Supplementary Information

The Mass and NMR data for synthesized compounds 1 to 10 are provided as mentioned below.



Print of window B0: M5 Spectrum
Data File : D:‘\DATA MS\MAR-2023%23-03-2023-003 Z023-03-23 1&-44-14M0C01-2303-0449.0D
Sample Name : Compound-1

Acog. Operator : S5YSTEM Seq. Line : ]
Acg. Instrument : ALR-QC-LCMS Location : 34
Injection Date :@ 372372023 5:11:43 FPM Inj : 1
Inj Volums : 10.000 pl

Aog. Method : D:vdata_msh\MAR-Z023%23-03-2023-003 2023-03-23 16-44-14\MAS52L .M
Last changed : 372372023 4:44:14 PM by S5YSTEM
BAnalysis Method : C:\CHEM32\1\METHODS\MASSAR.M
Last changed : 372372023 5:30:00 PM by SYSTEM

(modified after leoading)
Method Info : Mobile phase: 77 mg of Ammonium acetate in 1000 ml of Water:ACH (S50:50)

Flow 0.5 ml Fragmentorlld

Sample Info : Diluent:Methanol Expected Mass:514

MS Spectrum
"MSDA SPC, fime=0.241 of D:ADATA_MSMAR-202223-03-2023-003 2023-03-23 16-44-140C01-2303-04400 MM-ES+APCI, Pos, Sg
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Print of window 80:

MS Spectrum

Data File D:\DATA MS\MAR-2023\23-03-2023-003 2023-03-23 16-44-14\QC01-2303-0450.D
Sample Name : Compound-2
Acqg. Operator SYSTEM Seq. Line 9
Acqg. Instrument ALR-QC-LCMS Location 8%
Injection Date 3/23/2023 5:15:24 PM Inj 1
Inj Volume 10.000 pl

Acg. Method
Last changed
Analysis Method
Last changed

Method Info

Sample Info

D:\data ms\MAR-2023\23-03-2023-003 2023-03-23 16-44-14\MASSAA.M
3/23/2023 4:44:14 PM by SYSTEM
C:\CHEM32\1\METHODS\MASSAA .M

3/23/2023 5:30:00 PM by SYSTEM

(modified after loading)
Mobile phase: 77 mg of Ammonium acetate in 1000 ml of Water:ACN(50:50)

Flow 0.5 ml FragmentorllO

Diluent:Methanol

MS Spectrum

Expected Mass:593

*MSD1 SPC, time=0.286 of D:\DATA_MS\MAR-2023\23-03-2023-003 2023-03-23 16-44-14\QC01-2303-0450.0 MM-ES+APCI, Pos, Sq
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Print of window 80: MS Spectrum
Data File : D:\DATA MS\MAR-2023\23-03-2023-003 2023-03-23 16-44-14\QC01-2303-0451.D
Sample Name : Compound-3

Acg. Operator
Acg. Instrument
Injection Date

Acg. Method
Last changed
Analysis Method
Last changed

Method Info

Sample Info

SYSTEM Seq. Line : 10
ALR-QC-LCMS Location : 36
3/23/2023 5:19:02 PM Inj 3 1

Inj Volume : 10.000 pl
D:\data ms\MAR-2023\23-03-2023-003 2023-03-23 16-44-14\MASSAA.M
3/23/2023 4:44:14 PM by SYSTEM
C:\CHEM32\1\METHODS\MASSAA .M
3/23/2023 5:41:40 PM by SYSTEM
(modified after loading)

Mobile phase: 77 mg of Ammonium acetate in 1000 ml of Water:ACN(50:50)

Flow 0.5 ml FragmentorllO

Diluent:Methanol Expected Mass:588

MS Spectrum

*MSD1 SPC, time=0.330 of D:\DATA_MS\MAR-2023\23-03-2023-003 2023-03-23 16-44-14\QC01-2303-0451.D MM-ES+APCI, Pos, Sq¢
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Print of window 80:

MS Spectrum

Data File D:\DATA MS\MAR-2023\23-03-2023-003 2023-03-23 16-44-14\QC01-2303-0452.D
Sample Name : Compound-4
Acqg. Operator SYSTEM Seq. Line 11
Acqg. Instrument ALR-QC-LCMS Location 37
Injection Date 3/23/2023 5:22:47 PM Inj 1
Inj Volume 10.000 pl

Acg. Method
Last changed
Analysis Method
Last changed

Method Info

Sample Info

Mobile phase:
Flow 0.5 ml FragmentorllO

MS Spectrum

D:\data ms\MAR-2023\23-03-2023-003 2023-03-23 16-44-14\MASSAA.M
3/23/2023 4:44:14 PM by SYSTEM
C:\CHEM32\1\METHODS\MASSAA .M

3/23/2023 5:42:40 PM by SYSTEM

(modified after loading)
77 mg of Ammonium acetate in 1000 ml of Water:ACN(50:50)

Diluent:Methanol

Expected Mass:608

)\/\/K/\N
H

194.2

195-0-192.0

200

OH OH

Compound-4

362.2

333.0

300

SNT SN
(o)
T

(o]

o]

400

609.2

fan o
O1U.Z

5124
595.2

4

P
~
B

.J\.’.w u,lnl Ll

600

500

6.4

700

7454

733.4

7432

782.6
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Print of window 80: MS Spectrum
Data File : D:\DATA MS\MAR-2023\23-03-2023-003 2023-03-23 16-44-14\QC01-2303-0453.D
Sample Name : Compound-5

Acg. Operator
Acg. Instrument
Injection Date

Acg. Method
Last changed
Analysis Method
Last changed

Method Info

Sample Info

SYSTEM Seq. Line : 12
ALR-QC-LCMS Location : 38
3/23/2023 5:26:27 PM Inj 3 1

Inj Volume : 10.000 pl
D:\data ms\MAR-2023\23-03-2023-003 2023-03-23 16-44-14\MASSAA.M
3/23/2023 4:44:14 PM by SYSTEM
C:\CHEM32\1\METHODS\MASSAA .M
3/23/2023 5:43:42 PM by SYSTEM
(modified after loading)
Mobile phase: 77 mg of Ammonium acetate in 1000 ml of Water:ACN(50:50)
Flow 0.5 ml FragmentorllO

Diluent:Methanol Expected Mass:610

MS Spectrum

*MSD1 SPC, time=0.375 of D:\DATA_MS\MAR-2023\23-03-2023-003 2023-03-23 16-44-14\QC01-2303-0453.0 MM-ES+APCI, Pos, Sq
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Print of window 80:
D:\DATA MS\MAR-2023\23-03-2023-003 2023-03-23 16-44-14\QC01-2303-0454.D
: Compound-6

Data File

Sample Name

MS Spectrum

Acg. Operator
Acg. Instrument

Injection Date
Acg. Method
Last changed
Analysis Method
Last changed

Method Info

Sample Info

SYSTEM

ALR-QC-LCMS

Mobile phase:

MS Spectrum

3/23/2023 5:30:09 PM

Seq. Line
Location
Inj

Inj Volume

13
39
1
10.000 nl

D:\data ms\MAR-2023\23-03-2023-003 2023-03-23 16-44-14\MASSAA.M
3/23/2023 4:44:14 PM by SYSTEM
C:\CHEM32\1\METHODS\MASSAA .M

3/23/2023 5:45:05 PM by SYSTEM

(modified after loading)
77 mg of Ammonium acetate in 1000 ml of Water:ACN(50:50)
Flow 0.5 ml FragmentorllO

Diluent:Methanol

Expected Mass:542
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Print of window 80:

MS Spectrum

Data File D:\DATA MS\MAR-2023\23-03-2023-003 2023-03-23 16-44-14\QC01-2303-0455.D
Sample Name : Compound-7
Acqg. Operator SYSTEM Seq. Line 14
Acqg. Instrument ALR-QC-LCMS Location 40
Injection Date 3/23/2023 5:33:51 PM Inj 1
Inj Volume 10.000 pl

Acg. Method
Last changed
Analysis Method
Last changed

Method Info

Sample Info

D:\data ms\MAR-2023\23-03-2023-003 2023-03-23 16-44-14\MASSAA.M
3/23/2023 4:44:14 PM by SYSTEM
C:\CHEM32\1\METHODS\MASSAA .M

3/23/2023 5:45:05 PM by SYSTEM

(modified after loading)
77 mg of Ammonium acetate in 1000 ml of Water:ACN(50:50)
Flow 0.5 ml FragmentorllO

Mobile phase:

Diluent:Methanol

MS Spectrum

Expected Mass:562
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*MSD1 SPC, time=0.330 of D:\DATA_MS\MAR-2023\23-03-2023-003 2023-03-23 16-44-14\QC01-2303-0455.0 MM-ES+APCI, Pos, Sq
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Print of window 80:

MS Spectrum

Data File D:\DATA MS\MAR-2023\23-03-2023-003 2023-03-23 16-44-14\QC01-2303-0456.D
Sample Name : Compound-8
Acqg. Operator SYSTEM Seq. Line 15
Acqg. Instrument ALR-QC-LCMS Location 41
Injection Date 3/23/2023 5:37:27 PM Inj 1
Inj Volume 10.000 pl

Acg. Method
Last changed
Analysis Method
Last changed

Method Info

Sample Info

D:\data ms\MAR-2023\23-03-2023-003 2023-03-23 16-44-14\MASSAA.M
3/23/2023 4:44:14 PM by SYSTEM
C:\CHEM32\1\METHODS\MASSAA .M

3/23/2023 5:46:23 PM by SYSTEM
(modified after loading)

Mobile phase:

Diluent:Methanol

MS Spectrum

Expected Mass:608

77 mg of Ammonium acetate in 1000 ml of Water:ACN(50:50)
Flow 0.5 ml FragmentorllO
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*MSD1 SPC, time=0.375 of D:\DATA_MS\MAR-2023\23-03-2023-003 2023-03-23 16-44-14\QC01-2303-0456.0 MM-ES+APCI, Pos, Sq
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Print of window 80:

MS Spectrum

Data File D:\DATA MS\MAR-2023\23-03-2023-003 2023-03-23 16-44-14\QC01-2303-0457.D
Sample Name : Compound-9
Acqg. Operator SYSTEM Seq. Line 16
Acqg. Instrument ALR-QC-LCMS Location 42
Injection Date 3/23/2023 5:41:08 PM Inj 1
Inj Volume 10.000 pl

Acg. Method
Last changed
Analysis Method
Last changed

Method Info

Sample Info

D:\data ms\MAR-2023\23-03-2023-003 2023-03-23 16-44-14\MASSAA.M
3/23/2023 4:44:14 PM by SYSTEM
C:\CHEM32\1\METHODS\MASSAA .M

3/23/2023 5:46:23 PM by SYSTEM

(modified after loading)
77 mg of Ammonium acetate in 1000 ml of Water:ACN(50:50)
Flow 0.5 ml FragmentorllO

Mobile phase:

Diluent:Methanol

MS Spectrum

Expected Mass:554

*MSD1 SPC, time=0.308 of D:\DATA_MS\MAR-2023\23-03-2023-003 2023-03-23 16-44-14\QC01-2303-0457.D MM-ES+APCI, Pos, Sq¢
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Print of window 80:
D:\DATA MS\MAR-2023\23-03-2023-003 2023-03-23 16-44-14\QC01-2303-0458.D
Compound-10

Data File

Sample Name

MS Spectrum

Acg. Operator
Acg. Instrument

Injection Date
Acg. Method
Last changed
Analysis Method
Last changed

Method Info

Sample Info

SYSTEM
ALR-QC-LCMS

3/23/2023 5:44:48 PM

(modified after loading)
77 mg of Ammonium acetate in 1000 ml of Water:ACN(50:50)
Flow 0.5 ml FragmentorllO

Mobile phase:

Diluent:Methanol

MS Spectrum

Seq. Line
Location
Inj

Inj Volume

17
43
1

10.000 pl
D:\data ms\MAR-2023\23-03-2023-003 2023-03-23 16-44-14\MASSAA.M
3/23/2023 4:44:14 PM by SYSTEM
C:\CHEM32\1\METHODS\MASSAA .M

3/23/2023 5:46:23 PM by SYSTEM

Expected Mass: 608

*MSD1 SPC, time=0.352 of D:\DATA_MS\MAR-2023\23-03-2023-003 2023-03-23 16-44-14\QC01-2303-0458.0 MM-ES+APCI, Pos, Sq
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Current Data Parameters

(<)
RUKER
<:—;::><::-:>

NAME QC11230323061
EXPNO 1
PROCNO 1

F2 - Acquisition Parameters
Date 20230323

Time 17.41 h
INSTRUM spect
PROBHD 7z108618 0828 (
PULPROG zg30

TD 65536
SOLVENT o l3

NS 16

Ds 2

SWH 8012.820 Hz
FIDRES 0.244532 Hz
AQ 4.0894465 sec
RG 195.98

DW 62.400 usec
DE 16.75 usec
TE 0 K

D1 1.00000000 sec
TDO 1

SFol 400.0904705 MHz
NUC1 1H

PO 5.38 msee
Pl 16.00 usec
PLW1 12.89900017 W

F2 - Processing parameters
SI 65536

SF 400.0880080 MHz
WDW EM

SSB 0

LB 0.30 Hz
GB 0

PC 1.00



Current Data Parameters

(<)
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<:—;::><::-:>

NAME Q©C11230323062
TODNNWOMS FANLOL AMTOANA0 DO OSSN EXDHO 1
POONONDO~ANONDNOEDNAOONMO T M M N
O“‘ WOWOMNNNOO O OWONWOMANOWOIMO®OL IO O N PROCNO 1
/@H O E~NOOOOOOTNMMNANNNNN N A F2 - Acquisition Parameters
N oH oH 0° \\N’% \\\/ \///// Date 20230323
Time 17.50 h
Compound-2 INSTRUM spect
PROBHD 7108618 0828 (
PULPROG zg30
TD 65536
SOLVENT cbcls
NS 16
DS 2
SWH 8012.820 Hz
FIDRES 0.244532 Hz
AQ 4.0894465 sec
RG 195.98
DW 62.400 usec
DE 16.75 usec
TE 0 K
D1 1.00000000 sec
TDO 1
SFO1 400.0904705 MHz
NUC1 18
PO 5.38 msee
Pl 16.00 usec
PLW1 12.89900017 W
F2 - Processing parameters
BL 65536
SF 400.0880083 MHz
WDW EM
SSB 0
LB 0.30 Hz
GB 0
b PC 1.00
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Current Data Parameters

(<)
RUKER
CN

NAME QC11230323063
EXPNO 1
PROCNO i

F2 - Acquisition Parameters
Date 20230323

Time 17.55 h
INSTRUM spect
PROBHD 7108618 0828 (
PULPROG zg30

TD 65536
SOLVENT goel3

NS 16

Ds 2

SWH 8012.820 Hz
FIDRES 0.244532 Hz
AQ 4.0894465 sec
RG 195.98

DW 62.400 usec
DE 16.75 usec
TE 0 K

D1 1.00000000 sec
TDO 1

SFol 400.0904705 MHz
NUC1 1H

PO 5.33 usec
Pl 16.00 usec
PLW1 12.89900017 W

F2 - Processing parameters
h 65536

SF 400.0880084 MHz
WDW EM

SSB 0

LB 0.30 Hz
GB 0

PC 1.00



o)
BRUKER
(_><)

Current Data Parameters

N N7 NAME QC11230323064
o DO AT MO NN O NNOLW = TONWM I LD O EXPNO >
SO HOOO A M AN OOM AL WL M
O“‘ N, COoONINENOLOLOLOLNAATAAAO0O OO O™~~~ PROCNO 1
uOHOHOOHOHO OWOMOMONNNNNNNNNNNNNNNNN A A A A A F2 - Acquisition Parameters
\«N\W/’ Date_ 20230324
Conqmund4 Time 10.19 h
INSTRUM spect
PROBHD 7108618 0828 (
PULPROG zg30
TD 65536
SOLVENT CDC13
NS 16
DS 2
SWH 8012.820 Hz
FIDRES 0.244532 Hz
AQ 4.0894465 sec
RG 195.98
DW 62.400 usec
DE 16.75 usec
TE 0 K
D1 1.00000000 sec
TDO 1
SFO1 400.0904705 MHz
NUC1 1H
PO 5.33 usec
Pl 16.00 usec
PLW1 12.89900017 W
F2 - Processing parameters
SI 65536
SF 400.0880105 MHz
WDW EM
SSB 0
LB 0.30 Hz
GB 0
PC 1.00
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Current Data Parameters

(<)
RUKER
<:,;:>~<:h-;>

NAME QC11230323065
EXPNO 1
PROCNO 1

F2 - Acquisition Parameters
Date 20230323

Time 18.10 h
INSTRUM spect
PROBHD 7z108618 0828 (
PULPROG zg30

TD 65536
SOLVENT o l3

NS 16

Ds 2

SWH 8012.820 Hz
FIDRES 0.244532 Hz
AQ 4.0894465 sec
RG 195.98

DW 62.400 usec
DE 16.75 usec
TE 0 K

D1 1.00000000 sec
TDO 1

SFol 400.0904705 MHz
NUC1 1H

PO 5.38 msee
Pl 16.00 usec
PLW1 12.89900017 W

F2 - Processing parameters
SI 65536

SF 400.0880075 MHz
WDW EM

SSB 0

LB 0.30 Hz
GB 0

PC 1.00
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Current Data Parameters

(<)
RUKER
CN

NAME QC11230323066
EXPNO 1
PROCNO 1

F2 - Acquisition Parameters
Date 20230323

Time 18.19 h
INSTRUM spect
PROBHD 7z108618 0828 (
PULPROG zg30

TD 65536
SOLVENT o l3

NS 16

Ds 2

SWH 8012.820 Hz
FIDRES 0.244532 Hz
AQ 4.0894465 sec
RG 195.98

DW 62.400 usec
DE 16.75 usec
TE 0 K

D1 1.00000000 sec
TDO 1

SFol 400.0904705 MHz
NUC1 1H

PO 5.38 msee
Pl 16.00 usec
PLW1 12.89900017 W

F2 - Processing parameters
SI 65536

SF 400.0880091 MHz
WDW EM

SSB 0

LB 0.30 Hz
GB 0

PC 1.00
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Compound-7
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Current Data Parameters
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NAME QC11230323067
EXPNO 1
PROCNO 1

F2 - Acquisition Parameters
Date 20230323

Time 18.24 h
INSTRUM spect
PROBHD 7z108618 0828 (
PULPROG zg30

TD 65536
SOLVENT o l3

NS 16

Ds 2

SWH 8012.820 Hz
FIDRES 0.244532 Hz
AQ 4.0894465 sec
RG 195.98

DW 62.400 usec
DE 16.75 usec
TE 0 K

D1 1.00000000 sec
TDO 1

SFol 400.0904705 MHz
NUC1 1H

PO 5.38 msee
Pl 16.00 usec
PLW1 12.89900017 W

F2 - Processing parameters
SI 65536

SF 400.0880095 MHz
WDW EM

SSB 0

LB 0.30 Hz
GB 0

PC 1.00
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Current Data Parameters

(<)
RUKER
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NAME QC11230323068
EXPNO 1
PROCNO 1

F2 - Acquisition Parameters
Date 20230323

Time 18.29 h
INSTRUM spect
PROBHD 7z108618 0828 (
PULPROG zg30

TD 65536
SOLVENT o l3

NS 16

Ds 2

SWH 8012.820 Hz
FIDRES 0.244532 Hz
AQ 4.0894465 sec
RG 195.98

DW 62.400 usec
DE 16.75 usec
TE 0 K

D1 1.00000000 sec
TDO 1

SFol 400.0904705 MHz
NUC1 1H

PO 5.38 msee
Pl 16.00 usec
PLW1 12.89900017 W

F2 - Processing parameters
SI 65536

SF 400.0880090 MHz
WDW EM

SSB 0

LB 0.30 Hz
GB 0

PC 1.00



Current Data Parameters
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N R NAME QC11230323069
N N TOMOMNMANOT AL OTADNSMMLI) O AT N O EYPNO ]
o OSSN AN OOSONAON AOOMANMAN O M O
Q O“‘ COWOWOWOUANNHLWOWOOWOWOWOLITMMNNMO O W O M~ PROCNO 1
HN NH, MOOMOMOMONONONNNNNNNNNNNNNNN A A A A F2 - Acquisition Parameters
OH Date 20230323
oL Tonl, T \\\NA\%//) Time 18.34 h
Compound-9 INSTRUM spect
PROBHD 7108618 0828 (
PULPROG zg30
TD 65536
SOLVENT cDC13
NS 16
DS 2
SWH 8012.820 Hz
FIDRES 0.244532 Hz
AQ 4.0894465 sec
RG 195.98
DW 62.400 usec
DE 16.75 usec
TE 0K
D1 1.00000000 sec
TDO 1
SFO1 400.0904705 MHz
NUC1 1H
PO 5.33 usec
Pl 16.00 usec
PLW1 12.89900017 W
F2 - Processing parameters
SI 65536
SF 400.0880090 MHz
WDW EM
SSB 0
LB 0.30 Hz
GB 0
PC 1.00
n I lJ LS

B R E e A e ) L ) R A e B R e F ] R ] FR AR R LS R A S R RS R AR B2 R n s LR R RS EACRACE ALY RAEERECR.

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



Y
/J\/\vi\/\N

Compound-10
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Current Data Parameters

(<)
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NAME QC11230323070
EXPNO 1
PROCNO 1

F2 - Acquisition Parameters
Date 20230323

Time 18.39 h
INSTRUM spect
PROBHD 7z108618 0828 (
PULPROG zg30

TD 65536
SOLVENT o l3

NS 16

Ds 2

SWH 8012.820 Hz
FIDRES 0.244532 Hz
AQ 4.0894465 sec
RG 195.98

DW 62.400 usec
DE 16.75 usec
TE 0 K

D1 1.00000000 sec
TDO 1

SFol 400.0904705 MHz
NUC1 1H

PO 5.38 msee
Pl 16.00 usec
PLW1 12.89900017 W

F2 - Processing parameters
SI 65536

SF 400.0880083 MHz
WDW EM

SSB 0

LB 0.30 Hz
GB 0

PC 1.00



