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1. H NMR (400 MHz, CDCls)spectrum of compound 3
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FT-IR spectrum of compound 3
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HRMS of compound 3

E\EXPLORIS DATAL.\17-05-2024\BVSR-166 CSIR-INDIAN INSTITUTE OF CHEMICAL TECHNOLOGY
DEPARTMENT OF ANALYTICAL & STRUCTURAL CHEMISTRY
CENTER FOR MASS SPECTROMETRY
05/24/24 19:06:29
R:A1
Thermo Scientific Orbitrap Exploris 120
Analysed by G SAIKRISHNA

B\/SR-166 #20-30 RT: 0.08-0.12 AV: 3 SB: 53 0.32-1.20 NL: 5.87E6
IT: FTMS + p ESI Full ms [60.0000-200.0000]

150

120 HO/\/\/\Br

110 148.99539 150.99332
. CsH1gBr=148.99604 CsH1p31Br=150.99399

-4.34394 ppm -4.45477 ppm

Relative Abundance
|

Page S4 ©AUTHOR(S)



Special Issue 'Synthetic and structural organic chemistry' ARKIVOC 2024, vii, S1-519

'HNMR (400 MHz, CDClIs) spectrumof compound4
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FT-IR spectrumof compound 4
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HRMS of compound 4

E:\EXPLORIS DATA\..\BVSR-OTHP CSIR-INDIAN INSTITUTE OF CHEMICAL TECHNOLOGY
DEPARTMENT OF ANALYTICAL & STRUCTURAL CHEMISTRY
CENTER FOR MASS SPECTROMETRY

11/10/22 18:10:53

1180158469

Thermo Scientific Orbitrap Exploris 120

Analysed by G SAIKRISHNA

BVSR-OTHP #5-11 RT: 0.03-0.06 AV: 4 SB: 80 0.32-1.20 NL: 2.10E8
T: FTMS + p ESI Full ms [50.0000-1800.0000]

273.04578
C1gH19 O2 Br Na =273.04606
-1.02567 ppm

E BI"\/\/\/OTHP
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'H NMR (500 MHz,CDCls) spectrumof compound 5
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13C NMR (101 MHz, CDClIs) spectrumof compound 5
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FT-IR spectrumof compound 5
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HRMS of compound 5

EJEXPLORIS DATAL BVSR-GR-OTHP

11721722 19052242

8053127

Thermo Scleniific Orifirag Explors 120
Analysed by G SAIKRISHMA

CEIR-INCIAN INSTITUTE OF CHEMICAL TECHNOLOGY
DEPARTMENT OF ANALYTICAL & STRUCTURAL CHEMISTRY

3WSR-GR-OTHP #2-18 RT: 0.01-0.00 AV- B
T: FTMS + p ESI Full ms [50.0000-1200.0000]

100

Relafve Abundance

HO\/\/\)J\/\/\/OTHP

SB: 80 0.32-1.20 NL: 64BEB

302 20480
C g Hzg 04 Na = 302 20363
379128 ppm

™7
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'H NMR (400 MHz, CDCls) spectrumof compound 6
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FT-IR spectrumof compound 6
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E:\EXPLORIS DATA\...\BVSR-B-OH CSIR-INDIAN INSTITUTE OF CHEMICAL TECHNOLOGY
DEPARTMENT OF ANALYTICAL & STRUCTURAL CHEMISTRY
11/21/22 19:45:38
1180159124
Thermo Scientific Orbitrap Exploris 120
Analysed by G SAIKRISHNA e
BVSR-B-OH #2-15 RT: 0.01-0.08 AV: 7 SB: 80 0.32-1.20 NL: 4.31E8
T: FTMS + p ESI Full ms [50.0000-1800.0000]
185.15382
C11 H21 O2=185.15361
100+, 1.16764 ppm
95— (o)
" HO\/\/\)J\/\/\/OH
85-
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755 C11 H22 O3 Na =225.14612
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'H NMR (400 MHz, CDCls)spectrum of compound 7

mmmmmmmmmmmmmmmm

ﬂﬂﬂﬂﬂﬂﬂﬂﬂﬂﬂﬂﬂﬂﬂﬂﬂﬂ

G ) N

3.36
v 3.34
N\ 3.32

3
3!
3
8:
8.
8
7!
7
L)
5!
5!
5
5
4
3
3
3
3.

| I

g

4.081

8.0 7.5 7.0 6.5 6.0 5.5 5.0 4.5 3.5 3.0 2.5 2.0 1.5 1.0 0.5 0.0

4.0
f1 (ppm)
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HRMS of compound 7

EAEXPLORIS DATAN_\M9-08-2023\BYVSR-BR2

051023 22:37:10

1180168089

Therme Scientific Orbitrap Exploris 120
Analysed by G SAIKRISHNA

CSIR-INDIAN INSTITUTE OF CHEMICAL TECHHNOLOGY
DEPARTMENT OF ANALYTICAL & STRUCTURAL CHEMISTRY

CENTER FOR MASS SPECTROMETRY

BVSR-BR2 #5-30 RT: 0.02-0.15 AV: 13 SB: 81
T: FTMS + p ESI Full ms [50.0000-2000.0000]

1005

Relative Abundance

32411752

C 11 Hzq O Brz = 32699537

32611408
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-0.08830 ppm 33099117

329 99645

327 99878

Br\/\/\)J\/\/\/Br

331.99464

(o}

322 323 324 325

326

a
TT T T [T 1T

327 328

T
329 330
miz

33z

333 334 335 336

Page S12

©AUTHOR(S)



Special Issue 'Synthetic and structural organic chemistry' ARKIVOC 2024, vii, S1-519

'H NMR (400 MHz, CDCls)spectrum of compound 8
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FT-IR spectrumof compound 8
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HRMS of compound 8

E:\EXPLORIS DATAL.\17-05-2024\BVSR-328 CSIR-INDIAN INSTITUTE OF CHEMICAL TECHNOLOGY
DEPARTMENT OF ANALYTICAL & STRUCTURAL CHEMISTRY
CENTER FOR MASS SPECTROMETRY
05/24/24 19:13:18
R:A1
Thermo Scientific Orbitrap Exploris 120
Analysed by G SAIKRISHNA

BVSR-328 #5-14 RT: 0.02-0.05 AV: 3 SB: 53 0.32-1.20 NL: 4.12E6
T: FTMS + p ESI Full ms [60.0000-900.0000]

OH

1203 Br e~~~ B
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1054 C11H22 O Br=249.08485

-3.81926 ppm 251.08209

C11 Ha22 O 81Br = 251.08281
-2.86749 ppm
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'H NMR (500 MHz, CDCls)spectrum of compound10
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FT-IR spectrumof compound 10
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EAEXPLORIS DATAL_131-01-2023BVSR-LDA CSIR-INDIAM INSTITUTE OF CHEMICAL TECHNOLOGY

DEFARTMENT OF AMALYTICAL & STRUCTURAL CHEMISTRY

01/31/22 13:50-40
1120162868
Thermo Scientific Orbitrap Explors 120
Analysed by G SAIKRISHNA
BWSR-LDA #3-16 RT: 0.02-0.09° AW 7 SB: 72 0.32-1.20 ML: 3.21E6
T: FTMS - p APCI corona Full ms [50.0000-2000.0000]
371.28035
Cz21 H3g Os5= 37127920
3.09196 ppm
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'H NMR (400 MHz, CDCls)spectrumof compound 1
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FT-IR spectrumof compound 1
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HRMS of compound 1

EJAEXPLORIS DATAL\BVSR-B-FINAL CSIR-INDIAN INSTITUTE OF CHEMICAL TECHNOLOGY
DEPARTMENT OF ANALYTICAL & STRUCTURAL CHEMISTRY
CENTER FOR MASS SPECTROMETRY

03431/23 20:07:03

1180166146

Thermo Scientific Orbitrap Exploris 120

Analysed by G SAIKRISHNA

BYSR-B-FINAL #3-17 RT: 0.02-0.08 AV: 7 SB: 80 0.32-120 NL: 6.37E9
T: FTMS - p ESI Full ms [50.0000-2000.0000]

34324874
CipHas O5=343.24790
1005 2.45441 ppm
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