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Spectra collection for the synthesized molecules
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Figure S1. FTIR (neat) spectrum of compound 3a.
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Figure S2. *H NMR spectrum (500 MHz, DMSO-d;) of 3a.
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Figure S3. 3C NMR spectrum (125 MHz, DMSO-d,) of 3a.
[Spectrum from Brenno@2026-01-26.wiff (sample 1) - FC-ELF-1, Experiment 1, +TOF MS (50 - 1000) from 0,180 to 0,322 min
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Figure S4. HRMS spectrum of 3a.
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Figure S5. FTIR (neat) spectrum of compound 3b.
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Figure S6. 'H NMR spectrum (500 MHz, DMSO-dg) of 3b.
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Figure S7. 3C NMR spectrum (125 MHz, DMSO-d,) of 3b.
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[Spectrum from Brenno@2026-01-26.wiff (sample 2) - FC-ELF-2, Experiment 1, +TOF MS (50 - 1000) from 0,179 to 0,316 min
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Figure S8. HRMS spectrum of 3b.
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Figure S10. *H NMR spectrum (500 MHz, DMSO-ds) of 3c.
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Figure S11.1*C NMR spectrum (125 MHz, DMSO-d;) of 3c.
[Spectrum from Brenno@2026-01-26.wiff (sample 3) - FC-ELF-3, Experiment 1, +TOF MS (50 - 1000) from 0,186 to 0,345 min
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Figure S12. HRMS spectrum of 3c.
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Figure S13. FTIR (neat) spectrum of compound 3d.
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Figure S14. *H NMR spectrum (500 MHz, DMSO-d;) of 3d.
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Figure S15. 3C NMR spectrum (125 MHz, DMSO-d;) of 3d.

[Spectrum from Brenno@2026-01-26.wiff (sample 5) - FC-ELF-5, Experiment 1, +TOF MS (50 - 1000) from 0,181 to 0,341 min
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Figure S16. HRMS spectrum of 3d.
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Figure S17. FTIR (neat) spectrum of compound 3e.
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Figure S19.3C NMR spectrum (125 MHz, DMSO-d,) of 3e.

[Spectrum from Brenno@2026-01-26.wiff (sample 4) - FC-ELF-4, Experiment 1, +TOF MS (50 - 1000) from 0,182 to 0,319 min

6,0e5 373,0245

5,5e5

5.0e5

4,565

N=N Cl
4,065 \N
375,0216 X

3,5e5
L NH,
% F3C Cl
§  30es
< 3e

2,5e5

2,0e5 141,0891

1,565

1.0e5 374,0271

: 95,0065

o |
50e4| 100.1134 273,1675 2972405 I 00
L 437,1952
0,060 / | |
100 200 300 400 500 600 700 800 900
Mass/Charge, Da

Figure S20. HRMS spectrum of 3e.
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Figure S21. FTIR (neat) spectrum of compound 3g.
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Figure S22. *H NMR spectrum (500 MHz, DMSO-d,) of 3g.
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[Spectrum from Brenno@2026-01-26.wiff (sample 6) - FC-ELF-6, Experiment 1, +TOF MS (50 - 1000) from 0,184 to 0,320 min
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Figure S25. FTIR (neat) spectrum of compound 3h.
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Figure $26. *H NMR spectrum (500 MHz, DMSO-d;) of 3h.
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[Spectrum from Brenno@2026-01-26.wiff (sample 7) - FC-ELF-7, Experiment 1, +TOF MS (50 - 1000) from 0,184 to 0,326 min
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Figure S28. HRMS spectrum of 3h.
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Figure S29. FTIR (neat) spectrum of compound 3i.
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Figure S30. *H NMR spectrum (500 MHz, DMSO-d;) of 3i.
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Figure S31. 3C NMR spectrum (125 MHz, DMSO-dg) of 3i.
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Figure S32. HRMS spectrum of 3i.




50919
YBBLY 1569
C9ETEL Lhey GEELL :
m— 6TT28 Gg'ees |oigq ;
- Y2286 ££'966 L9001 g
. - e Sy~ )
- TE6601 O
L0211 YCTIZT o m .
-~ 28'gGeT ceseet B
- - SOT62T 99°c0ET ¢yg916; —_—
LGTBEL yr20pt
i SELEVL s
B 9E'LEVT 208061 g ©
2951 grauar 912091 : ]
] 0EE'E— ]
=
(e}
] e —_— o0t
& ~
N U ) £
i i
z £
s
g2
B o —
g i) 912 7 i
3 e mt_h/ = - o
-~ — ~
5] oozl = N
96'GE8Z
S | g/
. vm‘mmmm m Mw__”M - |
—220962 .. o
cooron . EG6662 m |2 L :
e Liel " ‘o2
£ _ 1062 € o
2 1052 20
. B e AN : m ik
~, GeovEs .%. 51 _.mm.h\ﬂ\ ) GU\ u >
2 1e51 il |~ o
. = el €892
o n_n.v [41: A -
Wn\ 898°L o
_H [ - I A "
0T 898, r
& : e | M
o 0 o n o [Ts) o Ted o [T o 9 2 & m L
[ © © ~ ~ © © o ° M ¥ “ ” ) =
>
QoueIWISURL | %, i
A LL

8.5 7.5 6.5 5.5 45 3.5 2.5 1.5 0.5
f1 (ppm)

9.5

Figure S34. *H NMR spectrum (500 MHz, DMSO-d;) of 3j.
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[Spectrum from Brenno@2026-01-26.wiff (sample 10) - FC-ELF-10, Experiment 1, +TOF MS (50 - 1000) from 0,183 to 0,320 min
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[Spectrum from Brenno@2026-01-26.wiff (sample 11) - FC-ELF-11, Experiment 1, +TOF MS (50 - 1000) from 0,194 to 0,313 min
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Figure S45. FTIR (neat) spectrum of compound 3m.
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[Spectrum from Brenno@2026-01-26.wiff (sample 12) - FC-ELF-12, Experiment 1, +TOF MS (50 - 1000) from 0,183 to 0,320 min
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Figure S48. HRMS spectrum of 3m.
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Figure S49. FTIR (neat) spectrum of compound 3n.
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SIHRBRSFIE o
COPROO WM © © L0 0
IIRSINLRAN E
Vo |
N=N
NH
cl 2
3n
- ~ — ~ © o 0 oW ©
» <t @ ~ ® ~ S -
g g3 S8 & K€€ 9
| [ [ | NS |
]
| i
146 142 130 128 126
f1 (ppm) fi (ppm)
]
[N
Lo u“l
190 170 150 130 110 90 80 70 60 50 40 30 20 10 O
f1 (ppm)
Figure S51. 3C NMR spectrum (125 MHz, DMSO-d;) of 3n.
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Figure S52. HRMS spectrum of 3n.




ov oLy g

il S9'0SF  ¢ogop
ZFELS  gggeg

66019 . g
96'689 ¢t 269 99'1e9  EEEY9

¥8'c6¥

61845

0482L g
0656, BL'618 gi'geg
: 68'898
90°vb6 PO'E86 170101
L9€E0L 171601
cOE0LL 09°/80L
vLEELL
BYSLLL .
08'8Lzl S5 6EZH [Repelerd R
80621 8Z'LOEL
90°9LEL 7z, gBEL
98'85vL
— £2'88¥L 62605
022651 992291
106681 s [
O
T
zZ
z z 8
LR/ «
z
O
052582
YE'TT6T
¥8'€60€
re€'cece
GZ'80£E
ZVLLPE
<o}
<
b
¥
1]
= = vy S o o w o wn o wn o w o
© «© ~ M~ w ©o w wn T = o o« o o™

S0UBNIWSUEI] %

500

1000

1500

2000

2500

3000

3500

4000

Wavenumbers (cm-1)

Figure S53. FTIR (neat) spectrum of compound 3o.
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Figure S55. 3C NMR spectrum (125 MHz, DMSO-d;) of 3o.
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Figure S56. HRMS spectrum of 3o.
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Figure S62. *H NMR spectrum (500 MHz, DMSO-d;) of 3q.
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Figure S63. 3C NMR spectrum (125 MHz, DMSO-d;) of 3q.

[Spectrum from Brenno@2026-01-26.wiff (sample 16) - FC-ELF-16, Experiment 1, +TOF MS (50 - 1000) from 0,160 to 0,371 min
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Figure S64. HRMS spectrum of 3q.
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