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Scheme S1. Synthesis of 1-phenyl-3-(phenylethynyl)-1H-pyrazole-4-carbaldehyde (2) by previously published procedures.
Reagents and conditions: i: NaH, BnCl, DMF, argon atmosphere, 60 °C, 1 h; ii: POCls;, DMF, 0 °C for 10 min to 60 °C for 30 min;
iii: TFA, toluene, rt, 24 h; iv: Tf,O, TEA, DCM, rt, 1 h.



Table S1. Fundamental absorption and fluorescence characteristics of compounds 18-42 in THF (Aex = 350 nm)

Compound  Zabs (M) ex10% (dm®molicm?)  Aem(nm) SS(nm) @r (%)

18 260 30.38 442 130 18.9
312 13.23

19 261 34.67 447 136 26.2
311 16.86

20 260 35.55 437 126 53.2
311 16.29

21 263 31.95 461 151 71.8
310 15.80
351 shoulder 8.07

22 267 32.04 478 167 56.8
311 16.09
357 shoulder 7.74

23 265 28.94 467 202 72.7

24 261 36.46 449 138 17.6
311 17.34

25 261 29.68 449 139 30.0
310 15.11

26 263 38.05 450 140 48.7
310 17.48

27 265 31.58 466 117 72.2
317 14.93
349 shoulder 9.31

28 266 30.31 481 125 62.8
316 13.14
356 shoulder 7.28

29 264 24.96 465 201 74.8

30 262 32.79 449 137 21.3
312 14.13

31 265 35.93 464 199 73.1

32 264 39.45 465 201 64.7

33 263 35.01 449 141 52.2
308 14.49

34 260 21.84 453 140 0.9
313 10.61

35 260 45.49 445 133 7.0
312 21.11

36 262 37.32 455 141 14.2
314 16.56

37 266 36.30 470 204 61.7

38 265 41.18 467 202 68.9

39 269 29.03 487 118 39.7
369 9.84

40 265 48.93 469 204 83.5

41 265 36.45 467 202 69.9

42 265 42.38 470 205 84.6




Table S2. Fundamental absorption* and fluorescence characteristics of compounds 18-42 in Britton—Robinson buffer at pH 5, 7

and 9 (Aex = 360 nm)

pH =5 pH=7 pH=9
Compound
Jdabs (NM)  Aem(nm) @5 (%)  Aas(NM)  Adem(nmM) @5 (%)  Jabs (M)  Zem(NM) D5 (%0)
18 259 447 40.4 254 439 16.0 253 436 22.1
19 258 455 4.4 253 459 334 253 458 34.3
20 261 444 2.0 255 440 6.5 255 439 5.7
21 259 497 12.2 256 458 37.2 256 458 59.9
22 257 507 04 256 511 4.3 256 495 7.1
23 259 445 0.1 255 461 0.1 255 469 0.1
24 261 443 81.3 254 442 17.7 254 435 17.7
25 259 486 2.0 253 456 18.2 252 455 43.1
26 262 446 04 257 446 6.1 256 440 6.6
27 264 509 17.0 257 459 22.0 258 458 24.0
28 257 499 0.2 256 504 9.6 255 495 14.2
29 262 446 0.3 255 466 0.2 254 454 0.2
30 261 444 77.5 260 438 14.0 262 436 15.3
31 262 511 18.2 269 457 35.3 267 457 37.8
32 257 497 1.3 255 491 135 255 485 14.9
33 263 459 35.7 265 449 17.9 266 448 17.4
34 264 438 8.6 266 439 8.7 264 440 10.1
35 267 438 10.1 269 440 9.9 267 438 11.1
36 265 443 15.3 266 441 14.1 265 443 17.6
37 264 443 04 254 495 0.1 255 475 0.2
38 269 457 28.9 270 458 35.6 272 458 36.0
39 285 479 26.6 280 481 31.5 277 480 34.3
40 266 493 10.1 269 481 15.0 268 482 17.4
41 271 474 11.6 272 472 17.0 270 470 191
42 269 458 18.5 271 459 33.6 270 458 37.5

*In aqueous solution, the absorption bands above 300 nm become extremely broad, and they are manifested as an extended shoulder,
for which it is impossible to identify precise maximum position. Nevertheless, for all species, it was possible to use 360 nm as an
excitation wavelength in fluorescence experiments in the examined pH range.
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Figure S1. Fluorescence spectra (hex = 360 nm) and titration profiles for compounds 18 (part A) and 21 (part B) in Britton—Robinson

buffer at pH 2-11.
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Figure S2. [1-Phenyl-3-(phenylethynyl)-1H-pyrazol-4-ylJmethanol (3). *H NMR spectrum (700 MHz, CDCls).
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Figure S3. [1-Phenyl-3-(phenylethynyl)-1H-pyrazol-4-ylJmethanol (3). 3C NMR (176 MHz, CDCls).



+MS, 8.6min #514

Intens. +MS, 8.6min #514
x106]
1.5]
] 304.2625
1.04
051
] 585.5433
00—+ M — —— ——
100 200 300 400 500 600 700 800 900 m/z
Meas. m/z # lon Formula m/z err[ppm] mSigma #Sigma Score rdb e Conf N-Rule
297.0998 1 C18H14N2NaQC 297.0998 0.2 8.9 1 100.00 125 even ok
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Figure S5. 1-[1-Phenyl-3-(phenylethynyl)-1H-pyrazol-4-yl]ethanol-1-ol (4). *H NMR spectrum (700 MHz, CDCls).
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Figure S6. 1-[1-Phenyl-3-(phenylethynyl)-1H-pyrazol-4-yl]ethanol-1-ol (4). **C NMR (176 MHz, CDCly).
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Figure S7. 1-(1-phenyl-3-(phenylethynyl)-1H-pyrazol-4-yl)propan-1-ol (5). *H NMR spectrum (700 MHz, CDCls).
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Figure S8. 1-(1-phenyl-3-(phenylethynyl)-1H-pyrazol-4-yl)propan-1-ol (5). **C NMR (176 MHz, CDCI3).
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Figure S9. 1-(1-phenyl-3-(phenylethynyl)-1H-pyrazol-4-yl)propan-1-ol (5). HRMS (ESI-TOF).
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Figure S10. 2-Methyl-1-[1-phenyl-3-(phenylethynyl)-1H-pyrazol-4-yl]propan-1-ol (6). *H NMR spectrum (700 MHz, CDCl5).
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Figure S11. 2-Methyl-1-[1-phenyl-3-(phenylethynyl)-1H-pyrazol-4-yl]propan-1-ol (6). **C NMR (176 MHz, CDCls).
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Figure S12. 2-Methyl-1-[1-phenyl-3-(phenylethynyl)-1H-pyrazol-4-yl]propan-1-ol (6). HRMS (ESI-TOF).

—2.54

100+ —m————

T
o
S
P

T
10.0 9.5 9.0

6.0 5.0 4.0 3.5 3.0
f1 (ppm)

T T T T

T T
25 2.0 1.5 1.0 0.5 0.0

Figure S13. Phenyl(1-phenyl-3-(phenylethynyl)-1H-pyrazol-4-yl)methanol (7). *H NMR spectrum (700 MHz, CDCls).
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Figure S14. Phenyl(1-phenyl-3-(phenylethynyl)-1H-pyrazol-4-yl)methanol (7). 3C NMR (176 MHz, CDCls).
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Figure S15. Phenyl(1-phenyl-3-(phenylethynyl)-1H-pyrazol-4-yl)methanol (7). HRMS (ESI-TOF).
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Figure S16. 4-(Azidomethyl)-1-phenyl-3-(phenylethynyl)-1H-pyrazole (8). *H NMR spectrum (700 MHz, CDCls).

jaa)
Q
8
< A <
i B b I e - o~ @
o ()] ~IS
eAraehelng/inprins N \
A\ N,
7
N\\
<N)
T T T T T T T T T T T T T T T T T T T T
200 190 180 170 160 150 140 130 120 110 100 90 80 70 6 50 40 30 20 10
f1 (ppm)

Figure S17. 4-(Azidomethyl)-1-phenyl-3-(phenylethynyl)-1H-pyrazole (8). *C NMR (176 MHz, CDCls).



+MS, 8.3min #500

+MS, 8.3min #500

Intens.]
x1067]
0.8+
061 304.2612
0.4+
0.2 L
U.O_ T — k nu ":"lf T T L T T — T T —T T T T T
100 200 300 400 500 600 700 800 900 m/z
Meas. m/z # lon Formula m/z err[ppm] mSigma #Sigma Score rdb e Conf N-Rule
300.1242 1 C18H14N5 300.1244 -0.6 291 1 100.00 145 even ok
3221065 1 C18H13N5Na 322.10863 -0.5 7.5 1 100.00 145 even ok
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Figure S19. 4-(1-Azidoethyl)-1-phenyl-3-(phenylethynyl)-1H-pyrazole (9). *H NMR spectrum (700 MHz, CDCls).
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Figure S20. 4-(1-Azidoethyl)-1-phenyl-3-(phenylethynyl)-1H-pyrazole (9). 3C NMR (176 MHz, CDCl3).
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Figure S21. 4-(1-Azidoethyl)-1-phenyl-3-(phenylethynyl)-1H-pyrazole (9). HRMS (ESI-TOF).
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Figure S22. 4-(1-Azidopropyl)-1-phenyl-3-(phenylethynyl)-1H-pyrazole (10). *H NMR spectrum (700 MHz, CDCls).

T T T T T T T T
0 1.5 1.0 0.5 0.0

N4 2.00x

)
a
TIETNNWOET AT =N o
Gl o RGN AN O @ N Q o < ~
MMOMOANNANNANNNA (5] o~ 0 0 o
oA o o o (o)} @ N wn o~ —
R N ||
N\ ¥
]
N\\
iN]
|
1o ! |
LI L 1
T T T T T T T T T T T T T T T T T T T T T
200 190 180 170 160 150 140 130 120 110 100 90 80 70 60 50 40 30 20 10 0

f1 (ppm)

Figure S23. 4-(1-Azidopropyl)-1-phenyl-3-(phenylethynyl)-1H-pyrazole (10). **C NMR (176 MHz, CDCls).
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Figure S25. 4-(Azido-2-methylpropyl)-1-phenyl-3-(phenylethynyl)-1H-pyrazole (11). *H NMR spectrum (700 MHz, CDCls).
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Figure S26. 4-(Azido-2-methylpropyl)-1-phenyl-3-(phenylethynyl)-1H-pyrazole (11). **C NMR (176 MHz, CDCly).
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Figure S27. 4-(Azido-2-methylpropyl)-1-phenyl-3-(phenylethynyl)-1H-pyrazole (11). HRMS (ESI-TOF).
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Figure S28. 4-(Azido(phenyl)methyl)-1-phenyl-3-(phenylethynyl)-1H-pyrazole (12). *H NMR spectrum (700 MHz, CDCls).
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Figure S29. 4-(Azido(phenyl)methyl)-1-phenyl-3-(phenylethynyl)-1H-pyrazole (12). *C NMR (176 MHz, CDCls).
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Figure S30. 4-(Azido(phenyl)methyl)-1-phenyl-3-(phenylethynyl)-1H-pyrazole (12). HRMS (ESI-TOF).
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Figure S31. 7-lodo-2,6-diphenyl-2H-pyrazolo[4,3-c]pyridine (13). *H NMR spectrum (700 MHz, CDCls).
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Figure S32. 7-lodo-2,6-diphenyl-2H-pyrazolo[4,3-c]pyridine (13). 3C NMR (176 MHz, CDCls).
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Figure S33. 7-lodo-2,6-diphenyl-2H-pyrazolo[4,3-c]pyridine (13). *H->N HMBC spectrum (700 MHz, CDCl5)
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Figure S34. 7-lodo-2,6-diphenyl-2H-pyrazolo[4,3-c]pyridine (13). HRMS (ESI-TOF).
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Figure S35. 7-lodo-4-methyl-2,6-diphenyl-2H-pyrazolo[4,3-c]pyridine (14). *H NMR spectrum (700 MHz, CDCls).
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Figure S36. 7-lodo-4-methyl-2,6-diphenyl-2H-pyrazolo[4,3-c]pyridine (14). *3C NMR (176 MHz, CDCls).
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Figure S37. 7-lodo-4-methyl-2,6-diphenyl-2H-pyrazolo[4,3-c]pyridine (14). HRMS (ESI-TOF).
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Figure S38. 4-Ethyl-7-iodo-2,6-diphenyl-2H-pyrazolo[4,3-c]pyridine (15). 'H NMR spectrum (700 MHz, CDCls).
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Figure S39. 4-Ethyl-7-iodo-2,6-diphenyl-2H-pyrazolo[4,3-c]pyridine (15). 3C NMR (176 MHz, CDCls).
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Figure S40. 4-Ethyl-7-iodo-2,6-diphenyl-2H-pyrazolo[4,3-c]pyridine (15). 'H->N HMBC spectrum (700 MHz, CDCls)
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Figure S41. 4-Ethyl-7-iodo-2,6-diphenyl-2H-pyrazolo[4,3-c]pyridine (15). HRMS (ESI-TOF).
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Figure S42. 7-lodo-4-isopropyl-2,6-diphenyl-2H-pyrazolo[4,3-c]pyridine (16). *H NMR spectrum (700 MHz, CDCls).
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Figure S43. 7-lodo-4-isopropyl-2,6-diphenyl-2H-pyrazolo[4,3-c]pyridine (16). **C NMR (176 MHz, CDCls3).
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Figure S44. 7-lodo-4-isopropyl-2,6-diphenyl-2H-pyrazolo[4,3-c]pyridine (16). *H->N HMBC spectrum (700 MHz, CDCls)
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Figure S45. 7-lodo-4-isopropyl-2,6-diphenyl-2H-pyrazolo[4,3-c]pyridine (16). HRMS (ESI-TOF).



1.00-=
001
00
98/*

10.0 9.5 9.0

85 8.0 7.5

7.0 5.0 4.0 35
f1 (ppm)

Figure S46. 7-lodo-2,4,6-triphenyl-2H-pyrazolo[4,3-c]pyridine (17).
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Figure S47. 7-lodo-2,4,6-triphenyl-2H-pyrazolo[4,3-c]pyridine (17).

13C NMR (176 MHz, CDCls).
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Figure S48. 7-lodo-2,4,6-triphenyl-2H-pyrazolo[4,3-c]pyridine (17). HRMS (ESI-TOF).
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Figure S49. 2,6,7-Triphenyl-2H-pyrazolo[4,3-c]pyridine (18). *H NMR spectrum (700 MHz, CDCls).
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Figure S50. 2,6,7-Triphenyl-2H-pyrazolo[4,3-c]pyridine (18). 3C NMR (176 MHz, CDCls).
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Figure S51. 2,6,7-Triphenyl-2H-pyrazolo[4,3-c]pyridine (18). *H-*N LR-HSQMBC spectrum (700 MHz, CDCls)
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Figure S52. 2,6,7-Triphenyl-2H-pyrazolo[4,3-c]pyridine (18). HRMS (ESI-TOF).
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Figure S53. 7-(2-Methoxyphenyl)-2,6-diphenyl-2H-pyrazolo[4,3-c]pyridine (19). *H NMR spectrum (700 MHz, CDCls).
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Figure S54. 7-(2-Methoxyphenyl)-2,6-diphenyl-2H-pyrazolo[4,3-c]pyridine (19). 1*C NMR (176 MHz, CDCl5).
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Figure S55. 7-(2-Methoxyphenyl)-2,6-diphenyl-2H-pyrazolo[4,3-c]pyridine (19). HRMS (ESI-TOF).
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Figure S56. 7-(3-Methoxyphenyl)-2,6-diphenyl-2H-pyrazolo[4,3-c]pyridine (20). *H NMR spectrum (700 MHz, CDCls).
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Figure S57. 7-(3-Methoxyphenyl)-2,6-diphenyl-2H-pyrazolo[4,3-c]pyridine (20). 3C NMR (176 MHz, CDCl3).
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Figure S58. 7-(3-Methoxyphenyl)-2,6-diphenyl-2H-pyrazolo[4,3-c]pyridine (20). *H->N HMBC spectrum (700 MHz, CDCls).
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Figure S59. 7-(3-Methoxyphenyl)-2,6-diphenyl-2H-pyrazolo[4,3-c]pyridine (20). HRMS (ESI-TOF).
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Figure S60. 7-(4-Methoxyphenyl)-2,6-diphenyl-2H-pyrazolo[4,3-c]pyridine (21). *H NMR spectrum (700 MHz, CDCls).
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Figure S61. 7-(4-Methoxyphenyl)-2,6-diphenyl-2H-pyrazolo[4,3-c]pyridine (21). *C NMR (176 MHz, CDCls).
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Figure S62. 7-(4-Methoxyphenyl)-2,6-diphenyl-2H-pyrazolo[4,3-c]pyridine (21). *H->N HMBC spectrum (700 MHz, CDCls).
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Figure S63. 7-(4-Methoxyphenyl)-2,6-diphenyl-2H-pyrazolo[4,3-c]pyridine (21). HRMS (ESI-TOF).
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Figure S64. 7-(3,4-Dimethoxyphenyl)-2,6-diphenyl-2H-pyrazolo[4,3-c]pyridine (22). *H NMR spectrum (700 MHz, CDCls).
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Figure S65. 7-(3,4-Dimethoxyphenyl)-2,6-diphenyl-2H-pyrazolo[4,3-c]pyridine (22). 3C NMR (176 MHz, CDCls).
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Figure S66. 7-(3,4-Dimethoxyphenyl)-2,6-diphenyl-2H-pyrazolo[4,3-c]pyridine (22). *H->N HMBC spectrum (700 MHz,
CDCly).
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Figure S67. 7-(3,4-Dimethoxyphenyl)-2,6-diphenyl-2H-pyrazolo[4,3-c]pyridine (22). HRMS (ESI-TOF).
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Figure S68. 4-(2,6-Diphenyl-2H-pyrazolo[4,3-c]pyridin-7-yl)phenol (23). *H NMR spectrum (700 MHz, DMSO-ds).
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Figure S69. 4-(2,6-Diphenyl-2H-pyrazolo[4,3-c]pyridin-7-yl)phenol (23). *C NMR (176 MHz, DMSO-dg).
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Figure S70. 4-(2,6-Diphenyl-2H-pyrazolo[4,3-c]pyridin-7-yl)phenol (23). *H-SN HMBC spectrum (700 MHz, DMSO-ds).
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Figure S71. 4-(2,6-Diphenyl-2H-pyrazolo[4,3-c]pyridin-7-yl)phenol (23). HRMS (ESI-TOF).
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Figure S72. 4-Methyl-2,6,7-triphenyl-2H-pyrazolo[4,3-c]pyridine (24). *H NMR spectrum (700 MHz, CDCl5).
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Figure S73. 4-Methyl-2,6,7-triphenyl-2H-pyrazolo[4,3-c]pyridine (24). 3C NMR (176 MHz, CDCl3).
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Figure S74. 4-Methyl-2,6,7-triphenyl-2H-pyrazolo[4,3-c]pyridine (24). *H-1*N HMBC spectrum (700 MHz, CDCl5).
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Figure S75. 4-Methyl-2,6,7-triphenyl-2H-pyrazolo[4,3-c]pyridine (24). HRMS (ESI-TOF).
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Figure S77. 7-(2-Methoxyphenyl)-4-methyl-2,6-diphenyl-2H-pyrazolo[4,3-c]pyridine (25). **C NMR (126 MHz, CDCls).
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Figure S78. 7-(2-Methoxyphenyl)-4-methyl-2,6-diphenyl-2H-pyrazolo[4,3-c]pyridine (25). HRMS (ESI-TOF).
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Figure S79. 7-(3-Methoxyphenyl)-4-methyl-2,6-diphenyl-2H-pyrazolo[4,3-c]pyridine (26). *H NMR spectrum (500 MHz,
CDCly).
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Figure S80. 7-(3-Methoxyphenyl)-4-methyl-2,6-diphenyl-2H-pyrazolo[4,3-c]pyridine (26). **C NMR (126 MHz, CDCls).
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Figure S81. 7-(3-Methoxyphenyl)-4-methyl-2,6-diphenyl-2H-pyrazolo[4,3-c]pyridine (26). HRMS (ESI-TOF).
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Figure S82. 7-(4-Methoxyphenyl)-4-methyl-2,6-diphenyl-2H-pyrazolo[4,3-c]pyridine (27). *H NMR spectrum (700 MHz,
CDCly).
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Figure S83. 7-(4-Methoxyphenyl)-4-methyl-2,6-diphenyl-2H-pyrazolo[4,3-c]pyridine (27). **C NMR (176 MHz, CDCls).
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Figure S84. 7-(4-Methoxyphenyl)-4-methyl-2,6-diphenyl-2H-pyrazolo[4,3-c]pyridine (27). *H->N HMBC spectrum (700 MHz,

CDCls).
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Figure S85. 7-(4-Methoxyphenyl)-4-methyl-2,6-diphenyl-2H-pyrazolo[4,3-c]pyridine (27). HRMS (ESI-TOF).
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Figure S86. 7-(3,4-Dimethoxyphenyl)-4-methyl-2,6-diphenyl-2H-pyrazolo[4,3-c]pyridine (28). *H NMR spectrum (700 MHz,
CDCly).
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Figure S87. 7-(3,4-Dimethoxyphenyl)-4-methyl-2,6-diphenyl-2H-pyrazolo[4,3-c]pyridine (28). 3C NMR (176 MHz, CDCls).
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Figure S88. 7-(3,4-Dimethoxyphenyl)-4-methyl-2,6-diphenyl-2H-pyrazolo[4,3-c]pyridine (28). *H->N HMBC spectrum (700
MHz, CDCls).
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Figure S89. 7-(3,4-Dimethoxyphenyl)-4-methyl-2,6-diphenyl-2H-pyrazolo[4,3-c]pyridine (28). HRMS (ESI-TOF).
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Figure S90. 4-(4-Methyl-2,6-diphenyl-2H-pyrazolo[4,3-c]pyridin-7-yl)phenol (29). *H NMR spectrum (700 MHz, DMSO-dg).
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Figure S91. 4-(4-Methyl-2,6-diphenyl-2H-pyrazolo[4,3-c]pyridin-7-yl)phenol (29). *C NMR (176 MHz, DMSO-ds).
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Figure S92. 4-(4-Methyl-2,6-diphenyl-2H-pyrazolo[4,3-c]pyridin-7-yl)phenol (29). *H-*N HMBC spectrum (700 MHz, DMSO-
ds).
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Figure S93. 4-(4-Methyl-2,6-diphenyl-2H-pyrazolo[4,3-c]pyridin-7-yl)phenol (29). HRMS (ESI-TOF).
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Figure S96. 4-Ethyl-2,6,7-triphenyl-2H-pyrazolo[4,3-c]pyridine (30). *H->N HMBC spectrum (700 MHz, CDCls).
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Figure S97. 4-Ethyl-2,6,7-triphenyl-2H-pyrazolo[4,3-c]pyridine (30). HRMS (ESI-TOF).



8.61
92
91
52
51
50
49
48
42
41
27

2.007 ‘e—-

S ¥ gdued 5

T
5 1.0 0.5 0.0

T
10.0 9.5 9.0 8.5 8.0 7.5 7.0 6.5 6.0 5.5 5.0 4.5 4.0 3.5 3.0 2.5 2.0
f1 (ppm)

Figure S98. 4-Ethyl-7-(4-methoxyphenyl)-2,6-diphenyl-2H-pyrazolo[4,3-c]pyridine (31). *H NMR spectrum (700 MHz, CDCls).
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Figure S99. 4-Ethyl-7-(4-methoxyphenyl)-2,6-diphenyl-2H-pyrazolo[4,3-c]pyridine (31). **C NMR (176 MHz, CDCls).
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Figure S100. 4-Ethyl-7-(4-methoxyphenyl)-2,6-diphenyl-2H-pyrazolo[4,3-c]pyridine (31). *H->N HMBC spectrum (700 MHz,

CDCL5).
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Figure S101. 4-Ethyl-7-(4-methoxyphenyl)-2,6-diphenyl-2H-pyrazolo[4,3-c]pyridine (31). HRMS (ESI-TOF).
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Figure S103. 7-(2,4-Dimethoxyphenyl)-4-ethyl-2,6-diphenyl-2H-pyrazolo[4,3-c]pyridine (32). *C NMR (176 MHz, CDCls).
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Figure S104. 7-(2,4-Dimethoxyphenyl)-4-ethyl-2,6-diphenyl-2H-pyrazolo[4,3-c]pyridine (32). *H->N LR HSQMBC spectrum
(700 MHz, CDCls).
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Figure S105. 7-(2,4-Dimethoxyphenyl)-4-ethyl-2,6-diphenyl-2H-pyrazolo[4,3-c]pyridine (32). HRMS (ESI-TOF).
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Figure S106. 4-Ethyl-2,6-diphenyl-7-(p-tolyl)-2H-pyrazolo[4,3-c]pyridine (33). *H NMR spectrum (700 MHz, CDCls).

10.0

€ET—
€1e—

+0€—

€0ad 0°4L—

0°6TT
£°0CT
favan
€T1et

6°9¢T
L°LTT
£€'8¢T
£°8CT
S'6CT ~

9'0€T -7
o.ﬁmﬁ*
0°€eT
S'9€T
N.ovﬁ\
Tt
6°8vT —
0¢ST —

0°6ST —

T
100
f1 (ppm)

110

Figure S107. 4-Ethyl-2,6-diphenyl-7-(p-tolyl)-2H-pyrazolo[4,3-c]pyridine (33). **C NMR (176 MHz, CDCls).
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Figure S108. 4-Ethyl-2,6-diphenyl-7-(p-tolyl)-2H-pyrazolo[4,3-c]pyridine (33). *H-*N HMBC spectrum (700 MHz, CDCls).
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Figure S109. 4-Ethyl-2,6-diphenyl-7-(p-tolyl)-2H-pyrazolo[4,3-c]pyridine (33). HRMS (ESI-TOF).
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Figure S111. 4-Ethyl-2,6-diphenyl-7-(4-(trifluoromethyl)phenyl)-2H-pyrazolo[4,3-c]pyridine (34). **C NMR (176 MHz, CDCls).
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Figure S112. 4-Ethyl-2,6-diphenyl-7-(4-(trifluoromethyl)phenyl)-2H-pyrazolo[4,3-c]pyridine (34). *H-*N HMBC spectrum (700
MHz, CDCl3).
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Figure S113. 4-Ethyl-2,6-diphenyl-7-(4-(trifluoromethyl)phenyl)-2H-pyrazolo[4,3-c]pyridine (34). 1°F NMR spectrum (500
MHz, CDCls).
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Figure S114. 4-Ethyl-2,6-diphenyl-7-(4-(trifluoromethyl)phenyl)-2H-pyrazolo[4,3-c]pyridine (34). HRMS (ESI-TOF).
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Figure S115. 4-Ethyl-2,6-diphenyl-7-(4-(trifluoromethoxy)phenyl)-2H-pyrazolo[4,3-c]pyridine (35). *H NMR spectrum (700
MHz, CDCls).
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Figure S116. 4-Ethyl-2,6-diphenyl-7-(4-(trifluoromethoxy)phenyl)-2H-pyrazolo[4,3-c]pyridine (35). **C NMR (176 MHz,
CDCly).
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Figure S117. 4-Ethyl-2,6-diphenyl-7-(4-(trifluoromethoxy)phenyl)-2H-pyrazolo[4,3-c]pyridine (35). *H-*N HMBC spectrum
(700 MHz, CDCly).
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Figure S118. 4-Ethyl-2,6-diphenyl-7-(4-(trifluoromethoxy)phenyl)-2H-pyrazolo[4,3-c]pyridine (35). °F NMR spectrum (500
MHz, CDCls).
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Figure S119. 4-Ethyl-2,6-diphenyl-7-(4-(trifluoromethoxy)phenyl)-2H-pyrazolo[4,3-c]pyridine (35). HRMS (ESI-TOF).
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Figure S120. 7-(4-Chlorophenyl)-4-ethyl-2,6-diphenyl-2H-pyrazolo[4,3-c]pyridine (36). *H NMR spectrum (700 MHz, CDCls).
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Figure S121. 7-(4-Chlorophenyl)-4-ethyl-2,6-diphenyl-2H-pyrazolo[4,3-c]pyridine (36). **C NMR (176 MHz, CDCl5).

ol | L

{7.9,-147.3} F-150
¢

F-140

F-130

--120

f1 (ppm)

--110

{8.6,-97.0} 100
e

-90

{3.2,-83.32@

r-80

F-70

9t0 8t5 8t0 7t5 7{0 5{5 6{0 5{5 5{0 4{5 4t0 3t5 3t0 ZtS ZtO 1t5
f2 (ppm)
Figure S122. 7-(4-Chlorophenyl)-4-ethyl-2,6-diphenyl-2H-pyrazolo[4,3-c]pyridine (36). *H->N LR HSQMBC spectrum (700
MHz, CDCls).
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Figure S123. 7-(4-Chlorophenyl)-4-ethyl-2,6-diphenyl-2H-pyrazolo[4,3-c]pyridine (36). HRMS (ESI-TOF).
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Figure S124. 4-(4-Ethyl-2,6-diphenyl-2H-pyrazolo[4,3-c]pyridin-7-yl)phenol (37). *H NMR spectrum (700 MHz, CDCls).
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Figure S125. 4-(4-Ethyl-2,6-diphenyl-2H-pyrazolo[4,3-c]pyridin-7-yl)phenol (37). 3C NMR (176 MHz, CDCls).
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Figure S126. 4-(4-Ethyl-2,6-diphenyl-2H-pyrazolo[4,3-c]pyridin-7-yl)phenol (37). *H-*N LR HSQMBC spectrum (700 MHz,
CDCly).
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Figure S127. 4-(4-Ethyl-2,6-diphenyl-2H-pyrazolo[4,3-c]pyridin-7-yl)phenol (37). HRMS (ESI-TOF).
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Figure S128. 4-I1sopropyl-7-(4-methoxyphenyl)-4-methyl-2,6-diphenyl-2H-pyrazolo[4,3-c]pyridine (38). *H NMR spectrum (700
MHz, CDCls).
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Figure S129. 4-I1sopropyl-7-(4-methoxyphenyl)-4-methyl-2,6-diphenyl-2H-pyrazolo[4,3-c]pyridine (38). *C NMR (176 MHz,
CDCly).



l )
-155
{8.6,-147.9} F-150
( ' F-145
F-140
~-135
+~-130
~-125
--120 g
L-110 B
--105
/{8.6,-96.9} F-100
--95
+-90
{3.5,-84.1{ | e
t-80

T T T T T T T T T T T T T T T T T T
9.5 9.0 8.5 8.0 7.5 7.0 6.5 6.0 4.5 4.0 3.5 3.0 2.5 2.0 1.5 1.0

55 5.0
2 (ppm)

Figure S130. 4-1sopropyl-7-(4-methoxyphenyl)-4-methyl-2,6-diphenyl-2H-pyrazolo[4,3-c]pyridine (38). *H-*N HMBC spectrum
(700 MHz, CDCl5).
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Figure S131. 4-Isopropyl-7-(4-methoxyphenyl)-4-methyl-2,6-diphenyl-2H-pyrazolo[4,3-c]pyridine (38). HRMS (ESI-TOF).
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Figure S132. 7-(4-Methoxyphenyl)-2,4,6-triphenyl-2H-pyrazolo[4,3-c]pyridine (39). *H NMR spectrum (700 MHz, CDCls).
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Figure S133. 7-(4-Methoxyphenyl)-2,4,6-triphenyl-2H-pyrazolo[4,3-c]pyridine (39). 3C NMR (176 MHz, CDCls).



{8.8’-145.6%Q>

f1 (ppm)

{8.8,—96.6ks

9.5 9‘.0 8‘.5 é.O 7‘.5 7‘.0 . (péri) 6‘.0 5‘.5 5‘.0 4‘.5 4‘.0 3‘.5
Figure S134. 7-(4-Methoxyphenyl)-2,4,6-triphenyl-2H-pyrazolo[4,3-c]pyridine (39). 'H-**N LR HSQMBC spectrum (700 MHz,
CDCly).
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Figure S135. 7-(4-Methoxyphenyl)-2,4,6-triphenyl-2H-pyrazolo[4,3-c]pyridine (39). HRMS (ESI-TOF).
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Figure S137. 7-(4-Ethoxyphenyl)-4-ethyl-2,6-diphenyl-2H-pyrazolo[4,3-c]pyridine (40). **C NMR (176 MHz, CDCls).
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Figure S138. 7-(4-Ethoxyphenyl)-4-ethyl-2,6-diphenyl-2H-pyrazolo[4,3-c]pyridine (40). *H-*N LR HSQMBC spectrum (700
MHz, CDCls).
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Figure S139. 7-(4-Ethoxyphenyl)-4-ethyl-2,6-diphenyl-2H-pyrazolo[4,3-c]pyridine (40). HRMS (ESI-TOF).
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Figure S141. 4-Ethyl-2,6-diphenyl-7-(4-propoxyphenyl)-2H-pyrazolo[4,3-c]pyridine (41). 3C NMR (176 MHz, CDCls).
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Figure S142. 4-Ethyl-2,6-diphenyl-7-(4-propoxyphenyl)-2H-pyrazolo[4,3-c]pyridine (41). *H->’N HMBC spectrum (700 MHz,

CDCl5).
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Figure S143. 4-Ethyl-2,6-diphenyl-7-(4-propoxyphenyl)-2H-pyrazolo[4,3-c]pyridine (41). HRMS (ESI-TOF).
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Figure S145. 4-Ethyl-7-(4-isopropoxyphenyl)-2,6-diphenyl-2H-pyrazolo[4,3-c]pyridine (42). **C NMR (176 MHz, CDCls).
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Figure S146. 4-Ethyl-7-(4-isopropoxyphenyl)-2,6-diphenyl-2H-pyrazolo[4,3-c]pyridine (42). *H-*’N HMBC spectrum (700 MHz,
CDCly).
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4342227 1 C29H28N30 434.2227 0.1 45 1 100.00 175 even ok
456.2052 1 C29H27N3NaQ 456.2046 -1.3 31.9 1 100.00 175 even ok

Figure S147. 4-Ethyl-7-(4-isopropoxyphenyl)-2,6-diphenyl-2H-pyrazolo[4,3-c]pyridine (42). HRMS (ESI-TOF).



