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Supplementary figures for the HMBC spectrum of compound 6b
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Figure S1. (A) '"H NMR spectrum of compound 6b. (B) Key 'H:*C HMBC correlations in compound 6b.



Supplementary scheme and table for optimization of reaction condition in the
synthesis of compound 5e

2 A
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9a
Scheme S1. Synthesis of quinazolinone-based amide 5e.
Table S1: Reaction conditions attempted for the synthesis of quinazolinone-based amide 5a.
Reaction Reaction .
Entry Reagents Solvents tempera- time (h) Yield (%)
ture

1 SOCl, EtsN DCM Reflux 1 5
2 EDC-HCI, DIPEA  ACN:DMF (1:1) r.t. 12 4
3 EDC-HCI, DIPEA  ACN:DMF (1:1) 50 °C 12 4
4 DCC, DMAP DCM r.t. 18 2
5 HATU, EtsN DMF r.t. 12 64




Supplementary table for percentage growth inhibition of P. aeruginosa induced
by test compounds

Table S2: Percentage growth inhibition of P. aeruginosa induced by test compounds at 100, 50 and
25 uM. (All measurements were performed in triplicate with + standard deviation from mean.)

C d Concentration
ompoutt 100 uM 50 uM 25 UM
5a 0 0 0
5b 0 0 0
5¢ 0 0 0
5d 10.4 £ 4.1 45+1.8 89+3.7
5e 0 0 0
5f 05+0.7 0 0
5g 0 04+21 3.1+21
5h 0 0 0
5i 1.2+4.1 02+20 02+3.1
5j 16.8 +2.3 79+8.2 5.8+3.0
5k 0 0 0
6a NT NT 0
6b 0 1.0+7.6 1.0+2.4
6¢ 0 04+84 0
6d 72+6.2 3.6+3.6 0
6e 109 +4.7 0 0

0 =no growth inhibition; NT = Not tested



TH NMR and 3C NMR spectra of synthesized compounds

N-Butyl-2-((3-cyclopropyl-4-oxo-3,4-dihydroquinazolin-2-yl)thio)acetamide (5a)

'H NMR (400 MHz, DMSO-db):
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N-Benzyl-2-((3-cyclopropyl-4-oxo-3,4-dihydroquinazolin-2-yl)thio)acetamide (5b)
"H NMR (400 MHz, DMSO-ds):
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N-Benzyl-2-((4-oxo-3-phenyl-3,4-dihydroquinazolin-2-yl)thio)acetamide
(5¢)
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N-Benzyl-2-((6-chloro-3-cyclopropyl-4-oxo-3,4-dihydroquinazolin-2-

yl)thio)acetamide (5d)

'H NMR (400 MHz, DMSO-ds):
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2-((3-Cyclopropyl-4-oxo-3,4-dihydroquinazolin-2-yl)thio)-N-(4-methoxy-

phenyl)acetamide (5e)

'H NMR (400 MHz, DMSO-ds):
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N-(4-Methoxyphenyl)-3-((4-oxo-3-phenyl-3,4-dihydroquinazolin-2-
yl)thio)propenamide (5f)

'H NMR (400 MHZ DMSO -ds):
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3-Cyclopropyl-2-((2-morpholino-2-oxoethyl)thio)quinazolin-4(3H)-one (5g)
'H NMR (400 MHz, DMSO-ds):
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2-((2-Morpholino-2-oxoethyl)thio)-3-phenylquinazolin-4(3H)-one (5h)

'H NMR (400 MHz, DMSO-ds):
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2-((2-Morpholino-2-oxoethyl)thio)quinazolin-4(3H)-one (5i)

'H NMR (400 MHz, DMSO-ds):
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N-(4-Methoxyphenyl)-2-((4-oxo-3-phenyl-3,4-dihydroquinazolin-2-yl)thio)acetamide (5j)

'H NMR (400 MHz, DMSO-ds):
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2-((6-Chloro-3-cyclopropyl-4-oxo-3,4-dihydroquinazolin-2-yl)thio)-N-(4-
methoxyphenyl)acetamide (5k)

'H NMR (400 MHz, CDCls):
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2-(4-(((3-Cyclopropyl-4-oxo-3,4-dihydroquinazolin-2-yl)thio)methyl)-1H-
1,2,3-triazol-1-yl)-N-phenylacetamide (6a)

'H NMR (400 MHz, DMSO-ds):
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2-(4-(((3-Cyclopropyl-4-oxo-3,4-dihydroquinazolin-2-yl)thio)methyl)-1H-
1,2,3-triazol-1-yl)-N-(4-methoxyphenyl)acetamide (6b)
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2-(4-(((6-Chloro-3-cyclopropyl-4-oxo-3,4-dihydroquinazolin-2-yl)thio)me-
thyl)-1H-1,2,3-triazol-1-yl)-N-(4-methoxyphenyl)acetamide (6c)

'H NMR (400 MHz, DMSO-ds):
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N-(4-Methoxyphenyl)-2-(4-(((4-oxo-3-phenyl-3,4-dihydroquinazolin-2-yl)thio)methyl)-1H-1,2,3-
triazol-1-yl)acetamide (6d)

'H NMR (400 MHz, DMSO-ds):
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2-(4-(((3-Cyclopropyl-4-oxo-3,4-dihydroquinazolin-2-yl)thio)methyl)-1H-
1,2,3-triazol-1-yl)-N-(4-nitrophenyl)acetamide (6e)
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'H NMR (400 MHz, DMSO-ds):
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3-Cyclopropyl-2-mercaptoquinazolin-4(3H)-one (8a)

'H NMR (400 MHz, DMSO-ds)
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2-Mercapto-3-phenylquinazolin-4(3H)-one (8b)
'H NMR (400 MHz, DMSO-ds)
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6-Chloro-3-cyclopropyl-2-mercaptoquinazolin-4(3H)-one (8c)

'H NMR (400 MHz, DMSO-ds)
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2-((3-Cyclopropyl-4-oxo-3,4-dihydroquinazolin-2-yl)thio)acetic acid (9a)

'H NMR (400 MHz, DMSO-ds):
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2-((4-Oxo-3-phenyl-3,4-dihydroquinazolin-2-yl)thio)acetic acid (9b)

'HNMR (400 MHz, DMSO-ds):
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'H NMR (400 MHz, DMSO-ds):
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BC NMR (100 MHz, DMSO-dé):
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3-((4-Oxo0-3-phenyl-3,4-dihydroquinazolin-2-yl)thio)propanoic acid (9d)

'H NMR (400 MHz, DMSO-ds):
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2-Chloro-N-(4-methoxyphenyl)acetamide (12)
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3-Cyclopropyl-2-(prop-2-yn-1-ylthio)quinazolin-4(3H)-one (13a)

'H NMR (400 MHz, DMSO-ds):
C 8RNIy ENS9III9933 885885558383 3Y885RR22r2858558883 6500
kAN N NN N N N N N NN NN A/ R A AR AN KN R A Rrtts Rtk R
6000
5500
5000
0
//[fg L4500
N
/l\\ 4000
=
N s N
/\\CH
3500
3000
2500
2000
1500
- 1000
500
L ,
ol o L &b
< ©
225 S 32 S F-500
T T T T T T T T T T T T T T T T
14 13 12 1 10 9 8 7 6 5 4 3 2 1 0 -1
1 (ppm)

BC NMR (100 MHz, DMSO-de):

35



2N 3 8 2%&3 © o I 9 ©

Il |\ o Pl

[
T T T T T T T T T T T T T T T T T T T T T T
210 200 190 180 170 160 150 140 130 120 110 100 90 80 70 60 50 40 30 20 10 -10

1 (ppm)

36

r1500

r1400

r1300

r1200

r1100

1000

ro00

r800

r700

r600

r500

r400

r300

r200

r100

r-100




3-Phenyl-2-(prop-2-yn-1-ylthio)quinazolin-4(3H)-one (13b)

'H NMR (400 MHz, DMSO-ds):
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6-Chloro-3-cyclopropyl-2-(prop-2-yn-1-ylthio)quinazolin-4(3H)-one (13c)
'H NMR (400 MHz, DMSO-ds):
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2-Bromo-N-(4-methoxyphenyl)acetamide (15a)

'H NMR (400 MHz, DMSO-ds):
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2-Bromo-N-phenylacetamide (15b)

'H NMR (400 MHz, DMSO-ds):
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13C NMR (100 MHz, DMSO-ds):
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2-Bromo-N-(4-nitrophenyl)acetamide (15c)

'H NMR (400 MHz, DMSO-ds):
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High resolution mass spectra (HRMS) of synthesised com-

pounds
N-Butyl-2-((3-cyclopropyl-4-oxo0-3,4-dihydroquinazolin-2-yl)thio)acetamide (5a)

Full spectrum
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Zoomed spectrum (Top spectrum: measured mass; bottom spectrum: calculated mass)
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N-Benzyl-2-((3-cyclopropyl-4-oxo-3,4-dihydroquinazolin-2-yl)thio)acetamide (5b)

Full spectrum

$S-1-36_Pos_Full #1-9 RT:0.02-048 AV:9 NL: 242ES
T: FTMS + p NSI Full ms [100.00-2000.00]
388.10913
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Zoomed spectrum (Top spectrum: measured mass; bottom spectrum: calculated mass)

Relative Abundance
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NL:

242E8
$S-1-36_Pos_Full#1-9 RT:
0.02-048 AV:9T:FTMS +p
NSI Full ms [100.00-2000.00]

394.30006

NL:
1.76E4

C20HeN202S +Na:
C2xoHeN202S1Nay
p(gss,s /p:40)Chrg 1
R: 90562 Res .Pwr . @FWHM



N-Benzyl-2-((4-oxo-3-phenyl-3,4-dihydroquinazolin-2-yl)thio)acetamide (5c)

Full spectrum

$S-1-37_Pos_Full #1-14 RT:0.01-0.73 AV:14 NL:1.07E8
T: FTMS + p NSI sid=40.00 Full ms [100.00-2000.00]

Relative Abundance
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Zoomed spectrum (Top spectrum: measured mass; bottom spectrum: calculated mass)

10 42410852

Relative Abundance

42511133

426.10425
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$8-1-37_Pos_Full#1-14 RT:
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N-Benzyl-2-((6-chloro-3-cyclopropyl-4-oxo-3,4-dihydroquinazolin-2-yl)thio)acetamide (5d)

Full spectrum

$8-1-38_Pos_Full #1-10 RT:0.01-0.53 AV: 10 NL: 151E8
T: FTMS + p NSI Full ms [100.00-2000.00]

Relative Abundance
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Zoomed spectrum (Top spectrum: measured mass; bottom spectrum: calculated mass)
42206963 NL:
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N-(4-Methoxyphenyl)-3-((4-oxo-3-phenyl-3,4-dihydroquinazolin-2-
yl)thio)propenamide (5f)

Full spectrum

S$S-1-47_Pos_Full #1-10 RT:0.02-0.55 AV: 10 NL:7.80E7
T: FTMS + p NSI Full ms [100.00-2000.00]
43213745
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Zoomed spectrum (Top spectrum: measured mass; bottom spectrum: calculated mass)

Relative Abundance
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NL:

7.80E7
S$8-1-47_Pos_Fuli#1-10 RT:
0.02-0.55 AV- 10 T:FTMS +p
NSI Full ms [100.00-2000.00]

NL:
1.69€E4

C24H21N302 S +H:
C24H22N3 0381
p(gss, s /p:40)Chrg 1
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3-Cyclopropyl-2-((2-morpholino-2-oxoethyl)thio)quinazolin-4(3H)-one
(58)

Full spectrum

SS-1-44_Pos_Full#1-9 RT:0.00-046 AV:9 NL:3.02E8
T: FTMS + p NSI Full ms [100.00-2000.00]
368.10394
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Zoomed spectrum (Top spectrum: measured mass; bottom spectrum: calculated mass)

368.10394 NL:
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2-((2-Morpholino-2-oxoethyl)thio)-3-phenylquinazolin-4(3H)-one (5h)

Full spectrum
SS-1-45_Pos_Full #1-11 RT: 0.02-061 AV: 11 NL:6.92E7
T: FTMS + p NSI Full ms [100.00-2000.00]
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Zoomed spectrum (Top spectrum: measured mass; bottom spectrum: calculated mass)

382.12228 NL:
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2-((2-Morpholino-2-oxoethyl)thio)quinazolin-4(3H)-one (5i)

Full spectrum
SS-1-60_Pos_Full #1-10 RT:0.02-0.54 AV: 10 NL:2.42E8
T: FTMS + p NSI Full ms [100.00-2000.00]
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Zoomed spectrum (Top spectrum: measured mass; bottom spectrum: calculated mass)
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N-(4-Methoxyphenyl)-2-((4-oxo-3-phenyl-3,4-dihydroquinazolin-2-
yl)thio)acetamide (5j)

Full spectrum

S$S-1-41_Pos_Full #11-21 RT:061-1.18 AV:11 NL:744E7
T: FTMS + p NSI Full ms [100.00-2000.00]
10 440.10361
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Zoomed spectrum (Top spectrum: measured mass; bottom spectrum: calculated mass)
440.10361

Relative Abundance
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2-((6-Chloro-3-cyclopropyl-4-oxo-3,4-dihydroquinazolin-2-yl)thio)-N-(4-
methoxyphenyl)acetamide (5k)

Full spectrum

S$S-1-42_Pos_Full #1-9 RT:0.02-048 AV:9 NL: 1.75E7
T: FTMS + p NSI Full ms [100.00-2000.00]
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Zoomed spectrum (Top spectrum: measured mass; bottom spectrum: calculated mass)
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2-(4-(((3-Cyclopropyl-4-oxo-3,4-dihydroquinazolin-2-yl)thio)methyl)-1H-
1,2,3-triazol-1-yl)-N-phenylacetamide (6a)

Full spectrum

S$S-1-66_Pos_Full #1-18 RT:0.01-1.00 AV: 18 NL:6.35E7
T: FTMS + p NSI Full ms [100.00-2000.00]
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Zoomed spectrum (Top spectrum: measured mass; bottom spectrum: calculated mass)

Relative Abundance
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2-(4-(((3-Cyclopropyl-4-oxo-3,4-dihydroquinazolin-2-yl)thio)methyl)-1H-
1,2,3-triazol-1-yl)-N-(4-methoxyphenyl)acetamide (6b)

Full spectrum

SS-1-56_Pos_Full #1-18 RT:0.02-1.02 Av: 18 NL: 1.52E8
T: FTMS + p NSI Full ms [100.00-2000.00)
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Zoomed spectrum (Top spectrum: measured mass; bottom spectrum: calculated mass)

NL:

585E7
$8-1-56_Pos_Fuli#1-18 RT:
002-1.02 AV-18 T:FIMS +p
NSI Full ms [100.00-2000.00]
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2-(4-(((6-Chloro-3-cyclopropyl-4-oxo-3,4-dihydroquinazolin-2-yl)thio)me-
thyl)-1H-1,2,3-triazol-1-yl)-N-(4-methoxyphenyl)acetamide (6c)

Full spectrum

S$S-1-59_Pos_Full #7-18 RT:0.37-0.99 AV: 12 NL:449E6
T: FTMS + p NSI sid=40.00 Full ms [100.00-2000.00]
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Zoomed spectrum (Top spectrum: measured mass; bottom spectrum: calculated mass)
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N-(4-Methoxyphenyl)-2-(4-(((4-oxo-3-phenyl-3,4-dihydroquinazolin-2-
yl)thio)methyl)-1H-1,2,3-triazol-1-yl)acetamide (6d)

Full spectrum

$S-1-54_Pos_Full #28-35 RT:1.51-1.90 AV:8 NL:1.53E7
T: FTMS + p NSI Full ms [100.00-2000.00]
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Zoomed spectrum (Top spectrum: measured mass; bottom spectrum: calculated mass)
521.13620
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NL:

153E7
$S-1-54_Pos_Full#28-35
RT:151-1.90 AV:8 T: FIMS
+p NSIFull ms
[100.00-2000.00]

NL:
1.63E4

C2sH22Ng O3S +Na:
C2sH22Ns Oz2S1Nas
p (gss, s /p:40) Chrg 1
R:90562 Res .Pwr . @FWHM



2-(4-(((3-Cyclopropyl-4-oxo-3,4-dihydroquinazolin-2-yl)thio)methyl)-1H-
1,2,3-triazol-1-yl)-N-(4-nitrophenyl)acetamide (6e)

Full spectrum

S$S-1-68_Pos_Full #1-18 RT:0.02-1.03 AV: 18 NL:9.02E6
T: FTMS + p NSI Full ms [100.00-2000.00]
10 500.11090

9

9l

Relative Abundance
(54

2
20720108855 309.20350
1

1
568.09849

97723304
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Zoomed spectrum (Top spectrum: measured mass; bottom spectrum: calculated mass)

Relative Abundance

10

499.10393

499.96677

500.11090

50027298 500.93011

501.11410

501.35855

50210669

NL:
9.02E6
$S-1-68_Pos_Fuli#1-18 RT:
0.02-1.03 AV: 18 T-FTMS +p
NSI Full ms [100.00-2000.00]

503.10992 50347994 504.11302

500.

1114

501.11382

NL:
1.69E4

C2HpN704S +Na:
C2HeN704S1Na1
p (gss, s /p:40) Chrg 1
R:90562 Res .Pwr . @FWHM
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3-Cyclopropyl-2-mercaptoquinazolin-4(3H)-one (8a)

Full spectrum

$S-1-10_Pos_Full #1-17 RT:0.02-0.95 AV: 17 NL:4.37E7
T: FTMS + p NSI Full ms [100.00-2000.00]

219. 7
10 9.0586

251 .(?4675

Relative Abundance
w
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Zoomed spectrum (Top spectrum: measured mass; bottom spectrum: calculated mass)

Relative Abundance

'y
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NL:

437€7
$S-1-10_Pos_Full#1-17 RT:
0.02-095 AV-17 T:FTMS +p
NSI Full ms [100.00-2000.00]

NL:

1.96E4

CnHoN20S +H:
CnHnN201S1

p (gss, s /p:40) Chrg 1

R: 90562 Res .Pwr. @FWHM



2-Mercapto-3-phenylquinazolin-4(3H)-one (8b)

Full spectrum
SS-1-14_Pos_Full #2-30 RT: 0.08-1.68 AV:29 NL: 1.36E8

T: FTMS + p NSI Full ms [100.00-2000.00]

277.04057
10i

95

7 531.09205

Relative Abundance
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6-Chloro-3-cyclopropyl-2-mercaptoquinazolin-4(3H)-one (8c)

Full spectrum

S$S-1-16_Pos_Full #1-18 RT:0.02-1.02 AV:18 NL: 841E6
T: FTMS + p NSI Full ms [100.00-2000.00]
353.26626
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Zoomed spectrum (Top spectrum: measured mass; bottom spectrum: calculated mass)

Relative Abundance
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2565 2570 2575

NL:

3.19E5
SS-1-16_Pos_Full#1-18 RT:
0.02-1.02 AV: 18 T: FTMS +p
NSI Full ms [100.00-2000.00]

NL:
148E4

C1Hg CIN20OS +H:
CnHpCIl1N201S1

p(gss, s /p:40)Chrg 1
R:90562 Res .Pwr. @FWHM



2-((3-Cyclopropyl-4-oxo0-3,4-dihydroquinazolin-2-yl)thio)acetic acid (9a)

Full spectrum

S$S-1-24_Pos_Full #1-7 RT:0.02-0.38 AV:7 NL:7.22E6
T: FTMS + p NSI Full ms [100.00-2000.00]
299.04582

10

259.05340

Relative Abundance
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Zoomed spectrum (Top spectrum: measured mass; bottom spectrum: calculated mass)

Relative Abundance
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NL:

7.22E6
$S-1-24_Pos_Fuli#1-7 RT:
0.02-0.38 AV:7 T:FTMS +p
NSI Full ms [100.00-2000.00]

NL:
191E4

CB8HEN203S +Na:
CeHeN203S1Na1
p (gss,s /p:40)Chrg 1
R:90562 Res Pwr. @FWHM



2-((4-Oxo-3-phenyl-3,4-dihydroquinazolin-2-yl)thio)acetic acid (9b)

Full spectrum

$S8-1-23_Pos_Full#1-9 RT:0.01-048 AV:9 NL: 156E8
T: FTMS + p NSI Full ms [100.00-2000.00]
1001 335.04603
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Zoomed spectrum (Top spectrum: measured mass; bottom spectrum: calculated mass)
L.

Relative Abundance

335.04603

NL:

10 1.56E8
S$8-1-23_Pos_Full#1-9 RT:
9 0.01-048 AV:9T:FIMS +p
NSI Full ms [100.00-2000.00]
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. 336.04891
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o] .
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CsHoeN202S +Na:
9 CsHoN202S1Na1
p (gss, s /p:40)Chrg 1
a R:90562 Res .Pwr. @FWHM
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2-((6-Chloro-3-cyclopropyl-4-oxo-3,4-dihydroquinazolin-2-yl)thio)acetic
acid (9¢)
Full spectrum

S$S-1-19_Pos_Full #1-8 RT:0.02-043 AV:8 NL: 1.34E8
T: FTMS + p NSI Full ms [100.00-2000.00]

333.00717
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Zoomed spectrum (Top spectrum: measured mass; bottom spectrum: calculated mass)

Relative Abundance

10
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TTTT

338

NL:

1.34E8
S$5-1-19_Pos_Full#1-8 RT:
0.02-043 AV:8T:FTMS +p
NSI Full ms [100.00-2000.00]

NL:
1.44E4

CgHnCIN203S +Na:
CeHnCl1N203S1Nay
p(gss,s /p:40)Chrg 1
R:90562 Res .Pwr. @FWHM



3-((4-Oxo0-3-phenyl-3,4-dihydroquinazolin-2-yl)thio)propanoic acid (9d)

Full spectrum

SS-1-31_Pos_Full #1-18 RT: 0.02-1.02 AV: 18 NL: 2.52E7
T: FTMS + p NSI Full ms [100.00-2000.00]
277.04058

10

Relative Abundance
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Full spectrum

S$S-1-34_Pos_Full #1-12 RT: 0.02-0.67 AV:12 NL: 1.14E8
T: FTMS + p NSI Full ms [100.00-2000.00]

Relative Abundance
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2-Chloro-N-(4-methoxyphenyl)acetamide (12)
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Zoomed spectrum (Top spectrum: measured mass; bottom spectrum: calculated mass)

Relative Abundance
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NL:
1.14E8
$S-1-34_Pos_Fuli#1-12 RT:
0.02-0.67 AV:- 12 T:FTIMS +p
NSI Full ms [100.00-2000.00]

NL:
1.60E4

CoHpCINO2 +Na:
CoHpCliN1O2Na1

p (gss, s /p:40) Chrg 1

R: 90562 Res .Pwr. @FWHM



3-Cyclopropyl-2-(prop-2-yn-1-ylthio)quinazolin-4(3H)-one (13a)

Full spectrum

$8-1-55_Pos_Full #1-17 RT: 0.02-095 AV: 17 NL:3.28E7
T: FTMS + p NSI Full ms [100.00-2000.00]
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Zoomed spectrum (Top spectrum: measured mass; bottom spectrum: calculated mass)

Relative Abundance
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NL:

3.28E7
S$S-1-55_Pos_Full#1-17 RT:
0.02-095 AV:17 T:FTMS +p
NSI Full ms [100.00-2000.00]

NL:
1.89E4

CxHeN20S +Na:
CxHeN201S1Na1

p (gss,s /p:40)Chrg 1
R:90562 Res Pwr. @FWHM



3-Phenyl-2-(prop-2-yn-1-ylthio)quinazolin-4(3H)-one (13b)

Full spectrum

S$S-1-48_Pos_Full #1-18 RT:0.02-0.98 AV: 18 NL: 1.96E8
T: FTMS + p NSI Full ms [100.00-2000.00]
10 315.05616

Relative Abundance
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Zoomed spectrum (Top spectrum: measured mass; bottom spectrum: calculated mass)

Relative Abundance

315.05616 NL:

10 1.96E8
$S-1-48_Pos_Full#1-18 RT:

9 0.02-0.98 AV: 18 T:-FTMS + p
NSI Full ms [100.00-2000.00]
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315.05625 NL:

10 1.83E4
CgHeN20S +Na:

o CyHeN201S1Nay
p (gss, s /p:40)Chrg 1

8 R:90562 Res .Pwr. @FWHM
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6-Chloro-3-cyclopropyl-2-(prop-2-yn-1-ylthio)quinazolin-4(3H)-one (13c)

Full spectrum
SS-1-58_Pos_Full #7-18 RT:0.37-099 AV: 12 NL:4.52E6

T: FTMS + p NSI sid=40.00 Full ms [100.00-2000.00]
313.01721

236.98840
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Zoomed spectrum (Top spectrum: measured mass; bottom spectrum: calculated mass)

Relative Abundance

10 313.01721

NL:

4 52E6
$S-1-58_Pos_Full#7-18 RT:
037-0.99 AV: 12 T:FTMS +p
NSI sid=40.00 Fullms

. [100.00-2000.00]
7
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31301728 NL:
10 144E4
Cu#HnCIN20S +Na:
C#HnCl1N201S1Na1
p (gss, s /p:40) Chrg 1
R:90562 Res .Pwr . @FWHM
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2-Bromo-N-(4-methoxyphenyl)acetamide (15a)

Full spectrum

S$S-1-52_Pos_Full #1-15 RT:0.02-0.82 AV: 15 NL: 3.14E8
T: FTMS + p NSI Full ms [100.00-2000.00]

10 267.97637

510.96628

Relative Abundance
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Zoomed spectrum (Top spectrum: measured mass; bottom spectrum: calculated mass)

Relative Abundance
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NL:

3.14E8
$8-1-52_Pos_Full#1-15 RT:
002-0.82 AV:15T:FIMS +p
NSI Full ms [100.00-2000.00]

NL:
1.07E4

CgHopBrNO2 +Na:
CoHoBriN1O2Nas

p (gss, s /p:40) Chrg 1
R:90562 Res .Pwr. @FWHM



2-Bromo-N-phenylacetamide (15b)

Full spectrum

SS-1-65_Pos_Full #1-12 RT:0.02-067 AV:12 NL:521E7
T: FTMS + p NSI Full ms [100.00-2000.00]
237.96594

@ - ~ ~ @ @ © © o
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Zoomed spectrum (Top spectrum: measured mass; bottom spectrum: calculated mass)

Relative Abundance

10 23596832 237.96594 NL:
521E7
$5-1-65_Pos_Full#1-12 RT:
9 002-067 AV12T:FIMS +p
NSI Full ms [100.00-2000.00]
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] p(gss, s /p40)Chrg 1
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2-Bromo-N-(4-nitrophenyl)acetamide (15c)

Full spectrum

$8-1-67_Pos_Full#1-11 RT:0.02-061 AV:11 NL:2.75E7
T: FTMS + p NSI Full ms [100.00-2000.00]
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Zoomed spectrum (Top spectrum: measured mass; bottom spectrum: calculated mass)
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