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'H NMR spectrum of 1-(prop-2-yn-1-yl)-1H-pyrazolo[3,4-b]quinoline (4)
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13C NMR spectrum of 1-(prop-2-yn-1-yl)-1H-pyrazolo[3,4-b]quinoline (4)
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'H NMR spectrum of 2-(4-((1H-pyrazolo[3,4-b]quinolin-1-yl)methyl)-1H-1,2,3-triazol-1-yl)-N-phenylacetamide (9a)
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13C NMR spectrum of 2-(4-((1H-pyrazolo[3,4-b]quinolin-1-yl)methyl)-1H-1,2,3-triazol-1-yl)-N-phenylacetamide (9a)
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Single Mass Analysis
Tolerance = 5.0 PPM / DBE: min =-1.5, max = 500.0
Element prediction: Off
Number of isotope peaks used for i-FIT = 3

Monoisotopic Mass, Even Electron lons
6 formula(e) evaluated with 1 results within limits (all results (up to 1000) for each mass)
Elements Used:

C:20-25 H:15-20 N:5-10 O:0-1 Na:1-1

PyQuTFiAc-H 4 (0.102) Cm (1:61) TOF MS ES+
1.36e+005
= 406.1382
%-
| 407.1430
. 401.2885 4022928 403.2405403,6001 4052434  |407.0358 | 408.1459 409 1782 4111225 4121173 412618
|||||||||||I||||||||||||||||||||||||||||||||||I||||I|||||||||I||||||||||||||I||||||||||||||I|||||||||I|||||||||I|||||||||I||||I|||

401.0 402.0 403.0 404.0 405.0 406.0 407.0 408.0 409.0 410.0 411.0 412.0 413.0

Minimum: i)

Maximum: 5.0 5.0 500 ..C

Mass Calc. Mass mDa EPM DEE 1=FTT i-FIT (Norm) Formula

406.1382 406.1392 -1.0 D i) 163 441.3 0.0 c21 HI?7 N7 0O Na

HRMS spectrum of 2-(4-((1H-pyrazolo[3,4-b]quinolin-1-yl)methyl)-1H-1,2,3-triazol-1-yl)-N-phenylacetamide (9a)
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'H NMR spectrum of 2-(4-((1H-pyrazolo[3,4-b]quinolin-1-yl)methyl)-1H-1,2,3-triazol-1-yl)-N-(4-fluorophenyl)acetamide (9b)

Page S13

AUTHOR(S)



Issue in honor of Professor Hans-Giinther (Hagga) Schmalz

ARKIVOC 2025, iii, S1-S87

13C NMR spectrum of 2-(4-((1H-pyrazolo[3,4-b]quinolin-1-yl)methyl)-1H-1,2,3-triazol-1-yl)-N-(4-fluorophenyl)acetamide (9b)
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Single Mass Analysis

Tolerance = 5.0 PPM / DBE: min =-1.5, max = 500.0
Element prediction: Off

Number of isotope peaks used for i-FIT =3

Monoisotopic Mass, Even Electron lons

7 formula(e) evaluated with 1 results within limits (all results (up to 1000) for each mass)
Elements Used:

C:20-25 H:15-20 N:5-10 O:0-1 Na: 11 F: 11

PyQuTriAc-F 14 (0.439) Cm (1:61) TOF MS ES+
2.68e+005
100— 424 1296
%o
T 425.1330
] 417.6123 4192773 4202796 4535435 426.1362 429.1055429 6061 4316197 4352504359321
IIII|IIII|IIII|IIII|IIII|IIIIIIIII|IIII|IIII|IIII|IIIIIIIII|IIII|IIII|IIII|IIII|IIII|IIII|IIII|IIII|III
416.0 418.0 420.0 422.0 424.0 426.0 428.0 430.0 432.0 434.0 436.0
Minimum: = i)
Maximum: 5.0 5.0 500.0
Mass Calc. Mass mDa EPM DEBE i-FIT i—-FIT (Norm) Formula
424 .129¢6 424 .1298 -0.2 -0.5 16.5 444 .85 0.0 C21 Hle N7 O Na F

HRMS spectrum of 2-(4-((1H-pyrazolo[3,4-b]quinolin-1-yl)methyl)-1H-1,2,3-triazol-1-yl)-N-(4-fluorophenyl)acetamide (9b)
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H NMR spectrum of 2-(4-((1H-pyrazolo[3,4-b]quinolin-1-yl)methyl)-1H-1,2,3-triazol-1-yl)-N-(4-chlorophenyl)acetamide (9c)
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13C NMR spectrum of 2-(4-((1H-pyrazolo[3,4-b]quinolin-1-yl)methyl)-1H-1,2,3-triazol-1-yl)-N-(4-fluorophenyl)acetamide (9c)
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Single Mass Analysis

Tolerance = 5.0 PPM / DBE: min =-1.5, max = 500.0
Element prediction: Off

Number of isotope peaks used for i-FIT = 3

Monoisotopic Mass, Even Electron lons
12 formula(e) evaluated with 1 results within limits (all results (up to 1000) for each mass)
Elements Used:

ARKIVOC 2025, iii, S1-S87

C:20-25 H:15-20 N:510 O:0-1 Na:1-1 CI: 0-1
PyQuTriAc-Cl 43 (1.417) Cm (1:61) TOF MS ES+
1.52e+005
100— 440.0991
%
1 442 0974
1 441.1022
| 432.6306 438.3409 4451001 447.0754448.5706
5 431.6286 4352427 437.2347 7 446.0807 451.2322
III|IIII|IIII|IIII|IIII|IIII|IIII|IIII|IIII|IIII|IIIIIIIII|IIII|IIII|IIII|IIII|IIII|IIII|IIII|IIII|IIII|IIII|IIII|II
430.0 432.0 434.0 436.0 438.0 440.0 442.0 4440 446.0 448.0 450.0 452.0
Minimum: i
Masximum: 5.0 5.0 500.0
Maszssz Calc. Mass mDa EPM DBE i-FIT i-FIT (Neorm) Formula
440.0991 440.1003 -1.2 =2.7 WEES 432.3 1.0 C21 Hle N7 O Na C1

HRMS spectrum of 2-(4-((1H-pyrazolo[3,4-b]quinolin-1-yl)methyl)-1H-1,2,3-triazol-1-yl)-N-(4-chlorophenyl)acetamide (9c)
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FTIR spectrum of 2-(4-((1H-pyrazolo[3,4-b]quinolin-1-yl)methyl)-1H-1,2,3-triazol-1-yl)-N-(4-chlorophenyl)acetamide (9c)
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13C NMR spectrum of 2-(4-((1H-pyrazolo[3,4-b]quinolin-1-yl)methyl)-1H-1,2,3-triazol-1-yl)-N-(4-bromophenyl)acetamide (9d)
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Single Mass Analysis

Tolerance = 5.0 PPM / DBE: min=-1.5, max = 500.0
Element prediction: Off

Number of isotope peaks used for i-FIT =3

ARKIVOC 2025, iii, S1-S87

Monoisotopic Mass, Even Electron lons

12 formula(e) evaluated with 1 results within limits (all results (up to 1000) for each mass)
Elements Used:

C:20-25 H:15-20 N:5-10 O:0-1 Na:1-1 Br: 01

PyQuTriAc-Br 19 (0.607) Cm (1:61)

TOF MS ES+
1.40e+005
100 484.0494 486.0477
%
i 473 3459 485.0531 | 487.0509
: i 4792704 481.2608 488.0541 1912842 453p0eg W95 2898 POR
II|IIIIIIIII|IIII|IIII|IIII|IIII|IIII|IIII|IIIIIIIII|IIIIIIIII|IIII|IIIIIIIII|IIII|IIIIIIIII|IIIIIIIII|IIIIIIIII|IIII|IIII|IIII|mz
472.0 474.0 476.0 478.0 480.0 482.0 484.0 486.0 488.0 490.0 492.0 494.0 486.0
Minimum: = Eu 0
Maszimum: 5.0 5.0 500.0
Mass Calc. Mass mDa EPM DEE i-FI i—-FIT {(Norm) Formula
484.04094 484.0497 -0.3 -0.6 16.5 392.0 0.0 C21 Hle N7 O Na Br

HRMS spectrum of 2-(4-((1H-pyrazolo[3,4-b]quinolin-1-yl)methyl)-1H-1,2,3-triazol-1-yl)-N-(4-bromophenyl)acetamide (9d)
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13C NMR spectrum of 2-(4-((1H-pyrazolo[3,4-b]quinolin-1-yl)methyl)-1H-1,2,3-triazol-1-yl)-N-(4-methylphenyl)acetamide (9e)
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Single Mass Analysis
Tolerance = 5.0 PPM / DBE: min =-1.5, max = 500.0
Element prediction: Off
Number of isotope peaks used for i-FIT = 3

Monoisotopic Mass, Even Electron lons

5 formula(e) evaluated with 1 results within limits (all results (up to 1000) for each mass)
Elements Used:

C:20-25 H:15-20 N:5-10 O:0-1 Na:1-1

PyQuTriAc-CH3 2 (0.034) Cm (1:61) TOF MS ES+
2.49e+005
100— 420.1553
%
4 421.1586
o 3123410 4132679 4149904 417.6136 419.2780 422 fa7h 425.1309 9261928 4293207  431.6296 .
IIIIIIIIIIIIIIIIIIIIIIIIIIII|IIII|IIIIIIIII|IIII|IIIIIIIIIIIIII|IIIIIIIIIIIIIIIIIII|IIIIIIIII|IIII|IIII|IIII|IIII|II
412.0 414.0 416.0 418.0 420.0 422.0 424.0 426.0 428.0 430.0 432.0
Minimum: e
Mazximum: SRLE 5.0 500.0
Mass Calc. Mass mDa PPM DBE i-FIT i—FIT (Norm) Formula
200553 420.1549 0.4 1.0 1655 473.8 0.0 C22 H19 N7 O Na

HRMS spectrum of 2-(4-((1H-pyrazolo[3,4-b]quinolin-1-yl)methyl)-1H-1,2,3-triazol-1-yl)-N-(4-methylphenyl)acetamide (9e)
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13C NMR spectrum of 2-(4-((1H-pyrazolo[3,4-b]quinolin-1-yl)methyl)-1H-1,2,3-triazol-1-yl)-N-(4-methoxyphenyl)acetamide (9f)
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Single Mass Analysis

Tolerance = 5.0 PPM / DBE: min =-1.5, max = 500.0
Element prediction: Off

Number of isotope peaks used for i-FIT = 3

Monoisotopic Mass, Even Electron lons

6 formula(e) evaluated with 1 results within limits (all results (up to 1000) for each mass)
Elements Used:

C:20-25 H:15-20 N:5-10 0O:0-2 Na:1-1

PyQuTriAc-OCH3 24 (0.776) Cm (1:61) TOF MS ES+
1.80e+005
100 436.1496
%o
- 4371537
i 440.1034 441.3517 4423567
IIIIIIIIIIIIIIlIIIIlIIII|IIII|IIII|IIII|IIII|IIII|IIII|IIII|IIII|IIII|IIII|IIII|IIII|IIII|IIII|IIII
428.0 430.0 432.0 434.0 436.0 438.0 440.0 442.0 444 .0 446.0
Minimum: e
Maximum: 5.0 5.0 500.0
Mass Calc. Mass mDa EPM DBE i=F1IT i—-FIT (Norm) Formula
436.149¢6 436.1498 =002 -0.5 16.5 436.2 0.0 C22 H19 N7 02 Na

HRMS spectrum of 2-(4-((1H-pyrazolo[3,4-b]quinolin-1-yl)methyl)-1H-1,2,3-triazol-1-yl)-N-(4-methoxyphenyl)acetamide (9f)
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FTIR spectrum of 2-(4-((1H-pyrazolo[3,4-b]quinolin-1-yl)methyl)-1H-1,2,3-triazol-1-yl)-N-(4-methoxyphenyl)acetamide (9f)
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13C NMR spectrum of 2-(4-((1H-pyrazolo[3,4-b]quinolin-1-yl)methyl)-1H-1,2,3-triazol-1-yl)-N-(4-nitrophenyl)acetamide (9g)
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Single Mass Analysis

ARKIVOC 2025, iii, S1-S87

Tolerance = 5.0 PPM / DBE: min =-1.5, max = 500.0

Element prediction: Off

Number of isotope peaks used for i-FIT = 3

Monoisotopic Mass, Even Electron lons

13 formula(e) evaluated with 1 results within limits (all results (up to 1000) for each mass)

Elements Used:

C:20-25 H:15-20 N:5-10 0O:0-5 Na:1-1

PyQuTriAc-NO2 54 (1.788) Cm (1:61) TOF MS ES+
1.77e+005
100 451.1243
%
. 4521279
. 447.2916 456.6068
N . | 4482944 4492800 4909050 453.1350 454 1325 455.1860 456.1016 o
IIIIII|IIIIIIIII|IIII|IIII|IIII|IIII|IIII|IIII|IIII|IIII|IIII|IIII|IIII|IIII|IIIIIIIII|IIII|IIIIIIIII|IIII|IIII|IIII|IIII|II
445.0 446.0 447.0 448.0 449.0 450.0 451.0 452.0 453.0 454.0 455.0 456.0 457.0
Minimum: S i
Masximurm: 5.0 2.0 500.0
Mass Calc. Mass mDa EFM DBE i-FIT i-FIT (Norm) Formula
451.1243 451 21243 0.0 0.0 1725 413.5 0.0 C21 H1é N8 03 Na

HRMS spectrum of 2-(4-((1H-pyrazolo[3,4-b]quinolin-1-yl)methyl)-1H-1,2,3-triazol-1-yl)-N-(4-nitrophenyl)acetamide (9g)
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Single Mass Analysis

Tolerance = 5.0 PPM / DBE: min =-1.5, max = 500.0
Element prediction: Off

Number of isotope peaks used for i-FIT = 3

Monoisotopic Mass, Even Electron lons
3 formula(e) evaluated with 1 results within limits (all results (up to 1000) for each mass)
Elements Used:

C:15-20 H:10-15 N:5-10 Na: 1-1

PyQuiTriPh-H 33 (1.079) Cm (1:61) TOF MS ES+
4.68e+005
100— 349.1187
%
1 350.1227
. 341 2592 342.2734 3451926 347.2063 351. 1255 ;-’;51 9721 354 0945 5354.5962 356.2629 357.9208 359.2399
EF T I I | EEt B § I S [ CE § | T 1T | Tk LI | T T T I o=l | L B [0 M § | I T R ¢ T T T I | ST R B | | I 17T | T A0 I | | EXEE | | X | | T T I T I | SO 2 B | I L | T T | T [P S | I T | R mfz
342.0 344.0 346.0 348.0 350.0 352.0 354.0 356.0 358.0
Minimum: S
Maximum: 5.0 5.0 500.0
Mazsz Calc. Mass mDa EFM DBRE i-FIT i—-FIT (Norm) Formula
349.1187 349.1178 0.9 2.6 145,55 554...5 0.0 Cl9 H14 N& Na

HRMS spectrum of 1-((1-phenyl-1H-1,2,3-triazol-4-yl)methyl)-1H-pyrazolo[3,4-b]quinoline (10a)
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13C NMR spectrum of 1-((1-(4-fluorophenyl)-1H-1,2,3-triazol-4-yl)methyl)-1H-pyrazolo[3,4-b]quinoline (10b)
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Single Mass Analysis

Tolerance = 5.0 PPM / DBE: min =-1.5, max = 500.0
Element prediction: Off

Number of isotope peaks used for i-FIT = 3

Monoisotopic Mass, Even Electron lons

3 formula(e) evaluated with 1 results within limits (all results (up to 1000) for each mass)
Elements Used:

C:15-20 H:10-15 N:5-10 Na:1-1 F:1-1

PyQUITHPh-F 15 (0.473) Cm (1:61) TOF MS ES+
3.24e+005
o] 367.1080
%o
] 368.1115
| 359.2396  360.9226 363.1875  365.1009 369.1128 372.0837372 5852 374.9422  376.9361 o
||||||||||||||||||||||||||||||||||||||||||||||||||||IIIIII||||||||||||||||||||||||||||||||||||||||I|||
358.0 360.0 362.0 364.0 366.0 368.0 370.0 372.0 374.0 376.0
Minimum: =L 5
Maximum: 2.0 5.0 500.0
Mass Calc. Mass mDa EPM DBE i-FIT i—-FIT {(Norm) Formula
367.1080  367.1083 =03 el 15.5 491.1 0.0 Cl9 HI3 N6 Na F

HRMS spectrum of 1-((1-(4-fluorophenyl)-1H-1,2,3-triazol-4-yl)methyl)-1H-pyrazolo[3,4-b]quinoline (10b)
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13C NMR spectrum of 1-((1-(4-chlorophenyl)-1H-1,2,3-triazol-4-yl)methyl)-1H-pyrazolo[3,4-b]quinoline (10c)
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Single Mass Analysis

Tolerance = 5.0 PPM / DBE: min =-1.5, max = 500.0

Element prediction: Off

Number of isotope peaks used for i-FIT = 3

Monoisotopic Mass, Even Electron lons
3 formula(e) evaluated with 1 results within limits (all results (up to 1000) for each mass)

Elements Used:

ARKIVOC 2025, iii, S1-S87

C:15-20 H:10-15 N:5-10 Na:1-1 CI: 0-1
PyQuiTriPh-Cl 15 (0.472) Cm (1:61) TOF MS ES+
1.10e+005
100— 383.0776
%o
. 385.0760
T 384.0811
4 386.0789
o 372.9568 374.9465 377.2036 379.2244 PR 1388.0545 389'0535 393.2098 ikl T o
II|IIII|IIII|IIII|IIII|IIII|IIII|IIII|IIII|IIII|IIII|IIIIIIIIIIIIIIIIIIIIIIIIlIIIIlIIII|IIII|IIII|IIII|IIII|IIII|IIII|IIII|IIII|III
372.0 374.0 376.0 378.0 380.0 382.0 384.0 386.0 388.0 390.0 392.0 394.0 396.0
Minimum: -1.5
Maximum: SR, el SO05LY
Mazsa Calc. Mass mDa PEM DBE i—FIT i—-FIT (Norm) Formula
383.0776 383.0788 -1.2 -3.1 1525 411.0 Cl9 HI3 Ne Na Cl

HRMS spectrum of 1-((1-(4-chlorophenyl)-1H-1,2,3-triazol-4-yl)methyl)-1H-pyrazolo[3,4-b]quinoline (10c)
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'H NMR spectrum of 1-((1-(4-bromophenyl)-1H-1,2,3-triazol-4-yl)methyl)-1H-pyrazolo[3,4-b]quinoline (10d)
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13C NMR spectrum of 1-((1-(4-bromophenyl)-1H-1,2,3-triazol-4-yl)methyl)-1H-pyrazolo[3,4-b]quinoline (10d)

Page S50

AUTHOR(S)



Issue in honor of Professor Hans-Giinther (Hagga) Schmalz

Single Mass Analysis

Tolerance =5.0 PPM / DBE: min =-1.5, max = 500.0
Element prediction: Off

Number of isotope peaks used for i-FIT = 3

Monoisotopic Mass, Even Electron lons

11 formula(e) evaluated with 1 results within limits (all results (up to 1000) for each mass)
Elements Used:

C:15-20 H:10-15 N:5-10 Na:0-1 Br: 0-1

ARKIVOC 2025, iii, S1-S87

PyQuiTriPh-Br 56 (1.932) Cm (1:58) TOF MS ES+
1.67e+004
100 427.0292 4290275
%_
| 428.0359 | 430.0345
420.5648.421.2297 4232125 425.2249 | ] 4302473 4332492 4352388 4372443 %9927 4410870
IIII|IIIIIIIII|IIII|IIII|IIII|IIII|IIII|IIII|IIII|IIIIIIII|IIIIIIIII|IIII|IIII|IIII|IIII|IIII|IIII|IIII|IIII|IIII|IIII|I
420.0 422.0 4240 426.0 428.0 430.0 432.0 434.0 438.0 440.0 442.0
Minimums: =E. D
Maximum: 5.0 5.0 500.0
Maszs Calc. Mass mDa PPM DBE i-FI i~FIT Formula
427.0292  427.028 0.9 ] 15.5 862ud C 19 HI3 Né Na Br

HRMS spectrum of 1-((1-(4-bromophenyl)-1H-1,2,3-triazol-4-yl)methyl)-1H-pyrazolo[3,4-b]quinoline (10d)
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FTIR spectrum of 1-((1-(4-bromophenyl)-1H-1,2,3-triazol-4-yl)methyl)-1H-pyrazolo[3,4-b]quinoline (10d)
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'H NMR spectrum of 1-((1-(4-methylphenyl)-1H-1,2,3-triazol-4-yl)methyl)-1H-pyrazolo[3,4-b]quinoline (10e)
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13C NMR spectrum of 1-((1-(4-methylphenyl)-1H-1,2,3-triazol-4-yl)methyl)-1H-pyrazolo|[3,4-b]quinoline (10e)
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Single Mass Analysis

Tolerance = 5.0 PPM / DBE: min =-1.5, max = 500.0
Element prediction: Off

Number of isotope peaks used for i-FIT = 3

Monoisotopic Mass, Even Electron lons
11 formula(e) evaluated with 1 results within limits (all results (up to 1000) for each mass)

Elements Used:
C:15-20 H:15-20 N:5-10 Na:0-1 Br: 0-1

PyQuITFPh-CH3 29 (0.983) Cm (1:58) TOF MS ES+
3.76e+004
. 363.1344
%
7 364.1419
357.2654 L e 365.1490 367.1794 RGO G
| T T T T | T T T T I T T 1 T I T T T T | T T T T | T T T T | 1 T T T | 1 T T T | T T T T | T T T 1 | T T T 1 I 1 T 1 T | T T T T | T T T T | T T 1 T I 1 T T T I
356.0 358.0 360.0 362.0 364.0 366.0 368.0 370.0 372.0
Minimum: mliel
Maximum: 5.0 5.0 500.C
Massz Calc. Mass mDa PPM DEE i-FIT i—-FIT (Norm) Formula
363.1344  363.1334 1.0 2.8 15.5 250.5 0.0 C20 H16 N6 Na

HRMS spectrum of 1-((1-(4-methylphenyl)-1H-1,2,3-triazol-4-yl)methyl)-1H-pyrazolo[3,4-b]quinoline (10e)
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FTIR spectrum of 1-((1-(4-methylphenyl)-1H-1,2,3-triazol-4-yl)methyl)-1H-pyrazolo[3,4-b]quinoline (10e)
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'H NMR spectrum of 1-((1-(4-methoxyphenyl)-1H-1,2,3-triazol-4-yl)methyl)-1H-pyrazolo[3,4-b]quinoline (10f)
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13C NMR spectrum of 1-((1-(4-methoxyphenyl)-1H-1,2,3-triazol-4-yl)methyl)-1H-pyrazolo[3,4-b]quinoline (10f)
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Single Mass Analysis

Tolerance = 5.0 PPM / DBE: min =-1.5, max = 500.0
Element prediction: Off

Number of isotope peaks used for i-FIT = 3

Monoisotopic Mass, Even Electron lons

17 formula(e) evaluated with 1 results within limits (all results (up to 1000) for each mass)

Elements Used:

C:15-20 H:15-20 N:5-10 0O:0-5 Na:1-1

ARKIVOC 2025, iii, S1-S87

PyQuiTriPh-OCHS3 11 (0.351) Cm (1:58) TOF MS ES+
4.30e+004
100— 379.1286
%—

i 380.1366
III|IIII|IIII|IIIIIIIII|IIII|IIII|IIII|IIII|IIII|IIIIIIIIIIIIIIIIIII|IIII|IIII|IIII|IIII|IIII|IIII
372.0 374.0 376.0 378.0 380.0 382.0 384.0 386.0 388.0

Minimum: -1.5

Masximum: SRS 5.0 SR

Mass Calc. Mass mDa PPM DEE i-FIT i—-FIT {(Norm) Formulsa

379.71286 379.1283 e 0.8 1.5 oy BF SR 0 C20 Hl1e Né O Na

HRMS spectrum of 1-((1-(4-methoxyphenyl)-1H-1,2,3-triazol-4-yl)methyl)-1H-pyrazolo[3,4-b]quinoline (10f)

Page S59

AUTHOR(S)



Issue in honor of Professor Hans-Giinther (Hagga) Schmalz ARKIVOC 2025, jii, S1-S87
100.0_

i T

) ~ i
\ l."f Y~ \ e ﬂ'\. v ! III

90 [

85 |

80

75

70

65 |

60 |

55

50

45 |

40 |

35 ]

30 |

25

20

15

10

313831

224224

2031.97

1614.48

1432.56

1518.55

n ‘ 'J 1347.09

125483

m 908.25

T
1000

—

606.92

53093

/
824.89

T T
800 600 380.0

50
3600.0

T
3200

T
2800

T
2400

T
2000

T
1800

T
1600
cm-1

Page S60

T
1400

1200

FTIR spectrum of 1-((1-(4-methoxyphenyl)-1H-1,2,3-triazol-4-yl)methyl)-1H-pyrazolo[3,4-b]quinoline (10f)
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'H NMR spectrum of 1-((1-(4-nitrophenyl)-1H-1,2,3-triazol-4-yl)methyl)-1H-pyrazolo[3,4-b]quinoline (10g)
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13C NMR spectrum of 1-((1-(4-nitrophenyl)-1H-1,2,3-triazol-4-yl)methyl)-1H-pyrazolo[3,4-b]quinoline (10g)
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Single Mass Analysis

Tolerance = 5.0 PPM / DBE: min =-1.5, max = 500.0
Element prediction: Off

Number of isotope peaks used for i-FIT = 3

Monoisotopic Mass, Even Electron lons

16 formula(e) evaluated with 1 results within limits (all results (up to 1000) for each mass)
Elements Used:

C:15-20 H:10-15 N:510 O:0-5 Na:1-1

PyQuiTriPh-NO2 8 (0.236) Cm (1:61) TOF MS ES+
1.43e+004
100— 394.1020
%—
: 395.1061
1 381.1895385.3007 388.9401 393.2155 399.0974 i
" : : 386.9397 : =g 396.1149 - 404.2721.405.2506 4092595 |  411.0831
T 1 T T | 1 T 1 T | T 1 T 1 | T T 1 T I T T T 1 I 1 T T T I 1 1 T 1 | 1 T T T | T 1 1 T | T T 1 1 | T 1 1 1 | T T T 1 I 1 T T T
3825 385.0 387.5 390.0 3925 395.0 397.5 400.0 402.5 405.0 407.5 410.0
Minimum: =D
Maximurm: 5.0 .8 S0
Mass Calc. Mass mDa EPM DEE i-FIT i—-FIT {(Norm) Formula
394.1020 394.1028 -0.8 -2.0 165 355.6 0.0 Cl9 H13 N7 02 Na

HRMS spectrum of 1-((1-(4-nitrophenyl)-1H-1,2,3-triazol-4-yl)methyl)-1H-pyrazolo[3,4-b]quinoline (10g)
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13C NMR spectrum of 1-((1-benzyl-1H-1,2,3-triazol-4-yl)methyl)-1H-pyrazolo[3,4-b]quinoline (11a)
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'H NMR spectrum of 1-((1-(4-fluorobenzyl)-1H-1,2,3-triazol-4-yl)methyl)-1H-pyrazolo[3,4-b]quinoline (11b)
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Single Mass Analysis

Tolerance =5.0 PPM / DBE: min =-1.5, max =500.0
Element prediction: Off

Number of isotope peaks used for i-FIT = 3

Monoisotopic Mass, Even Electron lons

3 formula(e) evaluated with 1 results within limits (all results (up to 1000) for each mass)
Elements Used:

C:15-20 H:10-15 N:5-10 F:1-1 Na: 11

PyQuiTriBen-F 46 (1.518) Cm (1:61) TOF MS ES+
1.39e+005

100— 381.1245

%

. 382.1326
f| el | apsygy 379.1664 383.1400 387.1111 388.1071 393.2154 397.1058 3981108
T 1 T I T 1 T 1 | T 1 T T I T 1 T T I 1 1 T 1 | T T T T I T 1 T T I T 1 T 1 | 1 T T T I T 1 T 1 | T 1 T 1 | 1 T T T I T 1 T 1 | T T
370.0 3725 375.0 3775 380.0 382.5 385.0 3875 390.0 3925 395.0 397.5 400.0

Minimum: S
Masximum: 5.0 5.0 5040 ..0
Mass Calc. Mass mDa PPM DBE i-FIT i—FIT (Ncrm) Formula
381.1245 381.1240 S 1.3 18555 319.2 0 C20 H15 N¢ F Na

HRMS spectrum of 1-((1-(4-fluorobenzyl)-1H-1,2,3-triazol-4-yl)methyl)-1H-pyrazolo[3,4-b]quinoline (11b)
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FTIR spectrum of 1-((1-(4-fluorobenzyl)-1H-1,2,3-triazol-4-yl)methyl)-1H-pyrazolo[3,4-b]quinoline (11b)
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13C NMR spectrum of 1-((1-(4-chorobenzyl)-1H-1,2,3-triazol-4-yl)methyl)-1H-pyrazolo[3,4-b]quinoline (11c)
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Single Mass Analysis

Tolerance = 5.0 PPM / DBE: min =-1.5, max = 500.0
Element prediction: Off

Number of isotope peaks used for i-FIT = 3

Monoisotopic Mass, Even Electron lons

4 formula(e) evaluated with 1 results within limits (all results (up to 1000) for each mass)
Elements Used:

C:15-20 H:10-15 N:5-10 Na:1-1 CI: 0-1

PyQuiTriBen-Cl 15 (0.472) Cm (1:58) TOF M3 ES+
2.29e+004

100 397.0934

%

| 399.0951
0_ 389 2481 390.1536 393.2270 397.0145 ‘ 4030993 401.1049 404.2444 405.2542 406.2567 40822&2
IIII|IIII|IIIIIIIIIIIIII|IIII|IIII|IIIIIIIIIIIII|IIII|IIII|IIII|IIII|IIII|IIII|IIII|IIII|IIII|IIII|IIII|IIII
388.0 390.0 392.0 394.0 396.0 398.0 400.0 402.0 404.0 406.0 408.0

Minimums: =i
Mazximum: 5.0 9.4 500.0
Mass Calc. Mass mDa EPM DBE i-FIT i—-FIT (Norm) Formula
397.0934 397.0944 -1.0 -2.5 145,55 239.4 0.0 C20 HI5 N&é Na C1

HRMS spectrum of 1-((1-(4-chlorobenzyl)-1H-1,2,3-triazol-4-yl)methyl)-1H-pyrazolo[3,4-b]quinoline (11c)
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FTIR spectrum of 1-((1-(4-chlorobenzyl)-1H-1,2,3-triazol-4-yl)methyl)-1H-pyrazolo[3,4-b]quinoline (11c)
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'H NMR spectrum of 1-((1-(4-bromobenzyl)-1H-1,2,3-triazol-4-yl)methyl)-1H-pyrazolo[3,4-b]quinoline (11d)
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13C NMR spectrum of 1-((1-(4-bromobenzyl)-1H-1,2,3-triazol-4-yl)methyl)-1H-pyrazolo[3,4-b]quinoline (11d)
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Single Mass Analysis

Tolerance = 5.0 PPM / DBE: min =-1.5, max = 500.0
Element prediction: Off

Number of isotope peaks used for i-FIT = 3

Monoisotopic Mass, Even Electron lons

7 formula(e) evaluated with 1 results within limits (all results (up to 1000) for each mass)
Elements Used:

C:15-20 H:10-15 N:5-10 Na:1-1 Br: 0-1

PyQuiTriBen-Br 47 (1.551) Cm (1:61) TOF MS ES+
1.36e+004
S 441.0430 443.0405
%—
: 442.0501 444.0467 P A5 90
434.2587 435 23684372731 433 77844387899 | | . | Y d4giogay M- 450.5323 -
IIIIIIIIIIII|IIII|IIII|IIII|IIII|IIII|IIII|IIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIlIIII|IIII|IIII|IIII|II
4320 434.0 436.0 438.0 440.0 442 .0 4440 446.0 448.0 450.0 452.0
Minimum: =5
Mazximum: 5. 10 . 1) 500.0
Mass Calc. Mass mDa EPM DBE i-FI i—FIT (Norm) Formula
441 .0430 441 ,0439 -0.9 -2.0 1:5.55 2557 0.0 C20 H1S5 N& Na Br

HRMS spectrum of 1-((1-(4-bromobenzyl)-1H-1,2,3-triazol-4-yl)methyl)-1H-pyrazolo[3,4-b]quinoline (11d)
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FTIR spectrum of 1-((1-(4-bromobenzyl)-1H-1,2,3-triazol-4-yl)methyl)-1H-pyrazolo[3,4-b]quinoline (11d)
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'H NMR spectrum of 1-((1-(4-methylbenzyl)-1H-1,2,3-triazol-4-yl)methyl)-1H-pyrazolo[3,4-b]quinoline (11e)
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13C NMR spectrum of 1-((1-(4-methylbenzyl)-1H-1,2,3-triazol-4-yl)methyl)-1H-pyrazolo[3,4-b]quinoline (11e)
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Single Mass Analysis

Tolerance = 5.0 PPM / DBE: min =-1.5, max = 500.0
Element prediction: Off

Number of isotope peaks used for i-FIT = 3

Monoisotopic Mass, Even Electron lons
5 formula(e) evaluated with 1 results within limits (all results (up to 1000) for each mass)
Elements Used:

C:20-25 H:15-20 N:5-10 Na: 1-1

PyQuIiTriBen-CH3 28 (0.911) Cm (1:61) TOF MS ES+
6.840+004
— 377.1483
%]
1 378.1570
| 369.3903 370.2210 373.2674 377.0723 379.1626 502-1383 353 1395 3841392 545 559g 388.2358 55, 5567 393.1303

GIIII|IIII|IIII|IIII|IIII|IIII|IIII|IIIIIIIIIIIIIIlIIIIlIIIIIIIIIIIIIIIIIIIlIIIIIIIIIIIIIIIIIII|IIII|IIII|IIII|IIII|IIII|IIII|IIIII|IImfz
370.0 372.0 374.0 376.0 378.0 380.0 382.0 384.0 386.0 388.0 390.0 392.0 394.0

Minimum: i

Mazximum: 5.0 5.0 500 .0

Mass Calc. Mass mDa PPM DBE i-FIT i-FIT {(Norm) Formula

377.1483 ST 1491 -0.8 LDl 18555 260.9 0.0 C21 HIB N& Na

HRMS spectrum of 1-((1-(4-methylbenzyl)-1H-1,2,3-triazol-4-yl)methyl)-1H-pyrazolo[3,4-b]quinoline (11e)
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FTIR spectrum of 1-((1-(4-methylbenzyl)-1H-1,2,3-triazol-4-yl)methyl)-1H-pyrazolo[3,4-b]quinoline (11e)
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'H NMR spectrum of 1-((1-(4-nitrobenzyl)-1H-1,2,3-triazol-4-yl)methyl)-1H-pyrazolo[3,4-b]quinoline (11f)
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13C NMR spectrum of 1-((1-(4-nitrobenzyl)-1H-1,2,3-triazol-4-yl)methyl)-1H-pyrazolo[3,4-b]quinoline (11f)
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Single Mass Analysis

Tolerance =5.0 PPM / DBE: min =-1.5, max = 500.0
Element prediction: Off

Number of isotope peaks used for i-FIT = 3

Monoisotopic Mass, Even Electron lons

23 formula(e) evaluated with 1 results within limits (all results (up to 1000) for each mass)
Elements Used:

C:20-25 H:15-20 N:5-10 0O:0-5 Na: 11

PyQuiTriBen-NO2 12 (0.371) Cm (1:61) TOF MS ES+
1.20e+004
— 408.1183
%

] 409.1245 413.2682

) 4142723 424.0939
o1 3372383 3989885 403.2082 404.2808 4101261 418.1839 4232645 | _425.0976 ;
T 1 I T T T T | T T T 1 | T T T T | T T T I 1 I 1 1 1 1 | T . T T 1 I 1 1 1 T | T T T T | T T 1 1 I 1 . 1 T T | T 1 1 1 I 1 ; 1 1 1 I T T T T | T T m Z

395.0 397.5 400.0 402.5 405.0 407.5 410.0 412.5 415.0 417.5 420.0 422.5 425.0 427.5

Minimum: -1.5

Maximum: g, L5 SO0

Mass Calc. Mass mDa EPM DBE i-FIT i—-FIT (Norm) Formula

408.1183 408.1185 -0.2 05 16.5 304.3 0.0 C20 H1I5 N7 02 Na

HRMS spectrum of 1-((1-(4-nitrobenzyl)-1H-1,2,3-triazol-4-yl)methyl)-1H-pyrazolo[3,4-b]quinoline (11f)
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FTIR spectrum of 1-((1-(4-nitrobenzyl)-1H-1,2,3-triazol-4-yl)methyl)-1H-pyrazolo[3,4-b]quinoline (11f)
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