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Copies of *H-NMR, *C-NMR, ESI-MS and HRMS of the compounds:
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'"H-NMR spectrum of compound 5a
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13C-NMR spectrum of compound 5a




BCR-1-H-AZIDE

CSIR-INDIAM INSTITUTE OF CHEMICAL TECHNOLOGY

24-08-15 13:15:56

MOLIARI NATIONAI CENTRF FOR MASS SPECTROMETRY
ROR-4-H-AFIDFE #12-85 A1 0.04-022 AW 54 Ni: 8 53r8
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'H-NMR spectrum of compound 5b
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B3C-NMR spectrum of compound 5b
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ESI-MS spectrum of compound 5b
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'H-NMR spectrum of compound 7a
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13C-NMR spectrum of compound 7a




BCR-PH-AG-TA-MNP CSIR-INDIAM INSTITUTE OF CHEMICAL TECHMOLOGY 02-02-15 172800
SAIRAM.M MATIOMAL CENTRE FOR MASS SPECTROMETRY

BCR-PH-AG-TA-NP #4-20° RT: 0.03-0.15 AWV: 17 ML: 2.43E8
T: FTMS {1,1} + p ESI Full ms [100.00-2000.00]

362.14894
C21 Hao O3 Ma = 362.14902
13.5 RDBE
100 -2.68744 ppm
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ESI-HRMS of compound 7a
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'H-NMR spectrum of compound 7b
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B3C-NMR spectrum of compound 7b




DAHRMS\20220MARCH\11-03-2022\BCR-7B CSIR-INDIAN INSTITUTE OF CHEMICAL TECHNOLOGY
DEPARTMENT OF ANALYTICAL & STRUCTURAL CHEMISTRY

03/11/22 16:36:14

1180121423

Thermo Scientific Orbitrap Exploris 120
Analysed by G SAIKRISHNA

BCR-7B #10-32 RT: 0.03-0.08 AV: 23 SB: 373 0.32-1.20 NL: 1.94E7
T: FTMS + p ESI Ipi Full ms [50.0000-2000.0000]
380.13914
Co1 H1g O3 N3 F=380.14050
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HRMS Spectrum of compound 7b
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'H-NMR spectrum of compound 7e
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3C-NMR spectrum of compound 7e




Sample Name  BCR-TA-PROP-OH
Inj Vel -1
Data Filename  BCR-TA-PROP-OF.d

Pasition Wial 49 Instrument Name User Name
InjPosition SampleType IRM Calibration Status Success
ACQ Method SCS.m Comment Acquired Time 6/L/2016 2:25:28 PM

=10 S | TESI Scan {(0.087-0.271 7 min, 12 scana} Frag=100.0v 8CR-TA-PROP-0OH.d Subtract

3161302
(M)

200 295 I00 326 330 335

305 310 3
Counts va. Mass-to-Charge (mdeh

M3 Formula Results: + Scan {0.097-0.217 min) Sub - BCR-TA-PROP-OH.d (BCR-TA-PROP-0OH.d)
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ESI-HRMS of compound 7e
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'H-NMR spectrum of compound 7f
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BC-NMR spectrum of compound 7f




DAHRMS\2022\MARCH\11-03-2022\BCR-7F CSIR-INDIAN INSTITUTE OF CHEMICAL TECHNOLOGY
DEPARTMENT OF ANALYTICAL & STRUCTURAL CHEMISTRY

03/11/22 16:32:42

1180121424

Thermo Scientific Orbitrap Exploris 120
Analysed by G SAIKRISHNA

BCR-7F #11-27 RT: 0.03-0.06 AV: 17 8B: 373 0.32-1.20 NL: 1.68E7
T: FTMS + p ESI Ipi Full ms [50.0000-2000.0000]
358.13853
C1sH20 Os5 N3 =358.13975
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HRMS Spectrum of compound 7f
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'H-NMR spectrum of compound 7g
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3C-NMR spectrum of compound 7g




BCR-MEGC-PH-TANAP GSIR-INDIAN INSTITUTE OF CHEMICAL TECHNOLOGY 24-08-15 13.21.28
HARI MNATIONAL GENTRE FOR MASS SPECTROMETRY

3CR-MEO-PH-TANAF #5-59 HIT: 0.02-0.20 AV: 55 MNL: 1.34E8
Iz FTMS {1,1} + p ESI Full ms [100.00-2000.00]
39216222
Coz Hoz O4 N3 = 392.16048
13.5 RDBE
4 43038 ppm
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ESI-HRMS of compound 79
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'H-NMR spectrum of compound 7j
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B3C-NMR spectrum of compound 7j

Sampile MHame BCR-MED-DE-459 Position wial 63 Instrument Marme Instrument 1 User Name
Tj Wol -1 ImjPosition SampleType Sanpile TRM Calibration Status Sucoess
Data Filename  BCR-MED-DE-459.0 ACQ Method SCS.m Comment Acguired Tirme 6/L/2016 3:17:48 PM

10 S| +ESI Scan (0,123 min) Frag=100 0V BCR-MEQ-DE-A59 a
1 460.1 734
.55 ChA ]

0.05] |

L
455 = acb.a ash. & as5b.a 4G ach =2 ach.a ash.6 26h.& 451
Counts ve. Mass-io-Cherge (misy




MS Formula Results: + Scan {0.123 min) - BCR-MEC-DE-458.d (BCR-MEC-DE-459.d)
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'H-NMR spectrum of compound 8a
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13C-NMR spectrum of compound 8a

BCR-PH-AG-TAP GSIR-INDIAN INSTITUTE OF CHEMIGAL TECHNOLOGY 10-02-15 132928
RAMNI KURMAR MNATIONAL CENTRE FOR MASS SPECTROMETRY

BCR-PH-AG-TAP #4-27_ RT: 0.03-0.19 AV: 24" NL:"1.92E8
T: FTMS {1,1} + p ESI Full ms [100.00-2000.00]
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Cz1 Hzo O4 N3 = 378.14483
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ESI-HRMS of compound 8a
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'H-NMR spectrum of compound 8b
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D:\HRMS\2022\MARCH\11-03-2022\BCR-8B CSIR-INDIAN INSTITUTE OF CHEMICAL TECHNOLOGY
DEPARTMENT OF ANALYTICAL & STRUCTURAL CHEMISTRY

03/11/22 16:29:09

1180121425

[Thermo Scientific Orbitrap Exploris 120
JAnalysed by G SAIKRISHNA

BCR-8B #8-49 RT: 0.02-0.12 AV: 42 SB: 373 0.32-1.20 NL: 1.24E7
T: FTMS + p ESI Ipi Full ms [50.0000-2000.0000]
396.13416
C21H1g Oa N3 F =396.13541

100 -3.16266 ppm
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HRMS Spectrum of compound 8b
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DAHRMS\2022\MARCH\11-03-2022\BCR-8C CSIR-INDIAN INSTITUTE OF CHEMICAL TECHNOLOGY
DEPARTMENT OF ANALYTICAL & STRUCTURAL CHEMISTRY
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Thermo Scientific Orbitrap Exploris 120
Analysed by G SAIKRISHNA

BCR-8C #8-32 RT: 0.02-0.08 AV: 25 SB: 372 0.32-1.20 NL: 1.42E7
T: FTMS + p ESI Ipi Full ms [50.0000-2000.0000]
392.15899
Coo Hoo O4 N3 =392.16048
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HRMS Spectrum of compound 8¢




;
’J.‘
Tor bt
b h

8.0 7.5 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 0.0

'H-NMR spectrum of compound 8d
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03/11/22 16:22:03

1180121427

Thermo Scientific Orbitrap Exploris 120
Analysed by G SAIKRISHNA

CSIR-INDIAN INSTITUTE OF CHEMICAL TECHNOLOGY
DEPARTMENT OF ANALYTICAL & STRUCTURAL CHEMISTRY
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BCR-8D #5-34 RT: 0.01-0.08 AV: 30 SB: 373 0.32-1.20 NL: 2.17E6
T: FTMS + p ESI Ipi Full ms [50.0000-2000.0000]
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HRMS Spectrum of compound 8d
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'H-NMR spectrum of compound 8h
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Sample Name

Inj Vol
Data Filename

BCR-DMAD-TA 399

-1

BCR-DMAD-TA 359.0

Pasition Viad 39 Instrument Name Enstrument 1 User Name
InjPosition SampleType Sample IRM Calibration Status Surress
ACQ Method SCS.m Comment Acquired Time S/11/2016 12:21:08 PM

= ESI Scan (0.132 ¢

} Frag=100.00 RCR_DMAD-TA S0,

418.1228
(M= H) -

1
41775 4178 41785 4179 417.95 418 418,05 418.1 418,15 4182 418275 4183 41835 4184

Counts va. Mass-lo-Charge (rmizy

MS Formula Results: + Scan (0.132 min) - BCR-DMAD-TA 399.d (BCR-DMAD-TA 399.d)
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ESI-HRMS of compound 8h
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D:\HRMS\2022\MARCH\11-03-2022\BCR-8I CSIR-INDIAN INSTITUTE OF CHEMICAL TECHNOLOGY
DEPARTMENT OF ANALYTICAL & STRUCTURAL CHEMISTRY

03/11/22 16:23: 11

1180121435

Thermo Scientific Orbitrap Exploris 120
Analysed by G SAIKRISHNA

BCR-8l #5-34 RT: 0.01-0.08 AV: 30 SB: 373 0.32-1.20 NL: 2.17E6T:
FTMS + p ESI Ipi Full ms [50.0000-2000.0000]

240.12654
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HRMS Spectrum of compound 8i




o2 |
T T T T J 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
8 7 6 5 4 3 2

'"H-NMR spectrum of compound 8j
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Sample Name

Inj vl
Data Filename

BCR-MEC-DE-TA-F 425

-1
BCR-MEC-DE-TA-F 425,

Position

InjPositicn
ACQ Method

Viad 29 Instrument Name
SampleType

SCS.m Commentt

Instrument 1

Sample

User Name

IRM Calibration Status
Acquired Time

=10 =

2.34
2.2
2.1

......_...........
ki

(=R =l == R = Rl I = Ry = R =
o

Success
S/11/2016 11:46: 58 AM

+E S| Goan (0147 min) Frag=100.0v BGR-MEO-DE-TA-F 429.d

4301244
[T R

4282.95 <430 430.05 430.1 430.25

43015
Counts ws. Mass-lo-Charge (mizh

430.3

MS Formula Resuls: + Scan (0147 min) - BCR-MEQ-DE-TA-P 429.d [BCR-MEQ-DE-TA-P 429 d)
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ESI-HRMS of compound 8j




