 C / 308.1 K
Operator: vamrl

Relax. delay 1.000 sec
Pulso 45.0 degrees

Acq. time 1.550 sec

Width 21141.6 Hz

1984 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 1 hr, 28 min

U )

LI L B L L L B O L L L L L

80 60 40 20 0 ppm

180 160 140 120 100

Figure S11: **C-NMR spectrum of 5

TG644 3: Diode Array
Range: 2.941e-1
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323
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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 g

Monoisotopic Mass, Even Electron lons

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

Elements Used: -

Mass [ Calc. Mass | mDa [ PPM [ DBE [ Formula [i-rm [irmmormy [ c [ 0 [n]o]a]

3831162 383.1162 00 00 125 (21 H20 N2 03Cl 2044 00 21 20 2 3 1
M

(]

M TE644 127 (1.815)

1: TOF MS ES+

8.04e+004

100 3331162

|
% 385.1145
.
4241428
117.0745 163.1355
ol ) 2979814 2701628 382.7002 | 427.1314 4810879 5792277 gp3 2369 09712455 765.2247 7853113 863 1910,383 2645027 3063
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Figure S12. HRMS spectrum of 5
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Co><)
BRUKER
(>0

Current Data Parameters

NAME TGE13
EXPNO 2
PROCNO 1
F2 - Acquisition Parameters
Date_ zo0zzo0728
Time 10.41 h
INSTRUM Avance
FPROBHD Z151574_0038 (
PULPROG Tzgpg3o
TD 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 MHzZ
NUC1 13c
PO 3.33 usec
Pl 10.00 usec
PLW1 85.1809597¢6 W
SFOZ 500.1320005 MHz
NuC2 1H
CPDPRG[2 waltzé5
PCPD2 80.00 usec
PLW2 24.04299927 W
PLW12 0 40 W
PLW13 C W
F2 - Processing parameters
SI 32768
SF 125.7577885 MHz
WDW EM
SSB o
| LB 1.00 Hz
. GB o
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
i - 13
Figure S14: **C-NMR spectrum of 7
TG613_270123 3: Diode Array
172 Range: 4.520e-1
3081
>
< 2.0e-1:
1.0e-1;
o010 3z
TTToko T 1bo | 1so ' zoo 280 | s00 | 3k | a0 a0 | 500 | ss0 | 600 | 650 700 | 750 ' 800 ' 850 ' 00 | 95 | 1000
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 g
Monoisotopic Mass, Even Electron lons
33 formulale) evaluated with 1 results within limits (up to 50 closest results for each mass)
Elements Used: -
Mass | Cale.Mass | mDa [ Ppm [ DBE [ Formula [i-mr [imrom) [ € [ 0 [n] o] F]
4311575 4311583 08 -19 125 (23 H22 N2 03 F3 3347 00 B n 2
N
TGE13_270123 103 (1.472)
1. TOF MS ES+
1.52e+005
100 431.1575
%
432 1634
117.0751 163.1365 381.1565 4331888 513.1680 6911917 8213422 8971771 9591940
0 P L 227.9824 244 1246 - 0Y1430.0063 . f 529.0757.548.1825 ~,  549.2515 i 755.2307 . 861.3043 2 = "
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Figure S15: HRMS spectrum of 7
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BYZ-38

Samplo Namo:
BYZ-38

Data Collected on:
morcuryd00-morcury400

Archive directory:
/homo/vamrl/vamrsys/data

sample directory:
BYZ-38_20230120_01

FPidFile: CARBON_O01

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

Temp. 33.0 C / 306.1 K
Operator: vamrl

Rolax. delay 1.000 soc
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

Lino broadening 0.5 Hz

PT sizo 65536

Total time 1 hr, 28 min

Agilent Technologies

180 160 140 120 100 80 60 40 20 0 ppm
H - 13
Figure S17: **C-NMR spectrum of 8
BYZ38_270123 3: Diode Array
157 Range: 5.434e-1
4.0e-1:
3061
2
2.0e-1;
067
Loe-1
32
050 100 150 200 250 306 350 400 450 500 550 600 650 7.0 750 800 850 900 950 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
Wonaoisotopic Mass, Even Electron lons
18 formula(e) evaluated with 1 results within limits (up to 50 closest results for each mass) L4
Elements Used -
Mass | Cale.Mass [ mDa [ pPm [ DBE [ Formula [irm Jimmmom) [ ¢ [ H [n]o]a]
3971338 3971318 18 48 125 C22 H22 N2 03 CI 3352 00 22 2 2 3 1
BYZ38_270123 119 (1.701)
1. TOF MS ES+
T.70e+004
100 397.1338
%
399.1327
-
3932215 i[l[l 1368
1851101
0 . 163 ?292/ ;27 9820 3221009 B i §57.217T ;14 2087 570.2208 E‘IE 2303 5312781 ;EIEI 3207 7932516 §3‘I 2352 EHE 2147 553 1674 e
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[ Y

For Help, press F1

Figure S18: HRMS spectrum of 8
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Current Data Parameters
NAME TGE16
EXPNO 4
PROCNO 1
F2 - Acquisition Parameters
Date_ 20220728
Time 12.49% h
INSTRUM Avance
PROBHD Z151574_0038 (
PULPROG zg30
TD 65536
SOLVENT DMSO
NS 32
DS 2
SWH 10000.000 Hz
FIDRES 0.305176 Hz
RQ 3.2767999 sec
RG 101
D 50.000 usec
DE 11.14 usec
TE 289.0 K
D 1.00000000 sec
TDO 1
SFO1 500.1330883 MHz
NUC1 12
PO 2.67 usec
Pl 8.00 usec
PLW1 24.04299927 W
F2 - Processing parameters
sI 5536
SF 500.1300000 MHZ
WDW EM
SSB 0
LB 0.30 Hz
GB 0
PC .00
T T T T T T T T T T T T T T T
15 14 13 12 11 10 9 7 6 5 4 3 2 1 1 =2 ppm
TG616.4.fid —
ONORVOTMANCTNANINDOODMMO
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LWROLMLNNODNOANNOLLOT MG !
NSO AOOEONOYOOINWLING ®
BB WNNNNNNNNNNNNNNG
(i i N NN
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T P vy T A,
S OrVAINOON S0 o @ W0 ©
o cooaocaa Qoo A SOn~
“ dd-do-ddoo o — o
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f1 (ppm)
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Figure S19: *H-NMR spectrum of 9



Current Data Parameters
NAME TG616
EXPNO 2
PROCNO 1
F2 - Acguisition Parameters
Date 20220728
Time 12.02 h
INSTRUM Avance
PROBHD z151574_0038 (
PULPROG zgpg30
TD 65536
SOLVENT DMSO
NS 1300
DS 4
SWH 30120.482 Hz
FIDRES 0.919204 Hz
nQ 1.0878977 sec
RG 101
DW 16.600 usec
DE 6.50 usec
TE 299.7 K
D1 2.00000000 sec
D1l 0.03000000 sec
TDO 1
SFOL 125.7703643 MHz
NUCL 13c
PO 3.33 usec
Pl .00 usec
PLW1 85.18099976 W
SFO2 500.1320005 MHz
NUC2 1H
CPDPRG[2 waltzes
PCPD2 .00 usec
PLW2 24.04299927 W
PLW12 0.24043000 W
PLW13 0.12093000 W
F2 - Processing parameters
51 32768
SF 125.7577885 MHz
WDW EM
SSB 0
LB 1.00 Hz
cB 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
H - 13
Figure S20: **C-NMR spectrum of 9
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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 g
Moneisotopic Mass, Even Electron lons
11 formula(e) evaluated with 1 results within limits (up to 50 closest results for each mass)
Elements Used -
Mass | Calc.Mass [ mDa [ pPm | DBE [ Formuls [i-Fm Jirmmorm) [ ¢ [ H [n]o]
4081561 408.1559 0.2 0.5 135 (€22 H2Z2 N3 05 3437 00 22 22 3 5
TGE16_270123 138 (1.977)
1. TOF MS ES+
1.22e+005
100 408.1561
%
409.1606
815.2937
301.1182
117.0578 410.1677 708.2585
ol o 1621335 285.0064.. 3az1720 07T T agg.aszr 5112443504 0285 618.2703 | 725.2805 LEW-EU% 9131727 .
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Figure S21: HRMS spectrum of 9
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