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S1. N-(5-Chloropyridin-2-yl)-2-methylaminobenzamide (65)
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Figure S2: 3C-NMR Spectrum of 65 (CDCl3, 400 MHz).
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Figure S3: Mass Spectrum of 65 [261.9 (M)*, 134.9 (M-127)"].

S2. N-(5-Chloropyridin-2-yl)-2-(2-(4-(4-methoxyphenyl)piperazin-1-yl)

acetamido)benzamide (80)
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Figure S4: *H-NMR Spectrum of 80 (CDCls, 400 MHz)
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Figure S5: 3C-NMR Spectrum of 80 (CDCls, 400 MHz)
Intensity Spectrum RT 0.54 - 0.64 {4 scans) - Background Subtracted 0.09 - 0.33
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Figure S6: Mass Spectrum of 80 [480.7 (M)*, 482.7 (M+2)].
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S3.

N-(5-Chloropyridin-2-yl)-2-(4-(2-cyanophenyl)benzylamino)benz-

amide (107)
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Figure S8: 3C-NMR Spectrum of 107 (CDCls, 400 MHz).
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Figure S9: Mass Spectrum of 107 [438 (M)*, 440.9 (M+2)*, 460.9 (M+Na)™].

S4:  4'-(((5-((4-Chlorophenyl)amino)-1,3,4-thiadiazol-2-yl)thio) methyl)-
[1,1'-biphenyl]-2-carbonitrile (165)
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Figure S10: *H-NMR Spectrum of 165 (DMSO-ds, 400 MHz).
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Figure S11: 3C-NMR Spectrum of 165 (DMSO-dg, 400 MHz).
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Figure S12: Mass Spectrum of 165 [435.52 (M+1)*, 437.52 (M+2)"].
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Result Table (Uncal - C\DOCUMENTS AND
SETTINGS\ADMINISTRATOR\DESKTOP\WIRAVITDZ SERIES\TDZ-02)
Reten. Time Area Height Area Height
[min] [mV.s) [mv) [%] (%)
1 3.200 8.539 1.300 0.2 0.3
o L L L L ik L oo
2ok SORT B30T S8 L A 1D
4 14.243 13.723 0.730 0.3 0.2
Total 4734.401 | 404.042 100.0 100.0

Figure S13: HPLC chromatogram of 165 (purity: 98.5 %, tr = 6.56 min).

S5:  4-((5-((4-Chlorophenyl)amino)-1,3,4-thiadiazol-2-yl)thio)-1-(pyrrole-
din-1-yl)butan-1-one (184)
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Figure S14: *H-NMR Spectrum of 184 (DMSO-ds, 400 MHz).
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Figure S15: *3C-NMR Spectrum of 184 (DMSO-dg, 400 MHz).
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Figure S16: Mass Spectrum of 184 [383.50 (M)*, 385.54 (M+2)*].
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Result Table (Uncal - CA\DOCUMENTS AND SETTINGS'\ADMINISTRATOR\DESKTOPWIRAV\TDZ
SERIES\TDZ-N9)
Reten. Time Area Height Area Height
[min] [mV.s] [mV] (%]
1 3.563 3702.828 540. 308_ ______
2 4.243 6.257 0.752
a3z SATES e TR OO
4 5.183 3492 0.399
Total 3716.400 541.888

Figure S17: HPLC chromatogram of 184 (purity: 99.7 %, tr = 3.56 min).

S6: 2-((5-((4-Chlorophenyl)amino)-1,3,4-thiadiazol-2-yl)thio)-N-(4-(2-
oxopyridin-1(2H)-yl)phenyl)acetamide (237)
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Figure S18: *H-NMR Spectrum of 237 (DMSO-ds, 400 MHz).
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Figure S19: 3C-NMR Spectrum of 237 (DMSO-dg, 400 MHz).
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Figure S20: Mass Spectrum of 237 [470.0 (M)*, 472.0 (M+2)"].
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Result Table (Uncal - CADOCUMENTS AND
SETTINGSIADMINISTRATOR\DE SKTOP\DUSHYANT\TDZ-N20)

Reten. Time Area Height Area Height
[min] [mV.s] [mV] [%] [%]
1 2.980 4.083 0.663 0.1 0.2
2 3.203 3136.156 436.613 99.1 99.3
3 3.617 7.003 0.819 0.2 0.2
4 5.023 6.363 0.578 0.2 0.1
5 5.540 10.690 1.069 0.3 0.2
Total 3164.296 439.742 100.0 100.0

Figure S21: HPLC chromatogram of 237 (purity: 99.1 %, tr = 3.20 min).

S7: 2-((5-((4-Chlorophenyl)amino)-1,3,4-thiadiazol-2-yl)thio)-N-(4-(3-oxo-
morpholino)phenyl)acetamide (238)
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Figure S22: *H-NMR Spectrum of 238 (DMSO-ds, 400 MHz).
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Figure S23: **C-NMR Spectrum of 238 (DMSO-dg, 400 MHz).
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Figure S24: Mass Spectrum of 238 [476.69 (M)*, 478.68 (M+2)"].
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Result Table (Uncal - CADOCUMENTS AND SETTINGS\ADMINISTRATOR\DESKTOP\WIRAVITDZ
SERIES\TDZ-N16)

Reten. Time Area Height Area Height
[min] [mV.s] [mV] [%] [%]
1 3.060 3080.296 433.692 97.4 97.8
2 3.453 13.854 1.966 0.4 0.4
3 3.720 68.650 7.763 2.2, 1.8
Total 3162.800 443.421 100.0 100.0

Figure S25: HPLC chromatogram of 238 (Purity: 97.4 %, tg = 3.04 min).

S8:  2-((5-((5-Chloropyridin-2-yl)amino)-1,3,4-thiadiazol-2-yl)thio)-N-(4-
(2-oxopyridin-1(2H)-yl)phenyl)acetamide (247)
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Figure S26: *H-NMR Spectrum of 247 (DMSO-ds, 400 MHz).
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Figure S27: 3C-NMR Spectrum of 247 (DMSO-dg, 400 MHz).
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Figure S28: Mass Spectrum of 247 [471.0 (M)*, 473.0 (M+2)"].
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Result Table (Uncal - C:A\DOCUMENTS AND
SETTINGS'\ADMINISTRATOR\DESKTOP\WIRAVITDZ SERIES\NPK-5)
Reten. Time Area Height Area Height
[min] [mV.s] [mV] (%] %]
1 2.883 53.669 7.327 1.4 14
2 3.383 3631662 510.149 96.8 97.1
3 3.883 16.282 1.876 0.4 0.4
4 4.917 49.171 6.267 1.3 1.2
Total 3750.785 525.620 100.0 100.0

Figure S29: HPLC chromatogram of 247 (Purity: 96.8 %, tgr = 3.38 min).

S9: 2-((5-((4-Chlorobenzyl)amino)-1,3,4-thiadiazol-2-yl)thio)-N-(4-(2-
oxopyridin-1(2H)-yl)phenyl)acetamide (252)
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Figure S30: *H-NMR Spectrum of 252 (DMSO-ds, 400 MHz).
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Figure S31: 3C-NMR Spectrum of 252 (DMSO-dg, 400 MHz).

. . MS Spectrum
Line#:1 R.Time:---~(Scan#:----)
MassPeaks:4
Spectrum Mode:Averaged 0.444-1.278(297-853) Base Peak:484(4317486)
BG Mode:Averaged 1.482-1.998(989-1333) Segment | - Event |

=
Z
&

4000000
3000000

2000000 b

1000000

T T : T T T
476 477 478 479 480 481 482 483 484 485 486 487 488 489 490 491 492 493 494
m'z

Figure S32: Mass Spectrum of 252 [484.0 (M)*, 486.0 (M+2)*].
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Resuit Table (Uncal - C:\DOCUMENTS AND
SETTINGSIADMINISTRATOR\DESKTOP\WIRAVITDZ SERIES\NBZ-2)
Reten. Time Area Height Area Height
[min] [mV.s] [mV] [%] (%]
1 2913 1948661 286.307 99.7 99.5
2 3417 1.610 0274 0.1 0.1
3 3.983 3.522 0.288 0.2 0.1
4 13.883 1.668 0.790 0.1 0.3
Total 1955.462 287.658 100.0 100.0

Figure S33: HPLC chromatogram of 252 (Purity: 99.7 %, tgr = 2.91 min).

S10: 9-(4-Chlorobenzyl)-N-(4-(2-oxopyridin-1(2H)-yl)phenyl)-9H-
carbazole-3-carboxamide (278)
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Figure S34: *H-NMR Spectrum of 278 (DMSO-ds, 400 MHz).
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Figure S35: Mass Spectrum of 278 [504.35 (M)*, 506.34 (M+2)"].
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Result Table (Uncal - CADOCUMENTS AND
SETTINGS\ADMINISTRATOR\DESKTOPWIRAVIDC-11 FINAL)

Reten. Time Area Height Area Height
[min] [mV.s] [mV] [%] [%]
1 4377 0.672 0.118 0.1 0.1
3 5377 853,484 §§7569 989 886
3 5917 6.160 1.076 07 1A
q 6433 0548 0147 0 (Kl
5 12.447 PREL) 0,130 03 07
Fotal 863 387 1677160 100.0 7000

Figure S36: HPLC chromatogram of 278 (Purity: 98.9 %, tr = 5.38 min).
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