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Table S1. Bacterial strains and plasmids used in this study

Strain or plasmid

Relevant characteristics

Reference or

origin
PAO1-L Wound isolate, wild type PAO1, Lausanne subline. B. Holloway,
via D. Haas
PAO1-L mCTX::Ppgsa-lux PAO1-L with chromosomal mini-CTX::Ppgsa-lux insertion; TcR 1
PAO1-N Wound isolate, wild type PAO1, Nottingham subline 2
PA14 Burn isolate, wild type UCBPP-PA14 3.4
PALESB58 CF isolate 5
IPCD1451 CF isolate, >95% related to PAO1, IPCD ID 1451 6.7
IPCD1350 CF isolate, >95% related to PA14, IPCD ID 1350 6.7
IPCD1331 CF isolate, >95% related to PAK, IPCD ID 1331 6.7
IPCD48 CF isolate, >95% related to PA7, IPCD ID 48 68

PA14 mCTX::Ppgsa-lux

PA14 with chromosomal mini-CTX::Ppgsa-lux insertion; TcR

Plasmids

MiNni-CTX::Ppgsa-lux

pMMG

R6K-based mini-CTX suicide plasmid for the chromosomal
insertion of a Ppgsa-lux transcriptional reporter fusion; TcR
pMEG6032Alacl constitutively expressing GFP from the Piac

promoter
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Figure S1: Schematic representation of the measurement between the ortho- position of the phenoxy
ring of 6f and the oxygen atom of the Tyrosine 258 (PgsR ligand binding domain).

+MS, 0.7-0.9min #28-34

Intens, +MS, 0.7-0 9min #26-34
x10°
1.59 1+
101.0045
1.0
1+ 1+
0.5] 179.0172 371.1273
0o [224-9,953 741.2428
' 100 200 300 400 500 600 700 800 00 miz
# miz 1%
11010045 1000
2 1020068 34
31030006 SO ~ N
4 1200145 29 SN
5 137004 22 M +—NH
6 1570350 21 cr N
7 1589647 41 HD—\
§ 1700172 340 J
0 1800102 22
10 1810141 35 ﬁ
11 2240053 73 -
12 2260020 26 \:(
13 2369784 55 )
14 3711273 370 NE
15 3721300 85
16 3731250 134
17 3741275 28
18 3031000 28
19 7412428 26
20 7432422 20

Generate Molecular Formula Parameters

Charge Tolerance sigma limit H/C Ratio Electron Conf. Nitrogen Rule Chrom.BackGround Calibration

+1

& ppm

0.08

3-0 both false false TRUE

Expected Formula

C19H19 N4 02

Adduct(s): H, Na, NH4, C3H5N2, radical

Note: Sigma fits < 0.05 indicates high probability of correct MF

Figure S2. HRMS spectrum of 6b.
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+MS, 0.7-0.9min #28-34

Intens +MS, 0.7-0.9min #28-34
x108
1+
2.0 454.2270
' 10 11(;054
10 '
E.Z 1 ?g_lm 73 ‘ 507 4435
' 100 200 300 400 500 600 700 800 900 miz
# m'z I%
1 1010054 551 /
2 1020076 18 N
31030014 32
4 1370025 20
5 1570361 20
6 1790173 166 cl N
7 1810129 18
8 2106240 2.1 \Ej #—NH
9 4202301 40 N
10 4542270 100.0 HO
11 4552300 287
12 4562274 02
13 4572282 20 o]
14 4732203 39
15 4762005 36
16 0074435 1.1
17 0084488 42
18 0004483 20
19 0104252 27
20 9304261 16 NC

Generate Molecular Formula Parameters

Charge Tolerance sigma limit H/C Ratio Electron Conf. Nitrogen Rule Chrom.BackGround Calibration

+1 6 ppm

0.08

3-0 both false false TRUE

Expected Formula

C24 H28 CI1 N5 02

Adduct(s): H, Na, NH4, C3H5N2, radical

Note: Sigma fits < 0.05 indicates high probability of correct MF

Figure S3. HRMS spectrum of 6r.

S6



+MS, 0.7-0.9min #28-34

Irtens.] +MS, 0.7-0.9min #25-34
x105
1+
4394905
o]
1+
1 101.00861
14 1+
179.0178
ol | ~  539.1867 877.3670
100 200 300 400 500 600 700 800 900 miz

# m'z I%

1 1010061 519 !

21020088 18

3103.0023 3.0

4 1370034 24 cl N

5 1700176 148 f_%NH

6 1810136 15 N

7 4391905 100.0 HO

§ 4401926 274

0 4411379 354
10 4421004 00 ]
11 4441688 22
12 4611712 25 7N

13 5391867 21 —
14 8773670 43

15 8783705 25

16 8793682 34 NC
17 8803683 17

18 8003485 31

19 9003522 18

20 901.3516 24

Generate Molecular Formula Parameters

Charge Tolerance sigma limit H/C Ratio Electron Conf Nitrogen Rule Chrom BackGround Calibration

+1 & ppm 0.08 3-0 both false false TRUE
Expected Formula C24 H27 CI1 N4 02 Adduct(s): H, Na, NH4, C3H5N2, radical
# meas.ml/z theo.miz |Err|[ppm] Sigma Formula Adduct Adduct Mass
1 4351905 4391895 210 00043 C24H28CIN40O2 M+H 1.0078
1 4611712 4611715 060 00121 C24H27CINANaO2 M+Na 22.9898

Note: Sigma fits < 0.05 indicates high probability of correct MF

Figure S4. HRMS spectrum of 6l.

S7



+MS, 0.7-0.9min #28-34

Intens. +MS, 0.7-0.9min #2834
¥109]
2.59 1+
200 . 4254757
15] 101.0046
1.04 1+
054 179.0175
00 T 2731677 o 5251696 849.3399
' 100 200 300 400 500 600 700 800 900 miz
# mz 1%
1 1010046 664
21020065 23
31030007 37
4 1461540 14
5 1790175 187 Cl N
6 1810138 20
7 4251757 1000 \©; /—NH
8 4261781 266 N
0 471732 350 HO
10 48172 91
11 #7156 35
12 5251696 27 o
13 8493390 63
14 8503423 36
15 8513395 51
16 8523412 24
17 8713205 53
18 8723266 27 NG
10 §733170 42
20 §743188 20

Generate Molecular Formula Parameters

Charge Tolerance sigma limit H/C Ratio Electron Conf. Nitrogen Rule Chrom.BackGround Calibration

+1 6 ppm 0.08 3-0 both false false TRUE
Expected Formula C23 H25CI1 N4 02 Adduct(s): H, Na, NH4, C3H5N2, radical
# meas.mlz theo.m/z |Err|[ppm] Sigma Formula Adduct Adduct Mass
1 4251757 4251739 440 0.0011 C23H26CIN4O2 M+H 1.0078
1 447 1562 447 1558 050 00200 C23H25CIN4ANaO2 M+Na 229898

Note: Sigma fits < 0.05 indicates high probability of correct MF

Figure S5. HRMS spectrum of 6k.
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+MS, 0.7-0.9min #28-34

Intens. ] +MS, 0.7-0.9min #28-34)
x1059
1+
1001 101.0028 1+
0.757 405,0866
0.50 1+
] 178.0171
025 [ 811.1670
0.00 . s
100 200 300 400 500 600 700 800 500 miz
# m'z 1%
1 101.0028 100.0 /
2 1020054 33 cl N
31020088 50
4 1041069 40 />— NH
5 1169773 64
6 1370016 29 cl N
7 1570359 29 HO
8 1790171 273
0 1810142 20
10 4050886 726 0

11 4060916 160
12 4070850 467
13 4080869 108
14 4000846 84
15 470733 238
16 8001675 51
17 8111670 68
18 8121694 20 NC
19 8131632 35
20 8331458 32

Generate Molecular Formula Paramete

Charge Tolerance sigma limit H/C Rauo relectron wonr. mNirogen Kule wnrom. sackarouna Calibration
+1 6 ppm 0.08 3-0 both false false TRUE

Expected Formula C21 H22 CI2 N4 02 Adduct(s): H, Na, NH4, C3H5N2, radical

Note: Sigma fits < 0.05 indicates high probability of correct MF

Figure S6. HRMS spectrum of 6c.



+MS, 0.7-0.9min #28-34

Intens. +MS, 0.7-0.9min #28-34
x105

1+
1.0 101.0039

1+
05 41541547
0.0 1??.!)1 70 2731749 % o) 851.2780
' 100 200 300 400 500 600 700 800 900 miz
# m'z I%
1 1010039 1000 [/\O/
2 1020065 33 Cl N
31029990 6.0
4 1340813 21 /> NH
5 167.1158 55 N
6 1689902 15
7 1790170 65 HO
8 2731749 21
9  365.1078 30
10 4131776 19 0
11 4151547 364
12 416.1563 o1
13 417.1518 129
14 4181531 31
15 437.1360 73
16 438.1403 1.7
17 4391336 2.7
18 8512780 42 NC
19 8522757 22
20 8532769 32
Generate Molecular Formula Parameters No of Most Intense MS Peaks Analysed 5
Charge Tolerance sigma_limit Calibration
+1 & ppm 0.08 TRUE
Formula Min C1HONODQO Formula Max C50 H100 N10 ©10 H Na NH4 C3H5N2
# meas.m/z theo.miz |Err|[ppm] Sigma Formula
2 417.1518 4171520 050 00038 CI19H20N7Na103
4171533 3To 00040 C21HZ22N4Na104
A417.1531 3.10 0.0040 C20H23N30O7
417.1530 310 0.0042 C19H1TNIDO2
4171517 0.20 0.0061 C1THISN1301

Note: Sigma fits < 0.05 indicates high probability of correct MF

Figure S7. HRMS spectrum of 6t.
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Sample-1D pazfs2_005
Submitter

Analysis Name

Fadi Soukarieh (pazfs2)
pazfs2_005_653078_7_01_133763.d

Lab Cc13

Supervisor Mike Stocks (pazmijs)

Acquisition Date 8/9/2023 10:43:23 AM

lonisation Mode ESI Positive Instrument Bruker MicroTOF
+MS, 0.7-0.9min #27-33
Intens.4 +MS, 0.7-0.9min #27-33
x105
1+ 14
075{ 101.0036 4274894
0.507
0.25
0.00 179.0181 527.1856 875.?455
' 100 200 300 400 "500 600 "700° 800 900 miz
# mz I%
1 101.0036 1000
2 102.0060 34
3 102.9000 58
4 134.0808 51
5 137.0016 28 CI
6 1671152 51 N
7 179.0161 59
8 2371141 42 /> NH
9 273.1758 28 N
10 427.1804 01.0
11 4281019 239 HO
12 4201874 320
13 430.1906 8.0
14 4491710 71 O
15 451.1675 27
16 853.3696 43
17 8533724 31
18 875.3455 5.6
19 876.3513 30
20 8773517 44
NC
Generate Molecular Formula tense MS Peaks Analysed 5
Charge Tolerance sigma_lim.. e auun
+1 6 ppm 0.08 TRUE
FormulaMin C1HONODOO Formula Max  CB50H100 N10 O10 H Na NH4 C3H5N2
# meas.miz theo.miz |Err|[ppm] Sigma Formula
2 4291874 4251894 480 0.0029 C22H2YN3 06
4291884 230 00032 C22H30Na107
4291881 1.70 0.0050 C20H25N60O5
4291884 230 0.0065 C21H24NTNa102
4291870 0.80 00083 C19H22ZN10Nat10O1
4 430.1906 430.1881 570 00167 C11H25N11Nal106
430.1895 260 00168 C13H2IN8Na10T7

Figure S8. HRMS spectrum of 6h.
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Sample-1D pazfs2_006 Lab Cc13

Submitter Fadi Soukarieh (pazfs2) Supervisor Mike Stocks (pazmjs)
Analysis Name pazfs2_006_653079_8_01_133764.d Acquisition Date 8/9/2023 10:45:53 AM
lonisation Mode ESI Positive Instrument Bruker MicroTOF

+MS, 0.7-0.9min #28-34

Intens. ] +MS, 0.7-0.9min #28-34)
x10%

1+
107 101.0032

0.5 1+
4114575
00 179.0171 286.;:1548 4{
' 100 200 300 400 500 600 700 800 ado miz
# mz 1%
1 101.0032 1000
2 102.0056 35
3 102.9990 6.3
4 1200125 58 cl N
5 130.0110 18
6 1340808 33 /> NH
7 137.0010 20 N
8 1589633 20
0 167.1170 18 HO
10 179.0171 6.1
11 2250114 18
12 236.9792 18
13 273.1758 21 o
14 286.1548 6.4
15 2020043 15
16 411.1575 269
17 412.1616 71
18 413.1560 24
19 4141579 25
20 433.1407 23
NC
Generate Molecular Formula P 1aw ot v mneiion 15 Peaks Analysed 5
Charge Tolerance sigma_limit Calibration
+1 & ppm 0.08 TRUE
FormulaMin C1HONODOD Formula Max  C50 H100 N10 O10 H Na NH4 C3HBN2
# meas.mlz theo.miz |Err][ppm] Sigma Formula
2 413.1560 413.1584 590 00088 C22H22N4Na103
413.1581 530 00114 C20H17N10O1
413.1581 530 00122 C21H23N306
4131571 270 00144 C20H20NTNa102
413.1568 200 00187 C18H15N13
4 286.1548 2861550 0.80 0.0061 C16H20N30O2
286.1563 550 0.0079 C18H2203

Figure S9. HRMS spectrum of 6j.
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Sample-ID
Submitter

Analysis Name

pazfs2_007
Fadi Soukarieh (pazfs2)
pazfs2_007_653080_9_01_133765.d

Lab C13

Supervisor

Mike Stocks (pazmjs)
Acquisition Date 8/9/2023 10:48:23 AM

lonisation Mode ESI Pasitive Instrument Bruker MicroTOF
+MS, 0.7-0.9min #28-34
Intens. +MS, 0.7-0.9min #28-34
x10%
1.00 1+
0751 101.0040 "
0.50 434748
0.25 {
o2 1799170 ¥ 8493102
) 100 200 300 500 600 700 800 900 miz
# m'z 1%
1 101.0040 1000
2 102.0061 35
31030002 59
4 1340816 33 Cl N
5 137.0021 18
6 1700170 6.0
7 2731757 18 />7 NH
8 357.1001 33 N
9 4131746 446
10 4141762 117

11 4151666 224
12 416.1689 55
13 4171542 34
14 4351555 5.6
15 437.1462 31
16 513.1700 18
17 847.3205 30
18 8403102 37
19 850.3139 18
20 851.3059 1.7

Generate Molecular Formula Parameter:

Charge Tolerance sigma_limit

c

+1 6 ppm

0.08

FormulaMin C1HONOGCO

# meas.m/z theo.ml/z |Err|[ppm]
1 4131746 4131721 6.10
413.1723 5.40
413.1734 2.80
4131737 220
413.1747 0.40
2 4151666  415.1642 5.90
415.1652 3.30

Figure S10. HRMS spectrum of 6g.

PRVELTS
0.0293
0.0323
0.0352
0.0305
0.0332

NC

LLOMLoNG | Ua
C25H23N303
C26H22N4Na1

C2TH2504
C24H20NGNa1
C25H23N204

S13



Sample-ID pazfs2 008 Lab Cc13

Submitter Fadi Soukarieh (pazfs2) Supervisor Mike Stocks (pazmjs)
Analysis Name pazfs2_008_653081_10_01_133766.d Acquisition Date 8/9/2023 10:50:52 AM
lonisation Mode ESI Positive Instrument Bruker MicroTOF

+MS, 0.7-0.9min #28-34

Intens. +MS, 0.7-0.9min #28-34)
x105
15 1+
102.1286
1.0 1+
428:2126
0.5
00 st7240 ¢
' 100 200 300 400 500 600 700 800 00 miz
= mz 1% .
1 1010041 442 N—
2 102.1286 1000
3 103.0004 29
4 103.1316 79
5 1110932 1.7
5 1301503 22 Cl N
7 1340810 18
8 15890636 37 />_N H
9 1700170 30 N
10 236.9775 25
11 317.2410 40 HO
12 3831532 6.6
13 384.1596 15
14 3042230 17 )
15 3052284 10
16 4282126 64.7
17 4292150 17.0
18 4302134 55
19 450.1931 59
20 4511972 16
NC
Generate Molecular Formula Parameters No of Most Intense MS Peaks Analysed 5
Charge Tolerance sigma_limit Calibration
+1 6 ppm 0.08 TRUE
FormulaMin C1HONOOO Formula Max C50H100 N10 O10 H Na NH4 C3H5N2
# meas.m/z theo.miz |Err|[ppm] Sigma Formula
1 4282126 4282142 380 00348 C19H29NG6Na104
4262140 310 0.0372 C17TH24N1202
4262140 310 0.0379 C18H3ONSO7
4262129 070 00406 C17H27TN9Na103
42682111 3.70 0.0415 C30H29Na101
2 4292150 4292175 6.00 0.0110 C28H28N3Na1
4292173 530 0.0150 C27TH25N203

Figure S11. HRMS spectrum of 6q.
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Sample-ID pazfs2_021 Lab c13

Submitter Fadi Soukarieh (pazfs2) Supervisor Mike Stocks (pazmjs)
Analysis Name pazfs2_021_653086_12_01_133769.d Acquisition Date 8/9/2023 12:21:18 PM
lonisation Mode ESI Positive Instrument Bruker MicroTOF

+MS, 0.7-0.9min #27-33

Intens. ] +MS, 0.7-0.9min #27-33
x108

1.5

1+
101.0047
1.01

1+
1+ 399¢1581
0,57 179.0174

, 499.1527 819.2696
100 200 300 400 500 600 700 800 900 miz

=
o

# m'z 1% »/

1 1010047 1000 Cl = N
21020070 34 NH
3 103.0011 S8 \[@ N/>_

4 1181230 47 HO__§
5 1680008 21

6 1700174 312

7 1800180 20 Q

8 1810132 31

0

3001581 452
10 4001610 112
11 4011542 150
12 4021572 37 NC
13 421.139% 48
14 4001527 32
15 7973108 33
16 7003000 25
17 8192896 56
18 8202015 28
19 821.2826 44
20 8222857 20

Generate Molecular Formula Parameters

Charge Tolerance sigma limit H/C Ratio Electron Conf. Nitrogen Rule Chrom. BackGround Calibration

+1 6 ppm 0.08 3-0 both false false TRUE
Expected Formula C21H24 CH1 N4 02 Adduct(s): H, Na, NH4, C3H5N2, radical
# meas. m/z theo.mi/z |Err|[ppm] Sigma Formula Adduct AdductMass
1 399.1581 399.1582 0.20 0.0016 C21H24CIN4O2 M+ -0.0005

Note: Sigma fits < 0.05 indicates high probability of correct MF

Figure S12. HRMS spectrum of 6v.
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Sample-ID
Submitter

Analysis Name

pazfs2_025
Fadi Soukarieh (pazfs2)
pazfs2_025_653087_13_01_133770.d

Lab Cc13
Supervisor Mike Stocks (pazmjs)

Acquisition Date 8/9/2023 12:23:48 PM

lonisation Mode ESI Positive Instrument Bruker MicroTOF
+MS, 0.7-0.9min #28-34
Intens. +MS, 0.7-0.9min #28-34
x10%7
] 1+
15 101.0038
1.0
] 1+
] 1* 4174483
0.57 179.0172
0.0] 8552687
' 100 200 300 400 500 600 700 800 800 miz

# m'z I%
1 101.0032 1000
2 1020063 34
3 103.0001 5.7
4 1340823 17
5 137.0021 19
6 157.0356 32
7 168.9924 15
8 1790172 300
9 1800182 19
10 181.0133 32
11 417.1483 307
12 4181514 10.0
13 4191459 139
14 4201485 33
15 4301315 52
16 4401303 13
17 441.1285 18
18 8332846 13
19 8552087 24
20 8572652 19

Cl. e N
T
L
HO
@]
F
NC

Generate Molecular Formula Parameters

Charge Tolerance sigma limit H/C Ratio Electron Conf. Nitrogen Rule Chrom.BackGround Calibration

+ & ppm 008

3-0 both false false TRUE

Expected Formula

C21H23 Cl1 F1 N4 02

Adduct(s): H, Na, NH4, C3H5N2, radical

# meas.m/z theo.m/z

|Err|[ppm] Sigma

Formula Adduct Adduct Mass

1 4171483 417.1488

110 0.0039 C21H23CIFN402 M+ -0.0005

Note: Sigma fits < 0.05 indicates high probability of correct MF

Figure S13. HRMS spectrum of 60.
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P DT I [ERST] 1 usiuve

HISU LIS

LIURTE VLU | )

+MS, 0.7-0.9min #28-34

Intens. ] +MS, 0.7-0.9min #28-34
x1053
259 1+
2.07 4174500
1.59 1+
1 101.0038
1.04 1e
057
s 179.|0174 833 2665
' 100 200 300 400 500 600 700 800 900 miz
# mz 1% \
1 1010038 530 =
2 1020062 18 O~ N
31020007 31 [ L S NH
4 1340815 16 A
5 1570362 18 Ho—
6 1790174 158
7 181.0126 16 D-'
8 417.1500 1000 \
0 4181524 244 I
10 4101474 344 F=

11 420.1503 78
12 430.1327 22
13 517.1454 18
14 833.2885 5.6
15 834.2025 27
16 835.2883 43
17 836.2868 19
18  855.2703 39
19 856.2732 20
20 8572697 29

Generate Molecular Formula Parameters

Charge Tolerance sigmalimit H/C Ratio Electron Conf. Nitrogen Rule Chrom. BackGround Calibration

+1 6 ppm 0.08 3-0 both false false TRUE
Expected Formula C21H23 Cl11 F1 N4 02 Adduct(s): H, Na, NH4, C3H5N2, radical
# meas.m/z theo.miz |Err|[ppm] Sigma Formula Adduct Adduct Mass
1 4171500  417.1488 290 00042 C21H23CIFN4O2 M+ -0.0005

Note: Sigma fits < 0.05 indicates high probability of correct MF

Figure S14. HRMS spectrum of 6n.
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Sample-ID
Submitter

Analysis Name

pazfs2_sen086
Fadi Soukarieh (pazfs2)
pazfs2_sen086_653089_15_01_133772.d

Lab Cc13
Supervisor Mike Stocks (pazmjs)

Acquisition Date 8/9/2023 12:28:48 PM

lonisation Mode ESI Positive Instrument Bruker MicroTOF
+MS, 0.7-0.9min #28-34
Intens. +MS, 0.7-0.9min #28-34
x10%]
1.5 1+
1 101.0044
1.0
1+ 1
0.5 179.0168 335{431
0.0 )
100 200 300 400 500 800 700 800 900 miz
# m'z [%
1 101.0044 1000
2 1020071 33 \
3 103.0004 59
4 1301505 14 CI N
5 1340815 15 S NH
6 137.0031 17 I\r
7 1461530 20
8 157.0351 26 HO
0 168.0027 17
10 1790168 296
11 1800202 19 o
12 181.0132 29
13 273.1687 12
14 3851431 238
15 3861438 57
16 387.1402 87
17 3881407 20
18 407.1266 27 NC
19 4851384 12
20 791.2580 13

Generate Mo

lecular Formula Parameters

Charge Tolerance sigma limit H/C Ratio Electron Coni. Nitrogen Rule Chrom.BackGround Calibration

+1

% ppm 0.08 30 both

false false TRUE

Expected Formula C20 H22 C11 N4 02

Adduct(s): H, Na, NH4, C3H5N2, radical

# meas.m/iz theo.miz |Err|[ppm] Sigma Formula

Adduct Adduct Mass

1 385.14

31 385.1426 140 00073 C20H22CINAO2

M+ -0.0005

Figure S15. HR

Note: Sigma fits < 0.05 indicates high probability of correct MF

MS spectrum of 6e.
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Sample-ID
Submitter

Analysis Name

pazfs2_SENO086_Me
Fadi Soukarieh (pazfs2)
pazfs2_SEN086_Me_653090_16_01_1337

Lab

Supervisor

C13

Mike Stocks (pazmijs)

&t

Acquisition Date 8/9/2023 12:31:19 PM

lonisation Mode Positive Instrument Bruker MicroTOF
+MS, 0.7-0.9min #28-34
Intens. +MS, 0.7-0.9min #28-34
%107
1.254 1+ 1+
1 .OD: 101.0038 3714279
0.757
0.507 1+
051 179.0176
0.00] . 471.1198 763.2268
' 100 200 300 400 500 600 700 800 900 miz
# mz 1% {
1 101003 966 GOl N
2 1020062 33 | />—NH
3 103.0003 50 e N
4 146.1540 28
5 1790176 280 HO
6 181.0145 27
72100794 6.4
8§ 3371651 37
9 371.1279 1000
10 3721300 230

11 3731256 353
12 3741277 7.7
13 393.1007 6.1
14 741.2448 6.7
15 7422481 31
16 743.2423 53
17 763.2269 04
18 764.2334 47
19 765.2245 72
20 766.2307 30

Generate Molecular Formula Parameters

s
L()

NC

Charge Tolerance sigma limit

H/C Ratio Electron Conf. Nitrogen Rule Chrom.BackGround Calibration

Y] & ppm 0.08 3-0

both

false false TRUE

Expected Formula

C19 H20 CI1 N4 02
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Figure S16. HRMS spectrum of 6a.
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Figure S17. HRMS spectrum of 6f.
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Figure S18. HRMS spectrum of 6w.
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Figure S34. *C-NMR spectrum of 6i.

13:35:49
24 August 2023

Printing Time:
Printing Date:

B TIC of +Q1: from Sample 233 (am204-008 final) of DataAM2018.wiff (Turbo Spray) ‘\7 Max. 2.3e8 cps!
Cle_s N
2.3¢8 2'&8 \ﬂ T 7—NH
2.0e8 / i T
R HO ¢
. | N
4 1.5e8 / \ &
z’, 3
= N
2 1.0e8- i ¢ N
L . =
= | \ >
1 .
5.0e7 | \ 311 NC
. o’ - | 2.68 . Sa el
) T - T s} T T T T T T T
0.5 1.0 1.5 2.0 2.5 3.0 3.5 4.0 4.5 5.0
Time, min
B Shimadzu LC Controller Detector A, Channel 1 from Sample 233 (am204-008 final) of DataAM?2... Max. 1.7e6
1.7e6 S09
1566 “
i[
> 1.0e6- | l
=
5 |
< J |
5.0e5 ) .
\
: I\
0.0+ T T T T T T T T T T
0.0 0.5 1.0 15 2.0 25 3.0 3.5 4.0 4.5 5.0 5.5
Time, min
B Shimadzu LC Controller Detector A, Channel 1 from Sample 233 (am204-008 final) of DataAM2... Max. 1.7e6
1.7¢6 203
1.5€6
> 1.0e6
2
S5
<
5.0e5
0.0’ T T T T T T T ; T ; T
0.0 0.5 1.0 1.5 2.0 2.5 3.0 35 4.0 45 5.0 55
Time, min
B +Q1: 1.938 to 2.172 min from Sample 233 (am204-008 final) of DataAM2018.wiff (Turbo Spr... Max. 2.2e6 cps
382.8
2.0e6
: 1.5e6
o
Z
2 10e6- arns
L
£
5.0e5- 194.9
i 1l 11 _205.9_2500 3233 gkalz.z 431.2_450.2 ey
150 200 250 300 350 400 450 500 550 600 650 700 750 860 850 900
m/z, Da

Collected by: API2000\hplc_user
Electronic Signature: no
Operator: hplc_user

Figure S35. LCMS spectrum of 6q.
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Figure S41. LCMS spectrum of 6a.
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