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Figure S1. *H NMR spectra of NMP
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Figure S2. Mass spectra of NMP



PROTON_01
TZMWCIMeSMe

10.0 9.5 9.0 8.5 8.0 7.5

7.0

6.5

6.0

5.5

5.0
f1 (ppm)

4.5

4.0

3.5

3.0

2.5

2.0

1.5

1.0

0.5

0.0

4500

4000

3500

3000

2500

2000

1500

1000

500

Figure S3. 'H NMR spectra of TP1
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Figure S4. 3C NMR spectra of TP1




Qualitative Analysis Report

Data Filename TP-1-2.d Sample Name  TP-1-2

Sample Type Sample Position Pi-D4

Instrument Name Instrument 1 User Name OGUZHAN DALKILIC

Acq Method ESI pos.m Acquired Time  8/17/2021 5:38:43 PM

IRM Calibration Status EEE= oA Method Default.m

Comment

Sample Group Info.

Stream Name Lc1i Acquisition SW 6200 series TOF/6500 saries
Version Q-TOF E.08.00 (B2058.0)

User Spectra

Fragmentor Voltage Colligion Energy Ionization Moda
il 0 B
x10 3 |CF HY CIN4 O 5 +E5] Scan (rt: 1.455 min) Frag=20.0% TP-1-2.d
231.00%21
5 ([C7F HT I 4 O S]+H
[
4 23300468
{[CF HF Tl N4 O 5]+H)+
] 232.01020
[[C7 HT CI N& O S]+H)+ 23401223
. I {[CTHT C ‘IHEIE-]-H:'*
2305 24 2318 2432 2325 243 2335 244 '
Counls va. Magsg-to-Charge (mdz)
Peak List
myz z |Abund Formula Ton
102.12636 1 |38473.24
102.15576 1521.84
102.2152 907.5
102.23%97 514.02
103.12865 1 |2520.62
115.10911 1703.71
118.08352 383.4
13904505 425.96
144.97545 644.5
146.97801 425,29
157.03355 506.63
163.13008 1089
173.04731 678.53
173.15258 496.57
185.11372 531.9%6
191.16212 1 |6333.54
191.1952 362,45
192.16523 1 |508.58
194.114%4 429.06
194.15149 592.27
208.18%904 383.3%
213.14257 1 |4444.17
214.14729 1 |380.53
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Figure S5. HRMS Qualitative analaysis of TP1
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Figure S6. 'H NMR spectra of TP2
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Figure S7. 3C NMR spectra of TP2




Qualitative Analysis Report
Data Filename TP-2.d Sample Name  TP-2
Sample Type Sample Position P1-05
Instrument Name Instrument 1 User Name OGUZHAN DALKILIC
Acg Method ESI pos.m Acquired Time  8/17/2021 5:41:25 PM
IRM Calibration Status EE= oA Methed Default.m
Comment
Sample Group Infa.
Stream Name LC1 Acquisition SW 6200 saries TOF/G500 saries
Wersion Q-TOF B.08.00 (B3053.0)
User Spectra
Fragmentor Voltage Collision Enengy Ionization Mode
&0 0 Bl
x10 3 |C10HT CI N4 O 5: +ESI Scan (rt: 0.572 min} Frag=90.0v TP-2.d
267.01039

£ (G100 HT CI M4 O 5]+H)+

&

i

24

c| L - - - . - I 11 : - : - ]

2662 266.4 266.6 2668 267 267.2 267 .4 2676 2678
Counts va. Masa-to-Charge (miz)

Peak List
miz z [Abund Formula Ton
102.12631 1 [28826.01
102.15439 1097.33
102.21557 610.0%
103.12978 1 [1689.47
105.04015 454,66
115.11057 1035.%6
122.05527 368.4
144.58051 73207
157.03238 2315.09
163.13028 398.9%
173.04758 408.4
173.07815 37572
185.1128 615.17
191.16147 2436.89
194.11715 433.72
194.15118 61441
207.15652 514.38
213.14384 1 [3085.74
215.1247 669.21
224.12555 13%4.86
225.00477 38115
228.13148 424,31
230.24763 66507
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Figure S8. HRMS Qualitative analaysis of TP2
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Figure S9. 'H NMR spectra of TP3
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Figure S10. 3C NMR spectra of TP3




Qualitative Analysis Report

Data Filename TP-3.d Sample Hame  TP-3
Sample Type Sample Position Pi-D6
Instrument Name Instrument 1 User Name OGUZHAN DALKILIC
Acq Methed ESI pos.m Acquired Time  8/17/2021 5:44:07 PM
IRM Calibration Status EE= oA Method Defautt.m
Comment
Sample Group Info.
Stream Name IC1 Acquisition SW 6200 series TOF/ES00 series
Version (-TOF B.08.00 [B3053.0)
User Spectra
Frbqrrul';r Voltage Culhln; Energy Iurizﬂ:lg1 Mode
w1 4 [C12 HE CIZ N4 O +ESI Scan (rt: 0.201 min) Frag=90.0v TP-3.0
& 295.01415 )
(512 HE CIE N4 O]+H)+

-

4

2

2942 2044 2946 204 8 295 295.2 2054 20856 2958
Cournts va. Mass-lo-Charge (mde)

Peak List
myz z [Abund Formula Ton
102.12&538 1200.68
157.03323 1 [10150.09
158.03578 1 [950.8%
159.02858 1 (1111.68
195.0416 1 (7802.76
19703905 1 [2636.54
2133.05723 1384.43
237,053 1 [5937.71
2139.04552 1 (201434
251.06741 1 [3362.4
253.06333 1 (127174
174.77264 1 (3731.88
295.01415 1 [87463.24 ClZHBCZ K4 D (M+Hp-
296.01723 1 [11027.06 Cl12H3C2 N4 O (M+HH-
297.01105 1 [5&8467.62 ClZHACZ M4 O (M+H}+
97,0635 1 (2381.85
297.155975 1424.34
298.0131 1 [6620.41 ClZHB Oz K4 D (M+HH-
299.007% 1 [8158.75 C12H3 CZ N4 O (M+H}
300.00525 1 (880.84 ClZHACZ M4 O (M+H}+
302.30558 861.6
30507747 1 (2053.72
307.0827 1 (90157
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Figure S11. HRMS Qualitative analaysis of TP3
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Figure S12. 'H NMR spectra of TP4
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Figure S13. 3C NMR spectra of TP4
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Figure S14. 'H NMR spectra of TP5
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Figure S15. 13C NMR spectra of TP5
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Figure $17. HMBC NMR spectra of TP5




Qualitative Analysis Report

Data Filename TP-G.d Sample Name  TP-5
Sample Type Sample Paosition P1-D7
Instrument Name Instrument 1 User Name OGUZHAN DALKILIC
Acq Method ESI pos.m Acquired Time  8/17/2021 5:46:49 PM
IRM Calibration Status = oA Methed Default.m
Comment
Sample Group Info.
Stream Name Lc1i Acquisition SW 6200 series TOF/E500 saries
Version Q-TOF B.08.00 (BS055.0)
User Spectra
Fragmentor Yoltage Collision Energy lonization Mode
S0 0 Bl
%10 4 |C12 HE CI NS O2: +ESI Scan (rt: 0.136 min) Frag=%0.0v TP-5.d
2.5
2]
1.5
14
.54 30603823
[[L':I?IIE.CIINE O3]+H)+ 108 26141
M 1
. aghs 3057 3058 3058 a0 3067 3062 3083 3064
Counts vs. Mass-to-Charge (méz)
Peak List
myz z [Abund Formula Ton
101.00183 3719.1
102.12658 1 [6113.2
157.03358 1 |25113.7
157.07148 1132.72
15803493 1 (1111
159.02574 1 [1756.03
206.06525 1841.53
218. 20847 2470.22
230.245659 2983
239.14787 893.75
246. 24085 1 |2173.65
58,2767 1261.05
262.23457 1979.93
27427284 1 |25465.35
274.31575 1452.04
275.2761 1 (3923.41
288.28555 1982.58
290.265618 1634.24
300.15538 1 |2254.28
302.30284 1 [3543.01
30603823 1 [(2225.11 C1ZHB O N5 03 (M+H}+
316.32121 1347.12
318. 2986 1 [26382.62
i Agilent Technologies Page 1 of 2 Printed at: 3:41 PM on: 8/18/2021

Figure S18. HRMS Qualitative analaysis of TP5
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Figure S19. 'H NMR spectra of TP6
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Figure S20. 3C NMR spectra of TP6




Qualitative Analysis Report

User Spectra

Data Filename TP-&-1.d Sample Mame  TP-6-1

Sample Type Sample Position Pi-D&

Instrument Name Instrument 1 User Name OGUZHAN DALKILIC

Acqg Method ESI pos.m Acquired Time 87172021 5:49:31 PM

IRM Calibration Status EE= oA Methed Default.m

Comment

Sample Group Info.

Stream Name IC1i Acquisition SW 6200 series TORG500 series
Version -TOF B.08.00 (BS058.0)

Fragmentor Voltage Collision Energy Ionization Mode
501 0 Bdl
w10 3 |©12H11 CIN4 O +ES] Scan (rt 0.217 min) Frag=90.0v TP-6-1.d
* 275 PEEGE
4 IeiaH efi N4 O]+H)+

0.5

0.6+

0,44

0,2

274.2 274.4 2746 274.8 275 275.2 275.4 275.6 275.8
Counlts va. Mass-to-Charge (mdz)
Peak List
m/z z | Abund Formula Ton
102. 12656 1 [14990.29
102.15127 939.81
103.12523 1 144461
157.03358 4276.28
224.12705 923.6
230.24358 105482
27506866 1 [11106466 [CIZHIICIM4 O (M+H}=
276,07 065 1 11392209 CI3IHILCIN4 O (M+H}+
27612027 809,24
27706555 1 |30550.48 Cl13HIICIN4 O (M+H}
2771091 16:40.54
27806785 1 |4524.11
284.32986 1138.49
297.0505 1 |60191.68
297.20031 1181.8
298.05352 1 |7454.82
298.14333 1469.87
299,04 707 1 1714233
299.10858 256044
299.14552 934.66
300.04588 2246.3
306.11018 911.65
31302462 1 [14101.4
Agilent Technologies Page 1 of 2 Printed at: 3:52 PM on: 8/18/2021

Figure S21. HRMS Qualitative analaysis of TP6
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Figure S22. IR Spectra of H1
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Figure S23. 'H NMR Spectra of H1
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Figure S24. 3C NMR Spectra of H1
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Figure S25. Mass Spectra of H1



Qualitative Analysis Report

Data Filename ald Sample Name Al
Sample Type Sample Position P1L2
Instrument Name Instrument 1 User Name
Acqg Method ESI pos.m Acquired Time  2/17/2020 3:37:58 PM
IRM Calibration Status EE=== oA Method Default.m
Comment
Sample Group Info.
Stream Name i Acquisition SW 6200 series TOF/6500 series
Version Q-TOF B.08.00 (B8058.0)
User Spectra
Fragmentor Voltage Collision Energy Ienization Mode
S0 0 =51
%105 |C22 H24 N6 O §: + Scan (rt: 0.115 min) Al.d
=421 8096
24 ([C22 H24 §E O S]+H)+
1.54
14
0.5
0 l | -124.1I FR50 427. 1.?5?1.
' 419 420 431 432 433 424 425 426 447
Counts va. Mass-lo-Charge (mdz)
Peak List
miz z [Abund Formula Ton
121.04563 1 [22154.42
141.06881 1 [15221.89
241.16871 1 [23480.19
281.11605 1 [1361B.8
293.17378 1 [14500.09
421.180% 1 (22884294 |CZZHMN&OS (M+H}=
421.35678 14063.17
422.18255 1 [B2561.04 CIZHZ4 N6 DS (M+H}=
423.18037 1 (21108.69 CIZHZ4 N6 DS (M+H}=
449.26853 1 [36411.75
45027047 1 [10373.82
659.32485 1 [14402.02
661.34062 1 [23178.85
662.34591 1 [10818.57
B41.35581 1 [229141.3
B42.35762 1 (15313127
B43.35515 1 [61593.79
B44.35602 1 [15560.67
B63.33413 1 [19021.87
B64.33715 1 [9170.11
Formula Calculator Results
Formula Best Mass Tgt Mass Tt [ppm ) Lon Species Soore
C2ZH24 N6 DS TRLE 420.17334  420.17323 0.27|C22HIS N6 O S B7.67
Agilent Technalogies Page 1of 2 Printed at: 3:53 PM on: 2/17/2020

Figure $26. HRMS Qualitative analaysis of H1
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Figure S27. IR Spectra of H2
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Figure S28. 'H NMR spectra of H2
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Figure S29. 3C NMR Spectra of H2
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Figure S30. HSQC NMR Spectra of H2
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Figure $31. Mass spectra of H2




Qualitative Analysis Report

Data Filename azd Sample Name A2
Sample Type Sample Position PiC3
Instrument Name Instrument 1 User Name
Acqg Method ESI pas.m Acquired Time  2/17/2020 3:40:40 PM
IRM Calibration Status == o4 Method Default.m
Comment
Sample Group Info.
Stream Name LC1 Acquisition SW 6200 saries TOFE500 series
WVersion (-TOF E.08.00 (B8053.0)
User Spectra
Fragmentor Voltage Collision Energy Tonization Mode
S0 o B
%10 5 [C2% H24 N6 O 5 + Scan (rt: 0,109 min) AZ.d
2 : *A5T.NBOEE
175 ([C25 H24 HE O S)+H)+
1.5
1.254
14
0,75
0.5
':'2;' | . [ 48018101
' 458 457 453 454 460 461 462 463 464
Courntg va. Mass-lo-Charge (miz)
Peak List
miz z [Abund Formula Ton
121.04966 1 12473937
132.9035 11138.31
141.06843 1 |36230.561
227.15207 1 |10298.35
293.17332 1 |13335.52
317.11638 1 |33988.52
457.18068 1 121313663 CISHMNEDS (M+H}=
457.36313 1 |10305.4
458.18258 1 |73550.02 CI5HMN6ODS (M+H}=
459.18025 1 |17180.29 CISHMN6DS (M+H}+
479.16148 1 |12157.13
LE9.07725 1 |B0423.84
590.08051 1 |22016.81
683.325%9 1 |11022.35
%13.35349 1 |161885
%14.35646 1 |103200.01
%15.3557 1 |37806.87
S16.35617 1 11307106
535.33566 1 |34084.59
536.336 1 |20414.57
Formula Calculator Results
Formula Best Mass Tigt Mass i ppm) Lon Species Soore
iC25 H24 N6 O 5 TRLE 45617311 456.17323) 0.26|C25 H25 N6 O 5 54,27
Agilent Technologies Page 1of 2 Printed at: 3:54 PM on: 2/17/2020

Figure $32. HRMS Qualitative analaysis of H2
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Figure S33. IR spectra of H3
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Figure S34. 'H NMR Spectra of H3
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Figure $35. 13C NMR Spectra of H3
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Figure $36. Mass spectra of H3




Qualitative Analysis Report

Data Filename A3d Sample Name A3

Sample Type Sample Position P1-C4

Instrument Name Insrument 1 User Name

Acg Method ESI pos.m Acquired Time  2/17/2020 3:43:22 PM

IRM Calibration Status EEE== A Method Defaul.m

Comment

Sample Group Info.

Stream Name LC1 Acquisition SW 6200 saries TOF'E500 series
Version Q-TOF B.08.00 (BE058.0)

User Spectra

Fragmentor Voltage Collision Energy Tonization Mode
S0 o Esl
x10 5 [C27 H25 CING O: + Scan (rt: 0.111 min) A2.d
2 * 4851 504
' 75 ] ([C27 H25 i NE O)+H)+
1.5
1.25 487 18218
14 ([C27 HZ5 Cl WE O)+H)+
0. 754
0,5
0,251
o . . o . ; . | — . : ]
483 484 455 486 487 488 489 480 451
Counte va. Masa-lo-Charge (mfz)
Peak List
m/z z [Abund Formula Ton
121.04574 1 120774.08
132.90292 18682.23
141.06808 1 |33554.56
227.15209 1 122378.09
293.17279 1 |12979.62
345.12158 1 |20384.21
435. 18504 1 |214857.97 |CZ7HSCIN& O (M+H}=
486.1574 1 |79300.02 C27 H25 CI NG O (M+H}H
437.18219 1 |92802.18 C27 H25 CI NG O (M+H}H
438.18514 1 |24246.04 CI7THS O NG O (M+HH
501.17887 1 |16714.78
617.08154 1 |65145.09
618.08358 1 |19045.03
619.07559 1 |21367.85
969.36281 1 |71922.87
970.36515 1 |435946.38
971.36127 1 |60436.14
97236225 1 129519.21
973.36063 1 |13869.57
991.34308 1 11336107
Formula Calculator Results
Formula Best Mass Tgt Mass Tt [ppm) lon Species Soore
C37 H25 0 N6 O TRLE 48417737  4B4.17784 0.57[C27 H26 O N6 O 55.77
i Agilemt Technologies Page 1of 2 Printed at: 3:56 PM on: 2/17/2020

Figure S37. HRMS Qualitative analaysis of H3
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Figure S38. IR spectra of H4
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Figure $39. 'H NMR spectra of H4
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Figure S40. 3C NMR Spectra of H4
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Qualitative Analysis Report

Data Filename Ad.d Sample Hame A4

Sample Type Sample Paosition P15

Instrument Name Instrument 1 User Name

Acqg Method ESI pos.m Acquired Time  2/17/2020 3:46:05 PM

IRM Calibration Status EE= oA Methed Default.m

Comment

Sample Group Info.

Stream Name Lc1i Acquisition SW 6200 series TOF'E500 saries
Version 0-TOF B.08.00 (BS05S.0)

User Spectra

Fragmentor Voltage Collision Energy Lonization Mode
i 0 ESl
w10 3 |C27 H26 M6 O + Scan (r: 0.106 min) A4.d
1.75 {[c27 gés'fi?g]’m}—
1.5
1.254
14
0754
0,54
0,254
o L. | A58 22927
' 449 450 451 452 453 454 455 458 457
Countg vs. Mass-to-Charge (miz)
Peak List
m'z z |Abund Formula Ton
10205054 14621.21
12104589 1 |20870.71
14106805 1 |46220.82
142.12164 T758.49
293.17281 1 |13646.75
311.16033 1 |44645.55
451.22403 1 |194630 C27 H26 N6 O (M+H}+
452.22551 1 |64371.52 C27 H26 N6 O (M+H}+
453. 22876 1 |8143.25 C27 H26 N6 O (M+H}+
467.2167 1 |9496.47
473. 20456 1 |19108.58
5831207 1 |30049.57
£84.12438 1 |9348.68
0144135 1 |133231.61
024437 1 |81813.52
50344611 1 |22857.8
52342255 1 |61748.57
52442553 1 |37485.32
S25.42826 1 |12068.51
539.401 36 1 |7708.12
Formula Calculator Resulis
Formula Best Mass Tat Mass |t |ppm ) Ton Species Toore
C27 H26 N6 O TRLUE 450 21637 45021681 0.95| C27 H27 N6 O 596.85
Agilent Technologies Page 1of 2 Printed at: 3:58 PM on: 2/17/2020

Figure S42. HRMS Qualitative analaysis of H4
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Figure S43. IR spectra of H5
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Figure S44. 'H NMR spectra of H5




141.32

Relative Abundance
[§)]
(@]
1

40

102.30
20

154

—

10—
53 59.07 |
| 58.09 ' 354.33 429.33 482.50 537.85
| - . [ 600.64 629.35
O'ﬂ‘ sty gl ’\‘ ”'I‘w“ﬁ‘l“i“ bt o o R e e T o e e S w5 Th .,1‘, : oy s 1
50 100 150 200 250 300 350 400 450 500 550 600 650
m/z

191.23 22968 276.26

L. ‘L‘..-lf”‘." ol
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Qualitative Analysis Report

Data Filename AS.d Sample Name  AS

Sample Type Sample Paosition P1-CH

Instrument Name Instrument 1 User Name

Acqg Method ESI pos.m Acquired Time  2717/2020 3:48:47 PM

IRM Calibration Status EE== oA Methed Defaultm

Comment

Sample Group Info.

Stream Name LC1 Acquisition SW 6200 series TOF'E500 series
Version -TOF E.08.00 (BS058.0)

User Spectra

Fragmentor Voltage Collision Energy Ionization Mode
50 0 =51
w10 3 [C2F H25 NT O3 + Scan {rt: 0,123 min) AS5.d
1 * 496 p095S
(C2Y H2h MY O3)+H)+
0.8+
G_r-
0.4+
0, 2
o . . ; L — — . . .
4434 4495 496 497 4498 495 500 501 502
Counts va. Mass-lo-Charge (mdz)
Paak List
myz z [Abund Formula Ton
100.07511 1 |154093.63
101.07846 1 |9166.72
121.04978 9792.38
151.09508 1 |23813.46
168.12129 8926.29
173.07682 1 |128003.78
199.14251 1 |19983.87
202.17862 1 |42523.62
217.10297 1 |41579.47
227.1524 1 |8997.3%
274.27291 1 |9737.4%
288.286849 1 |27331.15
316.32005 1 |12103.47
338.34046 1 |26460
449.26899 1 |19965.62
496. 20955 1 |109366.19 C27 H25 N7 03 (M+H}=
497.21143 1 |31952.09 C27 H25 N7 03 (M+H}+
554.55097 1 |17433.93
S82.57988 1 |8792.14
9914112 1 |7982.1
Formula Calculator Results
Formula Best Mass Tgt Mass Dt [ppm) Lon Species SCore
C27 H25 N7 03 TRLE 495.20201 49520189 40.26{C27 H26 N7 03 97.76
Agilemt Technologies Page 1 of 2 Printed at: 4:00 PM on: 2/17/2020

Figure S46. HRMS Qualitative analaysis of H5
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Figure S47. IR spectra of H6
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Figure S48. 'H NMR spectra of H6
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Figure S49. *C NMR Spectra of H6
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Figure S50. Mass spectra of H6




Qualitative Analysis Report

Dats Filename Afd Sample Name &
Sample Type Sample Pasition P1-C7
Instrument Hame Instrueneant 1 User Hame
Acrg Method (=) Moguired Time 201772020 3-51:29 PM
IRM Calibration Status EEEE oa Method Drefaril.m
Commant:
Sample Group: Infa.
Stream Mame LC1 Arnuisition SW B0 serjes, TOFMEEN0 serjas
Version Q-TOF BLOB.OD (BR0SA.0)
User Spectra
Fragreantor ¥ oltzge Cedlision Ererg Tonlzation Mode
a0 o =
wip B |CE8 H28 NG O: + Scan (i @120 rmén) AG.d
- I ok
1757 {[cas 23 l-\iIziT-H'l-t
1.564
1,75
14
0.76
0.5
0.254
" I | ABE 2478
464 465 4BE a57 468 46 470 47 ave '
Courls ve. Mass-to-Charge (miz)
Peak List
Mz z [Abund Formula Ton
121 (450 1 |237red4z
132 20067 1173814
141 0EETE 1 [19123.42
14111108 4152.77
233105 2 421X
279 e0ad 1 |62594. 31
29317307 1 [15081
325 17565 1 |1En6s.89
4E5 23054 1 |1S0EEE 28 C28 HANED (M
45624145 1 6190037 C28 BIANED [M+H 1+
46724363 1 |8237.89 28 A NED (M4
EO7.13711 1 [199012.15%
Bol 13918 1 6172508
52914115 1 |515164
229472103 | 1 11908478
S0 47497 1 |720EETT
531 4TER4 1 |22277.24
02 47640 1 |4981.84
551 45507 1 634111
52 ASSE 1 [4375.88
Formuks Calculator Results
u [Tot Mass DI (ppem) [Ton Species [Score |
|CEE- 2B ME O | TRUE I 4&-—1.EL31I 46-1.232-16' 1.19'-.’_“2:9 20 ME O 9?.%
HAigilont Tochnolegios Page 1 of 2 Printed at: 4:06 PM on: 2/17/2020

Figure S51. HRMS Qualitative analaysis of H
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Figure S52. Effects of the compounds on ethidium bromide accumulation by Escherichia coli
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Figure S53. Effects of the compounds on ethidium bromide accumulation by Pseudomonas aeruginosa



