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1H (300 MHz, CDCIs) and 3C (75 MHz, CDCI3) NMR spectra of compound 5
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'H (500 MHz, CDCIs) and 3C (101 MHz, CDCI3) NMR spectra of compound 6
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Mass (ESI) of compound 6

WAL
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'H (500 MHz, DMSO) and 3C (101 MHz, CDCI3) NMR spectra of compound 7
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Mass (ESI) of compound 7

SHIMADZU
:is LabSolutions

Sample Name : HUS-9

Data File :13032023.32.1cd

Date Acquired : 5/23/2023 11:44:21 AM
Batch File :12032021-1.1cb

AveragedESI Positive+
Spectrum Mode:Averaged 0.443-0.859(191-369)

[CPS]

MASS REPORT
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OSPC, Dr RATHOD

MS Spectrum
D:\DATA\March 2021\12032021.32.led
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HPLC of compound 7 on IG5 CHIRALPAK column with a Hex/ IPA ratio of 50/50

INDIAN INSTITUTE OF CHEMICAL TECHNOLOGY
CROP PROTECTION CHEMICALS DIVISION

Acquired by : TRAMESH BABU
Sample Name : BVSR
Sample ID . AZIDE
Data Filename : KRED-290.1cd
Method Filename : Deepthi.lem
Date Acquired : 16/06/2023
D:BVSRIKRED-290.1ed
mAU
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|
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0 Eaf s = — e
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min

PDA Chl 200nm - 500nm 2nm

Peak# | Ret. Time Area Area %
1 4.26 272951 0.67
2] 477 196199 0.48
3| 522 40556978 98.86
Total 41026128 100.00
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'H (400 MHz, CDCIs) and 3C (101 MHz, CDCI3) NMR spectra of compound 8
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Mass (ESI) of compound 8

SHIMADZU
.2 LabSolutions
: PSH-223-8
: 24052023.30.1cd

: 5/24/2023 4:26:32 PM
: 24052023 532023 1055 AM.Icb

Sample Name
Data File
Date Acquired
Batch File

SingleESI Positive+
Spectrum Mode:Single 0.330(121)

[CPS]

MASS REPORT
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OSPC, Dr RATHOD

MS Spectrum

D:\DATA\MAY2023\24052023.30.Ied
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'H (300 MHz, CDCls) and *C (101 MHz, CDCls) NMR spectra of compound 9
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Mass (ESI) of compound 9

OSPC, Dr RATHOD

SHIMADZU
i LabSolutions MASS REPORT

Sample Name : PSH-323-9
Data File :24052023.29.1cd
Date Acquired : 5/24/2023 4:23:52 PM
Batch File : 24052023 532023 1055 AM.Icb
MS Spectrum
SingleEST Positive+ D:DATA\MAY2023\24052023.29.lcd
Spectrum Mode:Single 0.759(277)
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'H (400 MHz, CDCls) and *C (126 MHz, CDCls) NMR spectra of compound 10
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IR spectrum of compound 10

%Transmittance

Indian Institute of Chemical Technology, Hyderaqu

FT-IR Analysis Report
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Sample Name: BVSR-KOC [KBr]

Sample Preparation:

Collection time: Thu May 30 13:54:04 2019 (GMT+05:30)
Bench: Thermo Nicolet Nexus 670 Spectrometer
Resolution: 4cm-1

Wavenumbers (cm-1)

Mass and HRMS (ESI) spectra of compound 10

SHIMADZU

: LabSolutions

Sample Name : HUS-10

Data File : 12032021.28.1cd

Date Ac + 37152021 11:33:58 AM
Batch File : 12032021-1LIch

AveragediST Posltive+
Spectrum Mode:Aversged 0.4990,507(215-34T)

[CFs]

MASS REPORT

Detector: DTGS KB
Beamsplitter: KBr
Source: IR

Analyst Name:
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12/03/21 13:30:02

249

Thermo Scientific Orbitrap Exploris 120

Analysed by G SAIKRISHNA

BVSR-02 #11-34 RT: 0.03-0.08 AV: 24 SB: 382 0.32-1.20 NL: 6.14E8
T: FTMS + p ESI Full ms [50.0000-3000.0000]

100 192.06593

80 NH

75
(0)

250.10854
C13H4g 04 N =250.10738

4.60110 ppm

Relative Abundance
(4]
o

148.07552
267.13524
33913606 383.12641

5 224.09251 |
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— Hee

'H (400 MHz, CDClIs) and *C (101 MHz, CDCIls) NMR spectra of compound 12
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IR spectrum of compound 12
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Indian Institute of Chemical Technology, Hyderabad
FT-IR Analysis Report
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Sample Name: BVSR-K2 [KBr]
Sample Preparation:
Collection time: Tue May 28 17:23:03 2019 (GMT+05:30)
Bench: Thermo Nicolet Nexus 670 Spectrometer
Resolution: 4cm-1

Mass and HRMS (ESI) spectra of compound 12

SHIMADZL

: LabSolutions MASS REPORT

Sample Name : HUS-12
Data File
Date Ac d
Batch File

AveragediZST Positlve+
Spectrum Mode:Averaged 0.4340.807(157-347)

[CPs]
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Qualitative Analysis Report
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Data File 12d Sample Name
Sample Type Sample Position
Instrument Name Instrument 1 User Name
Acq Method hrms-pos-method.m Acquired Time
Comment

Sample Group Info.

Stream Name Lci c;?:ii;ilﬁon SW

User Spectra

P1-Al
CSIR-IICT\Analyst
13-09-2021 12:39:47

0.m

6200 series TOF/6500 series Q-TOF B.06.01 (B6172
SP1)

Fragmentor Voltage Collision Energy Ionization Mode
80 0 ESI
x10 5|* Scan (rt: 0.233-0.349 min, 22 scans) 12.d

4 *569.2181

3_

21 552.1914

C28 H36 CI2N 06
1 .
0 536.1648 1L 1l]].  583.1965
T T T T T T T T T T T T T T T T T T
505 510 515 520 525 530 535 540 545 550 555 560 565 570 575 580 585 590 595
Counts vs. Mass-to-Charge (m/z)
Peak List
[m/z | z [Abund |
[ 569.2181] 1 | 384313.03| o
N 1
N
o) o Cl

Formula Calculator Element Limits
[Element  [Min Max
C 0 30 al
H [] 60|
s8] 0 0| o
N 0 1 O
Cl 0 2] x

Formula Calculator Results

Formula Best [Mass Tgt Mass |Diff (ppm) |Ion Species Score
C28 H36 CI2 N 06 True [552.1918 [552.19197 |0.3 C28 H306 Cl2 N 06 95.69
C28 H35 CI2 N 06 True |551.18398 [551.18414 [0.3 C28 H30 CI2 N 06 95.69

Page 1 of 2
Agilent Technologies
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1H (500 MHz, CDCIs) and *C (101 MHz, CDCI3) NMR spectra of compound 13
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IR spectrum of compound 13
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Indian Institute of Chemical Technology, Hyderabad

FT-IR Analysis Report
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442.87

4000 3500 3000 2500 2000
Wavenumbers (cm-1)
Sample Name BVSR-KNB [KBr]
Sample Preparation
Collection tme Thu May 30 13 50 08 2019 (GMT+05:30)
Bench Thermo Nicolet Nexus 670 Spectrometer
Resolution 4cm-1

Page S19
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Detector: DTGS KB
Beamsplitter: KBr
Source: IR
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Mass and HRMS (ESI) spectra of compound 13

OFFC, Dr RATHOD

FHmMansy MASS REPORT
: LabSolutions
Sample Name : HUS-N
Data File : 23082021.15.1cd
Date Acquired : 82372021 11:35:31 AM
Batch File : 23082021-1L1cb

ME 5
AvermmiBST Bodivet DADATAATG-20211 23082021 15 Iod
Spectrum Mode:Averaged 0.034-0.271{3-17)

[CPs)

0000
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Qualitative Analysis Report
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Data File 13.d

Sample Type Sample

Instrument Name Instrument 1

Sample Name
Position
User Name

Acq Method hrms-pos-method.m Acquired Time

IRM Calibration DA Method

Status

Comment

Sample Group Info.

Stream Name Lc1 Acq u_isit'mn sw
Version

User Spectra

P1-Al
CSIR-IICT\Analyst
13-09-2021 12:41:12

0.m

6200 series TOF/6500 series Q-TOF B.06.01 (B6172

Fragmentor Voltage
80 0

Collision Energy

Ionization Mode
ESI

x10 3 |* Scan (rt: 0.212-0.583 min, 68 scans) 13.d

1.67 536.1645

1.4+

1.2 526.2112

14 C27 H38 CI2ZNO5

0.8 1

0.6

0.4+

0.2 A

0 1 . . s : L ‘ T i : |‘l|| ‘l l‘{\ : 1 I\u ; \ !
485 490 495 500 505 510 515 520 525 530 535 540 545
Counts vs. Mass-to-Charge (m/z)
Peak List
[m/z | z [Abund |
[ 1301587 1 | 16312.79 4
HN Z
Formula Calculator Element Limits (6] cl
Element Min Max HO
C 0 30|
H 0 G0
0 0 6 Cl
N 0 1
Cl [i] 2
OXO

Formula Calculator Results
Formula Best |Mass Tgt Mass |Diff (ppm) [Ion Species Score
C27 H38 CI2 N 05 True [526.21165 [526.2127 [2.01 C27 H38 Cl2 N 05 96.37
C27 H37 CI2 N 05 True [525.20382 [525.20488 [2.01 C27 H38 C12 N 05 96.37
C25 H30 CI2 N 05 True [503.22192 [503.22053 |-2.76 C25 H39 C12 N Na 05 03.48

Agilent Technologies

Page 1of 2
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Issue in honor of Dr. Ahmed Kamal

'H (400 MHz, DMSO) and 3C (126 MHz, CDCI3) NMR spectra of compound 1
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IR spectrum of compound 1

Indian Institute of Chemical Technology, Hyderabad
FT-IR Analysis Report
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Sample Name; BVSR-KVD [NEAT]

Sample Preparation:

Collection time: Thu May 30 17:08:24 2018 (GMT+05:30)
Bench: Thermo Nicolet Nexus 670 Spectrometer
Resolution: 4em-1

2500 2000 1500

Wavenumbers (ecm-1)

Detector: DTGS KB
Beamsplitter: KBr
Source: IR

Analyst Name:
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Mass and HRMS (ESI) spectra of compound 1

OFPC, Dr RATHOD

SHIMADZW . )
: LabSolutions MASS REPORT

Sample Name : HUUS-14

Dhata File + 18062021.40.1cd
Date Acquired : 8/15/2021 5:08.41 PM
Batch File : 18072021-4.1cb

MS §
ElogleEST Poaltlvet DADATAATG-20211S082021 40 Jed
Spectram Modz:Siagle 0.135(9)

[CPs]

OH OH
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Data File 14.d

Sample Type Sample

Instrument Name Instrument 1

Sample Name
Position
User Name

P1-A1
CSIR-TICT\Analyst

Acq Method hrms-pos-method.m Acquired Time 13-09-2021 12:42:58
IRM cCalibration
Comment
Sample Group Info.
Stream Name c1 th;lslll_::‘sli]tl'on SW gg?? series TOF/6500 series Q-TOF B.06.01 (B6172
User Spectra
Fragmentor Voltage Collision Energy Ionization Mode
80 0 ESI
x10 5| Scan (rt: 0.431-0.470 min, 8 scans) 14.d
*486.1810
57 C24 H34 GI2 N 05
4 4
3 4
2 -
‘I 4
0 ) 320.1"1?5 J 610.1837 7127548 8132770
T T T T T T T T T T T T T T T T 1
150 200 250 300 350 400 450 500 550 600 650 70O 750 8OO 850
Counts vs. Mass-to-Charge (m/z)
Peak List
m/z [ z [Abund [Formula [Ton|
486.181] 1 | 486429.88|C24 H34 CIZN 05 ] d
. HN z
Formula Calculator Element Limits (e}
Element Min Max HO Cl
C 0 25
H 0 60
0 0 6 Cl
N 0 1
Cl 0 2
OH OH
Formula Calculator Results
Formula Best [Mass Tgt Mass [Diff (ppm) [Ion Species [Score
C24H34 Cl2NO5 [True [486.18137 |486.1814 [0.07 C24 H34 CI2 N 05 97.16
C24 H33 CI2ZNO5  [True |485.17355 [485.17358 [0.07 C24 H34 CI2 N 05 97.16
Page 1 of 2 Printed at 12:45 PM on 13-Sep-2021
Agilent Technologies:
Page S25 ©AUTHOR(S)



