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1. X-ray crystal data (3g and 4f)

The single crystal X-ray data were collected on an Oxford Xcalibur CCD diffractometer using
graphite monochromated MoKa-radiation (A = 0.71073A) at 293(2) K. The multi-scan correction was
applied. The structure was solved by the direct method using SIR-92 and refined by fullmatrix least-
square refinement technique on F* using SHELXL 97.° The hydrogen atom were placed into the
calculated position and included in the last cycle of the refinement. All calculations were done using
Win GX software package.® The main crystallographic data and structural refinement details are
given in Table 1. Atomiccoordinates, bond lengths, bond angles, and thermal parameters for
compound 3g and 4f have been deposited at the Cambridge Crystallographic Data Centre (CCDC,
deposit

no. 1828970 and 1817412 respectively).

Figure. 1s. Hydrogen bonding in the crystal lattice of (3g).

Figure. 2s. X-ray crystallographic ORTEP diagram of compound 3g.




Table S1. Crystal data and structure refinement for 3g.

Empirical Formula Cis Ho Fs N3
Formula Weight 345.25
Temperature 293(2) K
Wavelength 0.71073A
Crystal system Triclinic
Space group P-1
a[A] 9.9699(8)
b[A] 11.2846(10)
c [A] 13.4112(11)
@ [°] 87.684(7)
B[] 88.220(7)
AT 75.359(8)
Volume [A”] 1458.3(2)
Z 4
Density (calculated) [Mg/m’] 1.573
Absorption coefficient [mm™] 0.150
F(000) 696
Crystal size [mm?] 0.28 X 0.19 x 0.12 mm3
Theta range for data collection [°] 3.152 t0 25.00
Index ranges -11Sh<11,-13<k<12,-15<1<15
Reflections collected / independent reflection 16198/ 5119
R(int) 0.0433
Completeness of Theta at 25 °C (%) 99.8
Refinement method Full-matrix least square on F?
Data/ restraints/ parameters 5119/ 0/ 433
Goodness-of-fit on F? 1.064




Final R indices [I>2sigma (1)]*°

R1=10.1064, wR2 = 0.2881

R indices (all data)

R1=0.1665, wR2 = 0.3417

Largest diff. peak and hole [A~7]

0.717 and -0.528 e. A

Extinction coefficient

n/a

R=Y([|[Fo|- |Fe|)/X [Fo; "Rw= {XIw(F—F) VY w(F, )1

Figure. 3s. X-ray crystallographic ORTEP diagram of compound 4f.




Table S2. Crystal data and structure refinement for 4f.

Empirical Formula

C28 H22 N4 Ol

Formula Weight

430.49
Temperature 293(2) K
Wavelength 0.71073A
Crystal system Monoclinic
Space group P-21/c
a[A] 7.9835(2)
b[A] 12.3524(3)
¢ [A] 22.3908(5)
a [°] 90
B[] 96.078(2)
A [°] 90
Volume [A” 2195.66(9)
Z 31
Density (calculated) [Mg/m’] 1.840
Absorption coefficient [mm™] 1.048
F(000) 1209

Crystal size [mm3]

0.12x0.14 x 0.16 mm3

Theta range for data collection [°]

3.4151029.550

Index ranges

-11£h<10,-165k<17,-30<1<30

Reflections collected / independent reflection

33036/ 5591
R(int) 0.0322
Completeness of Theta at 25 °C (%) 99.7

Refinement method

Full-matrix least square on F?

Data/ restraints/ parameters

5591/ 0/ 298

Goodness-of-fit on F*

1.274




- - - - a’b
Final R indices [I>2sigma (I)] R1 = 0.0776, WR2 = 0.3004

R indices (all data) R1 = 0.0956, WR2 = 0.3165

Largest diff. peak and hole [A~7] 0.706 and -0.295 e A=

Extinction coefficient n/a

R=Y(||Fo|- |Fe|)/X | Fo|; "Rw= {ZIw(F—F) 2V w(F.H) 1>
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1-methyl-3-phenyl-1H-pyrazolo[3,4-b]pyridine (3a)
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1-methyl-3-phenyl-1H-pyrazolo[3,4-b]pyridine (3a)

UR\5-49 33 (0.250) Cm (33:42) TOF MS ES+
1004 210.1018 4 43e7
Exs
211.1048
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1-methyl-3-(p-tolyl)-1H-pyrazolo[3,4-b]pyridine (3b)
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Me
1-methyl-3-(p-tolyl)-1H-pyrazolo[3,4-b]pyridine (3b)
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Me
1-methyl-3-(p-tolyl)-1H-pyrazolo[3,4-b]pyridine (3b)

Qualitative Compound Report

Data File URV5-64P.d Sample Name URV5-64P

Sample Type Sample Position P1-A3

Instrument Name Instrument 1 User Name

Acq Method 29.10.2014.m Acquired Time 21-04-2017 13:59:54
IRM Calibration Status . DA Method Default.m
Comment

Sample Group Info.

Acquisition SW 6200 series TOF/6500 series

Version Q-TOF B.05.01 (B5125)

Compound Table

MFG Diff
Compound Label RT Mass Formula MFG Formuia {ppm) DB Formula
Cpd 1: C14 H13 N3 11 223.1109 C14 H13 N3 C14 H13 N3 0.05 C14 H13 N3

my/z RT_ Algol

2241182 11 Find by Molecular Feature 223.1109

MFE MS Spectrum

x10 6 |Cpd 1: C14 H13 N3: +ES| MFE Spectrum (# 6-35) Frag=135.0V URV5-64P.d

*224,1182
([C14 H13 N3J+H)+

0.5 |

150 200 250 300 350 400 450 500 550 600 650 700 750 800 850 900
Counts vs. Mass-to-Charge (m/z)
MFE MS Zoomed Spectrum

x10 6 |Cpd 1: C14 H13 N3: +ESI MFE Spectrum (# 6-35) Frag=135.0V URV5-64P.d

B * 22411182
([C14 H13 N3J+H)+

25
2

1.51
1

0.5

0

195 200 205 210 215 220 225 230 235 240 245 250 255 260
Counts vs. Mass-to-Charge (m/z)

MS Spectrum Peak List Y

m/z z |Abund Formula Ion
224.1182| 1 3167287 |C14 H13 N3 (M+H)+
225.1212| 1 520245.9 |C14 H13 N3 (M+H)+

226.124| 1 38124.61|C14 H13 N3 (M+H)+
227.126| 1 3075.84|C14 H13 N3 (M+H)+

--- End Of Report ---

12




3.0

FEE _e—S096E
-+

60re

—OCLTF

A

o
=
@)

5.0

12 zsooe
- 0Z10°L
8STO'L
LIEOL
6L0T L
PEITL
0827 L
00T L
IES¥L
: LELV'L
ol M e
PRSSL
61951
FELSL
8T65L

ITEES
I86E8
S10¥ 8
T619°8
9Ty 8
90EY 8
IFEYS

6.

160 | o

-

A AvtE

3-(3-methoxyphenyl)-1-methyl-1H-pyrazolo[3,4-b]pyridine (3c)

_e

-]

]

9

13



OMe

3-(3-methoxyphenyl)-1-methyl-1H-pyrazolo[3,4-b]pyridine (3c)
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Me
3-(3-methoxyphenyl)-1-methyl-1H-pyrazolo[3,4-b]pyridine (3¢)

Qualitative Compound Report

Data File URVS-81.d Sample Name URVS-81

Sample Type Sample Position P1-C9

Instrument Name Instrument 1 User Name

Acq Method 29.10.2014.m Acquired Time 03-05-2017 13:48:50

IRM Calibration Status A Method Default.m

Comment
Sample Group Info.
Acquisition SW 6200 series TOF/6500 series
Version Q-TOF B.05.01 (B5125)
Compound Table
MFG DIiff
Compound Label RT Mass Formula MFG Formula (ppm) DB Formula
Cpd 3: C14 HI3 N3 O 10 239.1066 Cl14 HI3N3 O C14H13N3 O -2.88 C14 HI3N3 O

Compound Label  m/z _RT__ Mgorithm Mass
Cpd 3: C14 HI3N3 O 240.1138 10 Find by Molecular Feature 239.1066

MFE MS Spectrum

x10 6 [Cpd 3: C14 H13 N3 O: +ESI MFE Spectrum (# 4-39) Frag=120.0V URV5-81.d
1.4 240.1138
12 {{G14 H13 N3 Ol+H)+
14
0.8
0.6 |
0.4/ }
0.2 ;

150 200 250 300 350 400 450 500 550 600 650 700 750 800 850
Counts vs. Mass-to-Charge (m/z)

MFE MS Zoomed Spectrum
%10 6 |Cpd 3: C14 H13 N3 O: +ES| MFE Spectrum (# 4-39) Frag=120.0V URV5-81.d

1.4 240.1138
12 {IC14 H13 N3 O}+H)+
1
0.8
0.6
0.4
257.1381
0.2 ([C14 H13 N3 O}+NH4)+
210 215 220 225 230 235 240 245 250 255 260 265 270 275 280 286 290
Counts vs. Mass-to-Charge (m/z)
MS Spectrum Peak List ¥
m/z z |Abund Formula Ion
240.1138] 1 1462283.75 [C14 HI3 N3 O (M+H)+
2411167 1 226490.51 |C14 HI3 N3 O (M+H)+
242.1195( 1 20024.68 [C14 H13 N3 O (M+H)+
243.1228| 1 1880.09 |C14 H13 N3 O (M+H)+
244,1296| 1 239.53|C14 HI3 N3 O (M+H)+
2571381 1 1279.99|C14 HI3 N3 O (M+NH4)+
--- End Of Report ---
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OMe

3-(4-methoxyphenyl)-1-methyl-1H-pyrazolo[3,4-b]pyridine (3d)
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OMe

Me
3-(4-methoxyphenyl)-1-methyl-1H-pyrazolo[3,4-b]pyridine (3d)
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Me
3-(4-methoxyphenyl)-1-methyl-1H-pyrazolo[3,4-b]pyridine (3d)

Qualitative Compound Report

Data File URV5-84.d Sample Name URV5-84

Sample Type Sample Position P1-A9

Instrument Name Instrument 1 User Name

Acq Method 29.10.2014.m Acquired Time 08-05-2017 13:49:49

IRM Calibration Status

DA Method Default.m
Comment
Sample Group Info.
Acquisition SW 6200 series TOF/6500 series
Version Q-TOF B.05.01 (B5125)

Compound Table

Compound Label MFG Formula

Cpd 3: C14 H13 N3 O

DB Formula

239.1068 Cl4HI3N3 O

C14HI3N3 O

C14 HI3N3 0

Compound Label mzz
Cpd 3: C14 H13 N3 (0] 240.1141

MFE MS Spectrum

240.f1141
(C14 H13 N3 O+Hy+

150 200 250 300 350 400 450 500 550 600 650 700 750 800 850 900 950
Counts vs. Mass-to-Charge (m/z)

MFE MS Zoomed Spectrum

x10 6 |Cpd 3: c;iﬁs N3 O: ;ESI MFE S}Jectrum (# 6-36) Frag=90.0Vv URV5-84.d

240.f141
([C14 HI3NB OJ¢Hy+

210

215 220 225 230 235 240 245 250 255 260 265 270 275

Counts vs. Mass-to-Charge (m/z)
MS Spectrum Peak List

m/z z |Abund Formula Ion
240.1141( 1 1435305.88 |C14 H13 N3 O (M+H)+
241.1168| 1 228163.1|C14 H13 N3 O (M+H)+
242.1198( 1 19562.13 [C14 H13 N3 O (M+H)+
243.1213| 1 1715.49[C14 HI3 N3 O

- End Of Report ---
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Br

3-(4-bromophenyl)-1-methyl-1H-pyrazolo[3,4-b]pyridine (3e)
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Br

3-(4-bromophenyl)-1-methyl-1H-pyrazolo[3,4-b]pyridine (3e)
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Me

Br

3-(4-bromophenyl)-1-methyl-1H-pyrazolo[3,4-b]pyridine (3e)

Qualitative Compound Report

--~ End Of Report ~--
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Data File URV5-74.d Sample Name URV5-74
Sample Type Sample Position P1-F4
Instrument Name Instrument 1 User Name
Acq Method 29.10.2014.m Acquired Time 02-05-2017 14:44:00
IRM Calibration Status Default.m
Comment
Sample Group Info.
Acquisition SW 6200 series TOF/6500 series
Version Q-TOF B.05.01 (B5125)
Compound Table
MFG Di
Compound Label RT Mass Formuia MFG Formula (ppm) DB Formula
Cpd 22: C13 H10 Br N3 10 287.0055 C13 H10 Br N3 C13 H10 Br N3 1.05 C13 H10 Br N3
‘Compound Label m/z RT  Algorithm ‘Mass
Cpd 22: C13 HI0 Br N3 288.0129 10 Find by Molecular Feature 287.0055
MFE MS Spectrum
%10 5 |Cpd 22: C13 H10 Br N3: +ESI MFE Spectrum (# 7-34) Frag=135.0V URV5-74.d
288.0129
1.4 ([C13 H10 ?r N3J+H)+
1.2 |
1 |
|
0.6 i
0.4 {
0.2 l
0 i - T T i v 7 T
150 200 250 300 350 400 450 500 550 600 650 700 750 800 850
Counts vs. Mass-to-Charge (m/z)
MFE MS Zoomed Spectrum
x10 5 |Cpd 22: C13 H10 Br N3: +ES| MFE Spectrum (# 7-34) Frag=135.0V URV5-74.d
288.p139:
1.4 {[C13 H10 Br N3J+H)+
1:2
1
0.8
0.6
0.4
0.2 I g
2o 280 265 270 275 280 285 290 295 300 305 310 315 320 325
Counts vs. Mass-to-Charge (m/z) '
MS Spectrum Peak List
m/z z |Abund Formula Ion
288.0129| 1 162205.59 |C13 H10 Br N3 (M+H)+
289.0158| 1 24480.41 |C13 H10 Br N3 (M+H)+
290.01081 1 158587.51 |C13 H10 Br N3 (M+H)+
291.0136| 1 22745.08 [C13 H10 Br N3 (M+H)+
292.0171] 1 1718.36 |C13 H10 Br N3 (M+H)+




Me
3-(2,4-difluorophenyl)-1-methyl-1H-pyrazolo[3,4-b]pyridine (3f)

=
=]
-
- o o
—_ g E
=2
8.8 8.7 8.6 85 8.4 8.3 8.2 8.1 8.0 7.0 7.8 7.7 76 75 74 7. 7.2 7.1 7.0 6.9 6.8
el —Evi- LRl vl Bl — R =N | [-- Rl o ==~ i) SOy O uWE- e OO Sh D
w0 LR e e AN R Ll B == ix] O e D DO L D W e OO e
gagy BELERERE L] o qeNa oo8598559559595
[--R--N--N- -] OO ODLADRW Ll ol ll ol ol L Lol oull ol ol ol il Al el ol ol Al Al il
-+
-
L]
-
=]
(2]
uwy
-~ g
- &
=
10.0 9.0 8.0 7.0 6.0 5.0 4.0 3.0 2.0 1.0 0
NGO e 0N D GO N DU U G0 e v B O O (=] £
el e~ L — NN Rl Tl e e R e oy ol
e R (R R R Ll =B B R =R el il =R Pl i | -1 (=]
g aanRSgaggagay £ &
[--N--N--N-eR-a0--R- 0Nl orl ol ol arll ol ol anl ol ol -t —

22



3-(2,4-difluorophenyl)-1-methyl-1H-pyrazolo[3,4-b]pyridine (3f)
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Me
3-(2,4-difluorophenyl)-1-methyl-1H-pyrazolo[3,4-b]pyridine (3f)

Qualitative Compound Report

MFE MS Zoomed Spectrum

Counts vs. Mass-to-Charge (m/z)

%10 6 |Cpd 11: C13 H9.F2 N3: +ES| MFE Spectrum (# 7-35) Frag=135.0V URVS-51.d

246.p858

1 ([C13 HO H2 N3J+H)+
08
0.6
0.4
0.2
0

215

220 225

MS Spectrum Peak List

230 235 240

245

250 255 260 265 270 275
Counts vs. Mass-to-Charge (m/z)

280

Data File URV5-51.d Sample Name URV5-51
Sample Type Sample Position P1-B5
Instrument Name Instrument 1 User Name
Acq Method 29.10.2014. Acquired Time 15-03-2017 13:47:03
IRM Calibration Status DA Method Default.m
Comment
Sample Group Info.
Acquisition SW 6200 series TOF/6500 series
Version Q-TOF B.05.01 (B5125)
Compound Table
MFG DIff
Compound Label RT Mass Formula MFG Formula (ppm) DB Formula
Cpd 11: C13 H9 F2 N3 12 245.0785 C13 H9 F2 N3 C13 H9 F2 N3 -8.29 C13H9 F2 N3
Compound Label _ m/z  RT _ Agorithm  Mass
Cpd 11: C13 H9 F2 N3 246.0858 112 ‘Find by Molecular Feature 245.0785
MFE MS Spectrum
x10 6 |Cpd 11: C13 H9 F2 N3: +ESI MFE Spectrum (# 7-35) Frag=135.0V URV5-51.d
246.0858
1 (IC13 HY F’Z N3J+H)+
0.8
0.6
0.4
\
0.2 |
0 - - - T r
1560 200 250 300 350 400 450 500 550 600 650 700 750 800

m/z z |Abund |Formula Ion
246.0858| 1 1141598 [C13 H9 F2 N3 (M+H)+
247.0886| 1 165492 |C13 H9 F2 N3 (M+H)+
248.0918| 1 11599.09 [C13 H9 F2 N3 (M+H)+

249.085( 1 268.56 |C13 H9 F2 N3 (M+H)+

--- End Of Report ---
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FsC

CF3

3-(3,5-bis(trifluoromethyl)phenyl)-1-methyl-1H-pyrazolo[3,4-b]pyridine (39)
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FsC

CF3

3-(3,5-bis(trifluoromethyl)phenyl)-1-methyl-1H-pyrazolo[3,4-b]pyridine (39)
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Me
3-(3,5-bis(trifluoromethyl)phenyl)-1-methyl-1H-pyrazolo[3,4-b]pyridine (39)

Qualitative Compound Report

Data File URVS-50FL.d Sample Name URVS-50FI

Sample Type Sample Position P1-B9

Instrument Name Instrument 1 User Name

Acq Method 29.10.2014.m Acquired Time 27-04-2017 13:41:02
IRM Calibration Status DA Method Default.m
Comment

Sample Group Info.

Acquisition SW 6200 series TOF/6500 series

Version Q-TOF B.05.01 (B5125)

Compound Table

MFG Di
Compound Label RT Mass Formula MFG Formula (ppm) DB Formula

Cpd 24: C15 H9 F6 N3 10 345.0699 C15 H9 F6 N3 C15 H9 F6 N3 0.39 C15 H9 F6 N3

CompoundLabel  'm/z _ RT _ Agorithm  Mass
Cpd 24: CI5 HO F6 N3 1 346.0771 10 Find by Molecular Feature 345.0699

MFE MS Spectrum

x10 4 |Cpd 24: C15 HY F6 N3: +ESI MFE Spectrum (# 7-18) Frag=135.0V URV5-50F|.d

346.0771
(IC15 HY 6 N3J+H)+

3.5/
3
25/ ‘

: ‘
15

;
051

04 - - - - - T v
150 200 250 300 350 400 450 500 550 600 650 700 750 800
Counts vs. Mass-to-Charge (m/z)

MFE MS Zoomed Spectrum

%10 4 |Cpd 24: C15 HY F6 N3: +ESI MFE Spectrum (# 7-18) Frag=135.0V URV5-50F1.d
4 346.p771
(IC15 H8 A6 N3J+H)+
3 ;
2.5
2
1.5
1
0.5
0 i

315 320 325 330 335 340 345 350 355 360 365 370 375 380
Counts vs. Mass-to-Charge (m/z)

MS Spectrum Peak List ¥

m/z 2z |Abund Formula Ion
346.0771| 1 38484.7 |C15 H9 F6 N3 (M+H)+
347.0801) 1 6687.71 |C15 H9 F6 N3 (M+H)+
348.0873| 1 705.14|C15 H9 F6 N3 (M+H)+

--- End Of Report -
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6-chloro-1-methyl-3-phenyl-1H-pyrazolo[3,4-b]pyridine (3h)
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6-chloro-1-methyl-3-phenyl-1H-pyrazolo[3,4-b]pyridine (3h)
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Me

6-chloro-1-methyl-3-phenyl-1H-pyrazolo[3,4-b]pyridine (3h)

URVS-107 32 (0.243) Cm (28:33) TOF MS ES+
100 244 0821 3.88e6
=
246.0504
0 T T T T T 1 T T T T T T T T miz
210 215 0 225 230 235 240 245 250 255 260 265 270 275 280
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Me

6-chloro-1-methyl-3-(p-tolyl)-1H-pyrazolo[3,4-b]pyridine (3i)
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Me

6-chloro-1-methyl-3-(p-tolyl)-1H-pyrazolo[3,4-b]pyridine (3i)
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Me

6-chloro-1-methyl-3-(p-tolyl)-1H-pyrazolo[3,4-b]pyridine (3i)

URV-108 12 (0.222) Cm (12:13) TOF MS ES+
100+ 258.0798 1.16e7
=
260.0768
o T | ¥ T T T T T b miz
230 235 240 245 230 235 260 265 270 273 280 285 280 295 300
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OMe

6-chloro-3-(4-methoxyphenyl)-1-methyl-1H-pyrazolo[3,4-b]pyridine (3j)

-y

k-]

= 6IT0L
=, 4]

- BIETL
7LR:NME‘
o OESTL
-

£59T L
mlﬂahunh

7.4

7.6 7.5

7.7

@
- —FITEL
TR L

]
r

81 8.0

e _—ED6T'S
®——601IT S

]
o

~ o—00000-

cT'E

oT'E

4.0
=
Z

6.0

a0c la__emoL
- STSTHOL

- SIETL

TFETL
OEST L
£597 L

- 0.9T L
D =okITEL

-3 ool

I - £06T 8
- =soics

T

34



OMe

E
<
=1
g
=1
=]
B
— T g
—— - -
™ 5 Ca
~ -2 D —ioNFE
o= z
() ——  __9GIG Il 1o
< ¢ -2
o —2"  —THOFFII
= .
> i |M
m — - —SIITill o
Q X D —biErss
1 - -
< - 13
(s2) - 2
hi
o o
m - B
o — szl _asige
= D =<ononiL
> . TS ORIELL
Q m - —1ELTsTl T ®
1 H
T -8
g +
- -2
1 R 2=
= — " —smpsrEl
c
= ]
m T8
1 -
hund 2
1 ) -2
— _2 ——& O gL
= = D —THOFFIL
[ . D o—SIEILIL
() —  —L9TETFl -
< . -8
Q. ———  —SpETSTI
W P g—rmrsa
"o
.m T ——gBYSIEL
— - = -
] =
_3 3
£ = B4
; 3 ——f T —sezmrL
< -
T 1§ LLBE0SI
™ ¥ ATseig0s1
1 z
o o
o ——d- = zigest
= : 5
Ny 2 3
—F c—ir16681
G . »
© -E
i
i
E=1
-8
B
-]
o
-5
]
=]
B
-2
o N

35



6-chloro-3-(4-methoxyphenyl)-1-methyl-1H-pyrazolo[3,4-b]pyridine (3j)

Cl

OMe

X
| N
NZ N
Me

URW-110 12 (0.222) Cm (11:12) TOF MS E‘:+_
1004 274.0745 1.43e7
=
270.0054
7
280.0862 ap1.0732
250.0533 (
o i L s -
T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T miz
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6-chloro-3-(4-fluorophenyl)-1-methyl-1H-pyrazolo[3,4-b]pyridine (3k)
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6-chloro-3-(4-fluorophenyl)-1-methyl-1H-pyrazolo[3,4-b]pyridine (3k)
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Cl N

Me
6-chloro-3-(4-fluorophenyl)-1-methyl-1H-pyrazolo[3,4-b]pyridine (3k)

URV-111 13 (D.230) AM (Top,1, Ht,10000.0,0.00,0.00); Cm (10:16) TOF MS ES+
100+ 262.0545 2.70e7
Eg
264.0528
321134
o U s Il II Il L ! |i|| Il U } U U 1 Il U U U U U U U I U ||TI|'Z

100 ' 150 200 | 250 | 300 | 350 400 450 SO0 S50 600 6s0 . 70D . 750 | BOD . 850 . ©DD . 950 1000
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1-(4-methoxybenzyl)-3-phenyl-1H-pyrazolo[3,4-b]pyridine (31)
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OMe

1-(4-methoxybenzyl)-3-phenyl-1H-pyrazolo[3,4-b]pyridine (31)
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OMe

1-(4-methoxybenzyl)-3-phenyl-1H-pyrazolo[3,4-b]pyridine (31)

Qualitative Compound Report

Data File URV5-52.d Sample Name URV5-52
Sample Type Sample Position P1-B6
Instrument Name Instrument 1 User Name
Acq Method 29.10.2014.m Acquired Time 15-03-2017 13:48:56
IRM Calibration Status DA Method Default.m
Comment
Sample Group Info.
Acquisition SW 6200 series TOF/6500 series
Version Q-TOF B.05.01 (B5125)
Compound Table
MFG Diff
Compound Label RT Mass Formula MFG Formula (ppm) DB Formula
Cpd 5: C20 H17 N3 O 11 315.1396 C20 H17 N3 O C20 H17 N3 O -7.63 C20H17 N3 O
(CompoundLabel  m/z  RT _ Algorithm Mass
Cpd 5: C20 H17 N3 O 316.1468 111 Find by Molecular Feature 315.1396
MFE MS Spectrum
x10 6 {Cpd 5: C20 H17 N3 O: +ESI MFE Spectrum (# 5-35) Frag=135.0V URV5-52.d
3 * 3161468
(IC20 H17 N3 O+H)+
2:5
2
145 ;
1 |
|
05 |
|
0 : T — - - ,
150 200 250 300 350 400 450 500 550 600 650
Counts vs. Mass-to-Charge (m/z)
MFE MS Zoomed Spectrum
10 6 |Cpd 5: C20 H17 N3 O: +ESI MFE Spectrum (# 5-35) Frag=135.0V URV5-52.d
3 *316[1468
C20 H17 N3 Q]+H)+
ot (@ Ol
2
1:5
1
0.51
T T T T L. ™ T
286205290 205 1300 1 305 310 315 320, 325 -330: 336 340 345 350
Counts vs. Mass-to-Charge (m/z)
MS Spectrum Peak List ¥
m/z z |Abund Formula Ion
316.1468| 1 3106500 [C20 H17 N3 O (M+H)+
317,151 1 713660.16 |C20 H17 N3 O (M+H)+
318.1526| 1 78632.41 [C20 H17 N3 O (M+H)+
319.1585] 1 7594.01 [C20 H17 N3 O (M+H)+
320.1535] 1 478.53|C20 H17 N3 O (M+H)+
--- End Of Repart -~
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OMe

1-(4-methoxybenzyl)-3-(p-tolyl)-1H-pyrazolo[3,4-b]pyridine (3m)
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OMe

1-(4-methoxybenzyl)-3-(p-tolyl)-1H-pyrazolo[3,4-b]pyridine (3m)
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OMe
1-(4-methoxybenzyl)-3-(p-tolyl)-1H-pyrazolo[3,4-b]pyridine (3m)

Qualitative Compound Report

MFE MS Spectrum

x10 6 |Cpd 1: C21 H19 N3 O: +ESI MFE Spectrum (# 6-31) Frag=90.0V URV5-67.d
330.
1.4 (IC21 H19 N3 O]+H)+
152
1
0.8
0.6 |
0.4 |
0.2 681.2949
: (2[C21 H19 N3 O]+Na)+
0 - . —
250 300 350 400 450 500 550 600 650 700 750

MFE MS Zoomed Spectrum

Counts vs. Mass-to-Charge (m/z)

x10 6 |Cpd 1: C21 HA1

1.4
1.2

1
0.8
0.6
0.4
0.2

é N3 O: +ESI MFE Spectrum (# 6-31) Frag=90.0V URV5-67.d

681.29
(2[C21 H19 N3 OJ+Na)+
L N

320 340 3

60 380 400 420 440 4é0 480 500 SéO 540 560 580 600 620 640 660 680 700 720
Counts vs. Mass-to-Charge (m/z)

MS Spectrum Peak List v

Data File URV5-67.d Sampie Name URV5-67
Sample Type Sample Position P1-A8
Instrument Name Instrument 1 User Name
Acq Method 2 2014, Acquired Time 24-04-2017 13:10:01
IRM Calibration Status DA Method Default.m
Comment
Sample Group Info.
Acquisition SW 6200 series TOF/6500 series
Version Q-TOF B.05.01 (B5125)
Compound Table
~ MFG Diff
Compound Label RT Mass Formula MFG Formula (ppm) DB Formula
Cpd 1: C21 HI9 N3 O 11 329.1528 C21 HI9N3 O C21 HI9 N3 O 0.04 C21 HI9N3 O

Compound Label  m/z _ RT _ Agorithm  Mass
Cpd 1: C21 HI9 N3 O 1330.1607 11 Find by Molecular Feature 329.1528

m/z z |Abund Formula Ion
330.1607 1 1605653 [C21 H19 N3 O (M+H)+
331.1636( 1 378299.55 |C21 HI9 N3 O (M+H)+
332.1664| 1 45619.94 [C21 HI9 N3 O (M+H)+
352.1424| 1 14614.36 [C21 HI9 N3 O (M+Na)+

368.116| 1 93162.54 |C21 H19 N3 O (M+K)+
360.1193| 1 22353.53 [C21 HI9 N3 O (M+K)+
681.2949( 1 48981.82 |C21 H19 N3 O (2M+Na)+
682.2982( 1 24242.31 [C21 HI9 N3 O (2M+Na)+
697.2691| 1 24685.19 [C21 HI9 N3 O (2M+K)+
698.2711 1 11940.49 |C21 H19 N3 O (2M+K)+
--- End Of Report -
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OMe

OMe
1-(4-methoxybenzyl)-3-(4-methoxyphenyl)-1H-pyrazolo[3,4-b]pyridine (3n)
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OMe

1-(4-methoxybenzyl)-3-(4-methoxyphenyl)-1H-pyrazolo[3,4-b]pyridine (3n)

Qualitative Compound Report

Data File URV5-68.d Sample Name URVS-68
Sample Type Sample Position P1-A2
Instrument Name Instrument 1 User Name
Acq Method 29.10.2014.m Acquired Time 21-04-2017 13:58:02
IRM Calibration Status DA Method Default.m
Comment
Sample Group Info.
Acquisition SW 6200 series TOF/6500 series
Version Q-TOF B.05.01 (B5125)
Compound Table
MFG Diff
Compound Label RT Mass Formula MFG Formula {(ppm) DB Formula
Cpd 2: C21 H19 N3 02 10 345.1482 C21 H19 N3 02 €21 H19 N3 02 -1.32 C21 H19 N3 02
m/z _RT__ Algorithm _ Mass
2 346.1555 10 ‘Find by Molecular Feature 345.1482

MFE MS Spectrum

410 6 |Cpd 2: C21 H19 N3 02: +ESI MFE Spectrum (# 6-32) Frag=135.0V URV5-68.d
12 346.1555

([C21 H19 N3 O2)+H)+

4

0.8

0.6 |

0.4

0.2

Counts vs. Mass-to-Charge (m/z)

MFE MS Zoomed Spectrum

150 200 250 300 350 400 450 500 550 600 650 700 750 800 850 900

x10 6 |Cpd 2: C21 H19 N3 O2: +ESI MFE Spectrum (# 6-32) Frag=135.0V URV5-68.d

12 346.J1555
(IC21 H19 N3 O2]+H)+ g

1
0.8
0.6
0.4

384.1122

0.2 ([C21 H19 N3 O2}+K)+

Counts vs. Mass-to-Charge (m/z)

MS Spectrum Peak List

L
315 320 325 330 335 340 345 350 355 360 365 370 375 380 385 390 395 400 405 410 415

m/z z |Abund Formula Ion
346.1555( 1 1289776.63 |C21 H19 N3 02 (M+H)+
347.1584| 1 309043.58 [C21 H19 N3 02 (M+H)+
348.1613[ 1 39045.37 [C21 H19 N3 02 (M+H)+
349.1696 [ 1 4343.15 |C21 H19 N3 02 (M+H)+
350.1849( 1 618.34|C21 H19 N3 02 (M+H)+
384.1122| 1 9947.79 |C21 H19 N3 02 (M+K)+

385.118| 1 2495.26 |C21 H19 N3 02 (M+K)+
386.1115( 1 1173.98|C21 H19 N3 02 (M+K)+

--- End Of Report ---
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OMe

3-(4-bromophenyl)-1-(4-methoxybenzyl)-1H-pyrazolo[3,4-b]pyridine (30)
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OMe

3-(4-bromophenyl)-1-(4-methoxybenzyl)-1H-pyrazolo[3,4-b]pyridine (30)
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OMe

3-(4-bromophenyl)-1-(4-methoxybenzyl)-1H-pyrazolo[3,4-b]pyridine (30)

Qualitative Compound Report

Data File URV5-78.d Sample Name URV5-78
Sample Type Sample Position P1-B8
Instrument Name Instrument 1 User Name
Acq Method 29, Acquired Time 04-05-2017 13:39:23
IRM Calibration Status DA Method Default.m
Comment
Sample Group Info.
Acquisition SW 6200 series TOF/6500 series
Version Q-TOF B.05.01 (B5125)
Comp d Table
MFG Diff
C Label RT Mass Formula MFG Formula (ppm) DB Formula
Cpd 25: C20 H16 Br N3 O 11 393.0473 C20 H16 Br N3 O C20 H16 BrN3 O 0.9 C20 H16 Br N3 O

‘Compound Label m/z RT

RT gorithm Mass
Cpd 25: C20 H16 Br N3 O 394.0546 i11

nd 'tiy Molecular Feature 393.0473

MFE MS Spectrum

x10 5 |Cpd 25: C20 H16 Br N3 O: +ES| MFE Spectrum (# 7-34) Frag=120.0V URV5-78.d

394.P546
1.75 ([C20 H16 ‘i'NZ- O#H)+
1.5

|
0.5 |

0.25 |

150 200 250 300 350 400 450 500 550 600 650 700 750 800 850 900 950
Counts vs. Mass-to-Charge (m/z)

MFE MS Zoomed Spectrum

x10 5 |Cpd 25: C20 H16 Br N3 O: +ES| MFE Spectrum (# 7-34) Frag=120.0V URV5-78.d

394.p546  «
1.75 (IC20 H16 B N3 OJ+H)+
15

1.25
1
0.75
0.5

0.25 | !
0 1

365 370 375 380 385 390 395 400 40
Counts vs. Mass-to-Charge (m/z)

410 415 420 425 430

MS Spectrum Peak List

m/z z |Abund Formula Ion
394.0546| 1 195572.84 |C20 H16 Br N3 O (M+H)+
395.0576| 1 42915.55 |C20 H16 Br N3 O (M+H)+
396.0528( 1 193829.16 [C20 H16 Br N3 O (M+H)+
397.0555] 1 41997.89 |C20 H16 Br N3 O (M+H)+
398.0588| 1 5082.82 {C20 H16 Br N3 O (M+H)+
399.0584| 1 141.5[C20 H16 Br N3 O (M+H)+

--- End Of Report ---
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PMB
4-(1-(4-methoxybenzyl)-1H-pyrazolo[3,4-b]pyridin-3-yl)benzonitrile (3p)
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4-(1-(4-methoxybenzyl)-1H-pyrazolo[3,4-b]pyridin-3-yl)benzonitrile (3p)
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PMB
4-(1-(4-methoxybenzyl)-1H-pyrazolo[3,4-b]pyridin-3-yl)benzonitrile (3p)

URWS5-125 34 (0.257) Cm (31:38) TOF MS ES+
100+ 341.1391 4 2%e5
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M42.1418
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OMe

3-(2,4-difluorophenyl)-1-(4-methoxybenzyl)-1H-pyrazolo[3,4-b]pyridine (3q)
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OMe

3-(2,4-difluorophenyl)-1-(4-methoxybenzyl)-1H-pyrazolo[3,4-b]pyridine (3q)
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OMe

3-(2,4-difluorophenyl)-1-(4-methoxybenzyl)-1H-pyrazolo[3,4-b]pyridine (3q)

Qualitative Compound Report

Data File URV-57.d Sample Name URV-57
Sample Type Sample Position P1-A3
Instrument Name Instrument 1 User Name
Acq Method 29.10.2014 Acquired Time 28-03-2017 12:25:33
IRM Calibration Status DA Method Default.m
Comment
Sample Group Info.
Acquisition SW 6200 series TOF/6500 series
Version Q-TOF B.05.01 (B5125)
Compound Table
MFG Diff
Compound Label RT Mass Formula MFG Formula (ppm) DB Formula
Cpd 1: C20HISF2N3 O 11 351.1187 C20HISF2N3 0 C20HISF2N3 0 -1.01 C20HISF2N3 0
Compound Label ~ m/z " RT EfAlg”orithm‘ S ‘Mass
Cpd 1: C20 H15 F2 N3 O 352.1265 11 ‘Find by Molecular Feature 351.1187

MFE MS Spectrum
x10 6 |Cpd 1: C20 H15 F2 N3 O: +ESI MFE Spectrum (# 7-38) Frag=80.0V URV-57.d
2

|
1.75 }
1.5 |
1.25
3
0.75
05 '

0.25 | 725.2258
| (2[C20 H15 F2 N3 Q]+Na)+

350 400 450 500 550 600 650 700 750 800 850 900 950 1000 1050
Counts vs. Mass-to-Charge (m/z)

MFE MS Zoomed Spectrum
%10 6 |Cpd 1: C20 H15 F2 N3 O: +ES| MFE Spectrum (# 7-38) Ftag=80.0V URV-57.d

»

1.75
15
1.25-
4
0.75
05
0.25

L
340 360 380 400 420 440 460 480 500 520 540 560 580 600 620 640 660 680 700 720 740
Counts vs. Mass-to-Charge (m/z)

MS Spectrum Peak List

m/z z |Abund Formula Ton
352.1265| 1 2070263.5 |C20 H15 F2 N3 O (M+H)+
353.1295( 1 468027.3 |C20 H15 F2 N3 O (M+H)+
354.1322| 1 52484.76 |C20 H15 F2 N3 O (M+H)+
355.1353| 1 4457.63 [C20 H15 F2 N3 O (M+H)+

374.108| 1 26806.63 |C20 H15 F2 N3 O (M+Na)+
375.1109| 1 6365.49 [C20 H15 F2 N3 O (M+Na)+
390.0823| 1 65581.3 [C20 H15 F2 N3 O (M+K)+
391.0856 | 1 15535.42 |C20 H15 F2 N3 O (M+K)+
392.0841| 1 5974.42 [C20 H15 F2 N3 O (M+K)+
725.2258| 1 2441.97 |C20 H15 F2 N3 O (2M+Na)+

--- End Of Report ---
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OMe

3-(3,5-bis(trifluoromethyl)phenyl)-1-(4-methoxybenzyl)-1H-pyrazolo[3,4-b]pyridine (3r)
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OMe

3-(3,5-bis(trifluoromethyl)phenyl)-1-(4-methoxybenzyl)-1H-pyrazolo[3,4-b]pyridine (3r)
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OMe

3-(3,5-bis(trifluoromethyl)phenyl)-1-(4-methoxybenzyl)-1H-pyrazolo[3,4-b]pyridine (3r)

Qualitative Compound Report

Data File URV5-53FL.d Sample Name URV5-53F1
Sample Type Sample Position P1-B2
Instrument Name Instrument 1 User Name
Acq Method 29.10.2014.m Acquired Time 24-04-2017 13:07:06
IRM Calibration Status DA Method Default.m
Comment
Sample Group Info.
Acquisition SW 6200 series TOF/6500 series
Version Q-TOF B.05.01 (B5125)
Compound Table
MFG Diff
Compound Label RT Mass Formula MFG Formula (ppm) DB Formula
Cpd 20: C22 H15 F6 N3 O 12 451.1122 C22 HI5 F6 N3 O C22HI5F6 N3 O -0.56 C22 HISF6 N3 O

Compound Label  m/z : RT ,Al'gorithm' 7 2 ;Mass
Cpd 20: C22 H15 F6 N3 O 452.1191 12 ‘Find by Molecular Feature 451.1122

MFE MS Spectrum

x10 4 |Cpd 20: C22 H15 F6 N3 O: +ESI MFE Spectrum (# 7-41) Frag=80.0V URV5-53F1.d
4524191
25 ([C22 H15 FF N3 O+H)+

250 300 350 400 450 500 550 600 650 700 750
Counts vs. Mass-to-Charge (m/z)

MFE MS Zoomed Spectrum
x10 4 |Cpd 20: C22 H15 F6 N3 O: +ESI MFE Spectrum (# 7-41) Frag=90.0V URV5-53F1.d

452191 v |

25 ([C22 H15 Fp N3 O)+Hi)+
2
1.5
.
05
0

i
420 425 430 435 440 445 450 455 460 465 470 475 480 485
Counts vs. Mass-to-Charge (m/z)

MS Spectrum Peak List

m/z z |Abund Formula Ion
452.1191| 1 29204.81 |C22 H15 F6 N3 O (M+H)+
453.1236| 1 7108.65 |C22 H15 F6 N3 O (M+H)+
454.1289| 1 1073.09 |C22 H15 F6 N3 O (M+H)+

-~ End Of Report -
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6-chloro-1-(4-methoxybenzyl)-3-phenyl-1H-pyrazolo[3,4-b]pyridine (3s)
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6-chloro-1-(4-methoxybenzyl)-3-phenyl-1H-pyrazolo[3,4-b]pyridine (3s)

5.0 1340 133[] 13"0 131.0 13[]0 129.0 1280 1""0 126.

=N Lol I el ] =
= LI =R R 1] -
= [~ -] -+
£ % WoEein S
4y S B0 -
™o o o ~
— - p— ) -

190.0 180.0 170.0 160.0 150.0 140.0 130.0 120.0 110 0 100.0 90.0 80.0 70.0 60.0 50.0 40.0 30.0 20.0 10.0 0
UAY CL cuwﬁﬁc\mﬂ u:/:rv\w CLL
-] — - — NS - 0D - o -+ Ly |
@ - - - NS G0 SN U e W e O - -] Lx)
- w oy o ERmNRICE QR ey ] - M
= =29 L] A I h @D OO - [l el = wy =
uwy oy - LR R e ) [ o o wy wi
& &R ¢ HERRBRRLNS

62



ci” >N N

6-chloro-1-(4-methoxybenzyl)-3-phenyl-1H-pyrazolo[3,4-b]pyridine (3s)
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NO,

6-chloro-1-(4-methoxybenzyl)-3-(3-nitrophenyl)-1H-pyrazolo[3,4-b]pyridine (3t)
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NO,

6-chloro-1-(4-methoxybenzyl)-3-(3-nitrophenyl)-1H-pyrazolo[3,4-b]pyridine (3t)
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6-chloro-3-(2,4-difluorophenyl)-1-(4-methoxybenzyl)-1H-pyrazolo[3,4-b]pyridine (3u)
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6-chloro-3-(2,4-difluorophenyl)-1-(4-methoxybenzyl)-1H-pyrazolo[3,4-b]pyridine (3u)
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6-chloro-1-(4-methoxybenzyl)-3-(p-tolyl)-1H-pyrazolo[3,4-b]pyridine (3v)
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6-chloro-1-(4-methoxybenzyl)-3-(p-tolyl)-1H-pyrazolo[3,4-b]pyridine (3v)
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6-chloro-1-(4-methoxybenzyl)-3-(p-tolyl)-1H-pyrazolo[3,4-b]pyridine (3v)
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3-phenyl-1-(tetrahydro-2H-pyran-2-yl)-1H-pyrazolo[3,4-b]pyridine (3w)
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3-phenyl-1-(tetrahydro-2H-pyran-2-yl)-1H-pyrazolo[3,4-b]pyridine (3w)
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3-phenyl-1-(tetrahydro-2H-pyran-2-yl)-1H-pyrazolo[3,4-b]pyridine (3w)

Qualitative Compound Report

Data File URVS-61F.d Sample Name URV5-61F
Sample Type Sample Position P1-F5
Instrument Name Instrument 1 User Name
Acq Method 2 014.m Acquired Time 02-05-2017 14:42:08
IRM Calibration Status Default.m
Comment
Sample Group Info.
Acquisition SW 6200 series TOF/6500 series
Version Q-TOF B.05.01 (B5125)
Compound Table
MFG Diff
C d Label RT Mass Formula MFG Formula (ppm}) DB Formula
Cpd 2: C17 H17 N3 O 11 279.1369 C17 H17 N3 O C17 H1I7N3 O 0.9 C17 H17 N3 O

Compound Label  m/z _RT  Agorithm __ Mass.
Cpd 2: C17 H17 N3 O 280.1442 11 Find by Molecular Feature 279.1369

MFE MS Spectrum
%10 6 |Cpd 2: C17 H17 N3 O: +ESI MFE Spectrum (# 3-35) Frag=135.0V URV5-61F.d
6 * 280.1442
(IC17 H17 N3 Of+H)+
5
4
3
) 1
\
1 %
0 158

150 200 250

MFE MS Zoomed Spectrum

300

350 400 450 500 550 600 700
Counts vs. Mass-to-Charge (m/z)

650 750 800

x10 8

N W A OO

Cpd 2: C17 H17 N3 O: +ESI MFE Spectrum (# 3-35) Frag=135.0V URV5-61F.d

([C17 H17

" 280{1442

3 O+H)+

302.1261
(IC17 H17 N3 Of+Na)+

250 255 260 265 270 275 280 285 290 295 300 305 310 315 320 325 330 335 340 345 350

MS Spectrum Peak List

Counts vs. Mass-to-Charge (m/z)

m/z z |Abund Formula Ion
280.1442( 1 6344692.5 [C17 H17 N3 O (M+H)+
281.1476| 1 1251173.85 |C17 H17 N3 O (M+H)+
282.1502( 1 126032.01 [C17 H17 N3 O (M+H)+
283.1536| 1 8815.85|C17 H17 N3 O (M+H)+
302.1261( 1 269895.91 [C17 H17 N3 O (M+Na)+
303.1293| 1 52023.5[C17 H17 N3 O (M+Na)+
304.1318| 1 5678.95 [C17 H17 N3 O (M+Na)+
318.1001| 1 37866.95 |C17 H17 N3 O (M+K)+
319.1042( 1 7731.97 |C17 H17 N3 O (M+K)+
320.1009| 1 3597.92|C17 H17 N3 O (M+K)+ v,

--- End Of Report ---
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Me

1-(tetrahydro-2H-pyran-2-yl)-3-(p-tolyl)-1H-pyrazolo[3,4-b]pyridine (3x)
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Me

1-(tetrahydro-2H-pyran-2-yl)-3-(p-tolyl)-1H-pyrazolo[3,4-b]pyridine (3x)
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Me

1-(tetrahydro-2H-pyran-2-yl)-3-(p-tolyl)-1H-pyrazolo[3,4-b]pyridine (3x)

Qualitative Compound Report

Data File URVS5-80F.d Sample Name URV5-80F

Sample Type Sample Position P1-C4

Instrument Name Instrument 1 User Name

Acq Method 29.10.2014.m Acquired Time 03-05-2017 13:52:42
IRM Calibration Status DA Method Default.m
Comment

Sample Group Info.

Acquisition SW 6200 series TOF/6500 series

Version Q-TOF B.05.01 (B5125)

Compound Table

MFG Diff
Compound Label RT Mass Formula MFG Formula {ppm) DB Formula
Cpd 2: C18 HI9 N3 O 11 293.1533 C18 HI9 N3 O C18HI9N3 O -1.61 C18 HI9 N3 O
Compound Label  m/z __ RT _ Agorithm _ _ Mass
Cpd 2: C18 H19 N3 O 294.1605 11 Find by Molecular Feature 293.1533

MFE MS Spectrum
x10 6 [Cpd 2: C18 H19 N3 O: +ESI MFE Spectrum (# 4-39) Frag=120.0V URV5-80F.d
* 284/1605
4 (IC18 H19 N3 OJ+H)+
3]
2
1 i
|
Lol :
150 200 250 300 350 400 450 500 550 600 650 700 750 800 850 900 950
Counts vs. Mass-to-Charge (m/z)
MFE MS Zoomed Spectrum
%10 6 [Cpd 2: C18 H19 N3 O: +ESI MFE Spectrum (# 4-39) Frag=120.0V URV5-80F.d
* 29411605
4 (IC18 H19 N3 O+H)+
3
2
316.1425
1 ([C18 H19 N3 O]+Na)+
0 2 { :

265 270 275 280 285 290 295 300 305 310 315 320 325 330 335 340 345 350
Counts vs. Mass-to-Charge (m/z)

MS Spectrum Peak List

m/z z |Abund Formula Ton
294.1605( 1 4459341 |C18 H19 N3 O (M+H)+
295.1638| 1 928137.47 |C18 HI9 N3 O (M+H)+
296.1665| 1 95351.72 |C18 HI9 N3 O (M+H)+
297.1691| 1 7475.5 |C18 H19 N3 O (M+H)+
298.1651| 1 613.77 |C18 H19 N3 O (M+H)+
316.1425| 1 437508.53 |C18 H19 N3 O (M+Na)+
317.1454| 1 89284.05 |C18 HI9 N3 O (M+Na)+
318.1481| 1 9720.9 (C18 H19 N3 O (M+Na)+
319.1619( 1 2338.55 [C18 H19 N3 O (M+Na)+
320.1748| 1 184.26 |C18 HIO N3 O (M+Na)+

--- End Of Report -
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3-(3-methoxyphenyl)-1-(tetrahydro-2H-pyran-2-yl)-1H-pyrazolo[3,4-b]pyridine (3y)
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3-(3-methoxyphenyl)-1-(tetrahydro-2H-pyran-2-yl)-1H-pyrazolo[3,4-b]pyridine (3y)
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3-(3-methoxyphenyl)-1-(tetrahydro-2H-pyran-2-yl)-1H-pyrazolo[3,4-b]pyridine (3y)

OMe

URWS5-92 32 (0.243) Cm (31:37)

1004

I

310.1538

Al

3111571

TOF MS ES+
4.12e5

L
t f t T t T T T T T T T
259 300 301 302 303 304 305 306 307 308 309 310

L L "
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O

3-(4-bromophenyl)-1-(tetrahydro-2H-pyran-2-yl)-1H-pyrazolo[3,4-b]pyridine (3z)
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Br

3-(4-bromophenyl)-1-(tetrahydro-2H-pyran-2-yl)-1H-pyrazolo[3,4-b]pyridine (3z)
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O

3-(4-bromophenyl)-1-(tetrahydro-2H-pyran-2-yl)-1H-pyrazolo[3,4-b]pyridine (3z)

Qualitative Compound Report

Cpd 3: C17 HI6 Br N3 O 358.0547 10

MFE MS Spectrum

x10 6 |Cpd 3: C17 H16 Br N3 O: +ESI MFE Spectrum (# 6-38) Frag=120.0V URV5-79.d

1.2 358.0847

. (IC17 H16 By N3 OJ+Hy+
0.8
0.6
0.4

0.2 |

|

04

150 200 250 300 350 400 450 500 550 600 650 700 750 800 850 900 950

Counts vs. Mass-to-Charge (m/z)

MFE MS Zoomed Spectrum

%10 6 |Cpd 3: C17 H16 Br N3 O: +ESI MFE Spectrum (# 6-38) Frag=120.0V URV5-79.d
12 58.0447 .
: (IC17 H16 B N3 Op+H)+

0.8

0.6

0.4

380.0361
0.2 E I (IC17 H16 Br N3 O]+Na)+
330 335 340 345 350 355 360 365 370 375 380 385 390 395 400 405 410 415 420 425 430

Counts vs. Mass-to-Charge (m/z)

MS Spectrum Peak List

Data File URV5-79.d Sample Name URV5-79
Sample Type Sample Position P1-C5
Instrument Name Instrument 1 User Name
Acq Method 29.10.2014. Acquired Time 04-05-2017 13:36:30
IRM Calibration Status Default.m
Comment
Sample Group Info.
Acquisition SW 6200 series TOF/6500 series
Version Q-TOF B.05.01 (B5125)
Compound Table
MFG Diff
Compound Label RT Mass Formula MFG Formula (ppm) DB Formula
Cpd 3: C17 H16 Br N3 O 10 357.0474 Ci7H16 BrN3 O C17 H16 Br N3 O 0.71 C17H16 BrN3 O
‘Compound Label m/z : RT Algorithm Mass
Find by Molecular Feature 357.0474

m/z z |Abund Formula Ion
358.0547| 1 1249394.75 [C17 H16 Br N3 O (M+H)+
359.0575| 1 237703.25 |C17 H16 Br N3 O (M+H)+
360.0529| 1 1249030.34 |C17 H16 Br N3 O (M+H)+
361.0555| 1 238231.74 |C17 H16 Br N3 O (M+H)+
362.0582| 1 24301.57 [C17 H16 Br N3 O (M+H)+
380.0361| 1 16483.84 [C17 H16 Br N3 O (M+Na)+
381.0385| 1 3412.34|C17 H16 Br N3 O (M-+Na)+
382.0344| 1 15942.2 |C17 H16 Br N3 O (M+Na)+
396.0096| 1 5955.04 [C17 H16 Br N3 O (M+K)+

398.009| 1 6378.76 |C17 H16 Br N3 O (M+K)+

--- End Of Report ~--
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(3aa)

-fluorophenyl)-1-(tetrahydro-2H-pyran-2-yl)-1H-pyrazolo[3,4-b]pyridine
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3-(4-fluorophenyl)-1-(tetrahydro-2H-pyran-2-yl)-1H-pyrazolo[3,4-b]pyridine (3aa)
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3-(4-fluorophenyl)-1-(tetrahydro-2H-pyran-2-yl)-1H-pyrazolo[3,4-b]pyridine (3aa)

Qualitative Compound Report

Data File URV5-98.d Sample Name URV5-98
Sample Type Sample Position P1-F6 -
Instrument Name Instrument 1 User Name M e /
Acq Method 29.10.2014.m Acquired Time 18-05-2017 13:44:38 - ~
IRM Calibration Status BiESs T paMethod Default.m
Comment r:\, T -~ } |
Sample Group Info. | ( //‘ N §
Acquisition SW 6200 series TOF/6500 series —’N
Version Q-TOF B.05.01 (B5125) I’J‘ 'G’

b -
Comp d Table

"MFG DIff
Compound Label RT Mass Formula MFG Formula (ppm) DB Formula
Cpd 2: C17 HI6 FN3 O 10 297.1276 C17 HI6 FN3 O CI7H1I6 FN3 O 0.5 C17 HI6 FN3 O

Compound Label m/z RT Algorithm Mass
Cpd 2: C17 HI6 FN3 O 298.1349 10 Find by Molecular Feature 297.1276

MFE MS Spectrum

10 6|Cpd 2: C17 H16 F N3 O: +ESI MFE Spectrum (# 1-33) Frag=135.0V URV5-98.d

* 2081349

25
2
1.5
1

0.5
|

3 ({C17 H16 F N3 OJ+H)+

617.2460
(2[C17 H16 F N3 OJ+Naj+

0

MFE MS Zoomed Spectrum

150 200 250 300 350 400 450 500 550 600 650 700 750 800 850 900

Counts vs. Mass-to-Charge (m/z)

+10 6|Cpd 2: C17 H16 F N3 O: +ESI MFE Spectrum (# 1-33) Frag=135.0V URV5-98.

3
25
2
1.5
1
0.5

v

280 300 320 340

MS Spectrum Peak List

ounts vs. Mass-to-Charge (m/z)

360 380 480 420 440 460 480 500 520 540 560 580 600 620 640

m/z z |Abund Formula Ion

298.1349| 1 3336459 |C17 HI6 F N3 O (M+H)+
299.138| 1 641066.42 |C17 H16 F N3 O (M+H)+

300.1406| 1 65379.57 |C17 H16 F N3 O (M+H)+
301.1433| 1 8028.83|C17 H1I6 F N3 O (M+H)+
320.1163] 1 26685.55 |C17 H16 F N3 O (M+Na)+
321.1197| 1 5501.2|C17 H16 F N3 O (M+Na)+
322.1272| 1 756.22|C17 H16 FN3 O (M+Na)+
336.0911] 1 5170.53 |C17 H16 F N3 O (M+K)+
337.0946| 1 1157.52 |C17 H16 F N3 O (M+K)+
338.0007| 1 579.47|C17 H16 FN3 O (M+K)+

- End Of Report -
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3-(2,4-difluorophenyl)-1-(tetrahydro-2H-pyran-2-yl)-1H-pyrazolo[3,4-b]pyridine (3ab)
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3-(2,4-difluorophenyl)-1-(tetrahydro-2H-pyran-2-yl)-1H-pyrazolo[3,4-b]pyridine (3ab)
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3-(2,4-difluorophenyl)-1-(tetrahydro-2H-pyran-2-yl)-1H-pyrazolo[3,4-b]pyridine (3ab)

Qualitative Compound Report

Data File URV5-91.d Sample Name URV5-91 r
Sample Type Sample Position P1-D8 ' "
Instrument Name Instrument 1 User Name }/ 4
Acq Method 29.10.2014.m Acquired Time  16-05-2017 13:29:11 '\’ ’ h—f
IRM Calibration Status St pa Method Default.m Ny
Comment /‘\ =) ]
[ f )
Sample Group Info. ’\U/ ~N
Acquisition SW 6200 series TOF/6500 series
Version Q-TOF B.05.01 (B5125) /L Y
L/
Compound Table
MFG Diff
C Label RT Mass Formula MFG Formula (ppm) DB Formula
Cpd 2: C17 HISF2N3 O 10 315.1186 C17 HI5F2N30 CI7HISF2N30 -0.98 C17HISF2N3 0
Compound Label m/z RT Algorithm Mass
Cpd 2: C17HISF2 N3 O 316.1259 10 Find by Molecular Feature 315.1186

MFE MS Spectrum
x10 6
* 316/1259
4 ([C17 H15 F2 N3 Oj+H)+
3
2

|

Cpd 2: C17 H15 F2 N3 O: +ES| MFE Spectrum (# 6-40) Frag=135.0V URV5-91.d

MFE MS Zoomed Spectrum

x10 6
“a1

ES

(%)

~

L

150 200 250 300 350 40((:) 450 500 550 600 650 700 750 800 850 900 950

[Cpd 2: C17 H15 F2 N3 O: +£SI MFE Spectrum (# 6-40) Frag=135.0v URV5-91.d
1259
(IC17 H15 F N3 OJ+H)+

ounts vs. Mass-to-Charge (m/z)

v

3381075
((C17 H15 F2 N3 OJ+Na)+

L

285 290 295 300 305 310 315 320 325 330 335 340 345 350 355 360 365 370 375 380 385

Counts vs. Mass-to-Charge (m/z)

MS Spectrum Peak List

m/z z |Abund |Formula Ton
316.1259| 1 4863810.5 |C17 H15 F2 N3 O (M+H)+
317.1292] 1 953143.87 [C17 HIS F2 N3 O (M+H)+
318.1316| 1 98928.36 |C17 H15 F2 N3 O (M+H)+
319.1351] 1 6556.25 |C17 H15 F2N3 O (M+H)+
320.1357| 1 650.77 [C17 H15 F2 N3 O (M+H)+
338.1075( 1 95669.2 |C17 H15 F2 N3 O (M+Na)+
339.1105] 1 18298.4 |C17 H15 F2N3 O (M+Na)+
354.0817| 1 19328.12 [C17 HIS F2 N3 O (M+K)+
355.0825] 1 4451.46 |C17 HIS F2N3 O (M+K)+
356.0837| 1 2037.3|C17 HISF2N3 O (M+K)+

- End Of Report —
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FsC
CF3

3-(3,5-bis(trifluoromethyl)phenyl)-1-(tetrahydro-2H-pyran-2-yl)-1H-pyrazolo[3,4-b]pyridine (3ac)
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FsC

CF3

3-(3,5-bis(trifluoromethyl)phenyl)-1-(tetrahydro-2H-pyran-2-yl)-1H-pyrazolo[3,4-b]pyridine (3ac)
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3-(3,5-bis(trifluoromethyl)phenyl)-1-(tetrahydro-2H-pyran-2-yl)-1H-pyrazolo[3,4-b]pyridine (3ac)

URVS-90 35 (0.264) Cm (34:37)

1004

413.2663

416.1183

4171211

TOF MS ES+

7.21e4
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1-(4-methoxybenzyl)-3-(thiophen-3-yl)-1H-pyrazolo[3,4-b]pyridine(3ad)
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PMB
1-(4-methoxybenzyl)-3-(thiophen-3-yl)-1H-pyrazolo[3,4-b]pyridine(3ad)
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1-(4-methoxybenzyl)-3-(thiophen-3-yl)-1H-pyrazolo[3,4-b]pyridine(3ad)

URVS-127 41 (0.307) Cm (41:45)

TOF MS ES+
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6-chloro-1-(4-methoxybenzyl)-3-(thiophen-3-yl)-1H-pyrazolo[3,4-b]pyridine (3ae)
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6-chloro-1-(4-methoxybenzyl)-3-(thiophen-3-yl)-1H-pyrazolo[3,4-b]pyridine (3ae)
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PMB
3-(benzo[d][1,3]dioxol-5-yl)-1-(4-methoxybenzyl)-1H-pyrazolo[3,4-b]pyridine (3af)
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3-(benzo[d][1,3]dioxol-5-yl)-1-(4-methoxybenzyl)-1H-pyrazolo[3,4-b]pyridine (3af)
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3-(benzo[d][1,3]dioxol-5-yl)-1-(4-methoxybenzyl)-1H-pyrazolo[3,4-b]pyridine (3af)

TOF MSES+
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1-(4-methoxybenzyl)-3-(naphthalen-2-yl)-1H-pyrazolo[3,4-b]pyridine (3ag)
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| N
N N
PMB
1-(4-methoxybenzyl)-3-(naphthalen-2-yl)-1H-pyrazolo[3,4-b]pyridine (3ag)

1340 1330 1320 1310 1300 1290 1280 127.0 1260 125.0

o Sh o [ Q=] =+ Mo S ch\O -+

- [~ =] we - 0 om i G0 A =]

uwy b -] o - ™o m uy 0w -+

%5 g3 Ha w28 C T T

o™ o o9 [= = [~ - =B =R =RIF -+

Lo T o] Lor sl (el Lol B o B | [ i ] Lo ]

-] —] ] p— ] ] —] ] ] ] —]

Ll H‘M | | - »
OTROUIURMNNRRPIRS S o 1081 B S N SOS—— ‘ e So—" ‘ , P —
200.0 120.0 180.0 170.0 160.0 50.0 140.0 130.0 120.0 110.0 100.0 20.0 80.0 70.0 60.0 50.0 40,0 30.0 20.0 10.0 0

i = o SIS TR NSNS " - =y L

§ g8 8 FRoE8SsgngEsadss S8k g

S S B SSEINAn-oLaoas=ex H2% = F

- — o VR e - A i ] -\ "W =

8 @2 Y HHRBRARANSSSIEES FRE L

102



1-(4-methoxybenzyl)-3-(naphthalen-2-yl)-1H-pyrazolo[3,4-b]pyridine (3ag)

URWS5-126 34 (0.257) Cm (31:37) TOF MSES+
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6-chloro-1-(4-methoxybenzyl)-3-(naphthalen-2-yl)-1H-pyrazolo[3,4-b]pyridine (3ah)
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cl” >N~ N
6-chloro-1-(4-methoxybenzyl)-3-(naphthalen-2-yl)-1H-pyrazolo[3,4-b]pyridine (3ah)
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6-chloro-1-(4-methoxybenzyl)-3-(naphthalen-2-yl)-1H-pyrazolo[3,4-b]pyridine (3ah)

URVE-1694 36 (0.271) Cm (32:39) TOF MS ES+
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OMe

1-(4-methoxybenzyl)-3-(pyridin-4-yl)-1H-pyrazolo[3,4-b]pyridine (3ai)
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OMe
1-(4-methoxybenzyl)-3-(pyridin-4-yl)-1H-pyrazolo[3,4-b]pyridine (3ai)
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1-(4-methoxybenzyl)-3-(pyridin-4-yl)-1H-pyrazolo[3,4-b]pyridine (3ai)

OMe

Qualitative Compound Report

MFE MS Spectrum

x10 6 Cpg‘lz C19 H16 N4 O: +ESI MFE Spectrum (# 5-35) Frag=135.0V URV5-89.d

(c

N WA o

* 31711405
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|
|
\

MFE MS Zoomed Spectrum

Counts vs. Mass-to-Charge (m/z)
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x10 6 (de 1: C19 H16 N4 O: +ES| MFE Spectrum (# 5-35) Frag=135.0V URV5-89.d

N WA O O

1

*317]1405
(IC19 H16 N4 O]+H)+

e

MS Spectrum Peak List

Counts vs. Mass-to-Charge (m/z)

I
285 290 295 300 305 310 315 320 325 330 335 340 345 350

Data File URV5-89.d Sample Name URV5-89
Sample Type Sample Position P1-C3
Instrument Name Instrument 1 User Name
Acq Method 29.10.2014.m Acquired Time 25-05-2017 13:02:05
IRM Calibration Status DA Method Default.m
Comment
Sample Group Info.
Acquisition SW 6200 series TOF/6500 series
Version Q-TOF B.05.01 (B5125)
Compound Table
MFG Diff
Compound Label RT Mass Formula MFG Formula {(ppm) DB Formula
Cpd 1: C19 H16 N4 O 11 316.1332 C19 H16 N4 O C19 H16 N4 O -2.6 C19 H16 N4 O

Compoundlabel  m/z RT _ Agoritthm Mass
Cpd 1: C19 H16 N4 O 1317.1405 11 Find by Molecular Feature 316.1332

m/z z |Abund Formula Ion
317.1405( 1 7024204.5 |C19 H16 N4 O (M+H)+
318.1436| 1 1563277.56 [C19 H16 N4 O (M+H)+
319.1469( 1 167976.24 |C19 H16 N4 O (M+H)+

320.15) 1 13228.89 |C19 H16 N4 O (M+H)+
321.1483| 1 1212.23|C19 H16 N4 O (M+H)+
== End Of Report ---
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6-chloro-1-(4-methoxybenzyl)-3-(pyridin-4-yl)-1H-pyrazolo[3,4-b]pyridine (3aj)
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6-chloro-1-(4-methoxybenzyl)-3-(pyridin-4-yl)-1H-pyrazolo[3,4-b]pyridine (3aj)
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6-chloro-1-(4-methoxybenzyl)-3-(pyridin-4-yl)-1H-pyrazolo[3,4-b]pyridine (3aj)
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1-methyl-3-(pyridin-4-yl)-1H-pyrazolo[3,4-b]pyridine (3ak)
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1-methyl-3-(pyridin-4-yl)-1H-pyrazolo[3,4-b]pyridine (3ak)
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Me
1-methyl-3-(pyridin-4-yl)-1H-pyrazolo[3,4-b]pyridine (3ak)

Qualitative Compound Report

Data File URV5-85.d Sample Name URVS-85
Sample Type Sample Position P1-A8
Instrument Name Instrument 1 User Name
Acq Method 29,10.2014.m Acquired Time 08-05-2017 13:53:42
IRM Calibration Status SiEST T oA Method Default.m
Comment
Sample Group Info.
Acquisition SW 6200 series TOF/6500 series
Version Q-TOF B.05.01 (B5125)
Comp d Table
MFG DIff
Compound Label RT Mass Formula MFG Formula (ppm) DB Formula
Cpd 1: C12 H10 N4 i1 210.0909 C12 H10 N4 C12 H10 N4 -1.64 C12 H10 N4
Compound Label m/z RT Algorithm Mass
Cpd 1: C12 H10 N4 211.0981 11 Find by Molecular Feature 210.0909
MFE MS Spectrum
x10 6 |Cpd 1: C12 H10 N4: +ESI MFE Spectrum (# 5-30) Frag=90.0V URV5-85.d
5 *211.0981
([C12 H10 N4J+H)+

4

3

2

1

0

150 200 250 300 350 400 450 500 550 600 650 700 750 800 850 900 950
Counts vs. Mass-to-Charge (m/z)

MFE MS Zoomed Spectrum

x10 6 |Cod 1: C12 H10 N4: +ESI MFE Spectrum (# 5-30) Frag=90.0V URV5-85.d 7
5 * 211[0981
(IC12 H1Q NaJ+H)+ 3
4
3
2
1 249.0566
(IC8 H18 04 S}+K)+
ol II
180 185 190 195 200 205 210 215 220 225 230 235 240 245 250 255 260 265 270 275 280
Counts vs. Mass-to-Charge (m/z)
MS Spectrum Peak List '
m/z z |Abund Formula Ion
211.0981] 1 5253705.5 |C12 H10 N4 (M+H)+
212.1011) 1 749166.59 |C12 H10 N4 (M+H)+
213.1041) 1 46007.94 |C12 H10 N4 (M+H)+
214.1067| 1 1751.98 |C12 H10 N4 (M+H)+
249.0566| 1 886.49|C8 H18 04 S (M+K)+
--- End Of Report -~
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1-(4-methoxybenzyl)-3,6-diphenyl-1H-pyrazolo[3,4-b]pyridine (4a)
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1-(4-methoxybenzyl)-3,6-diphenyl-1H-pyrazolo[3,4-b]pyridine (4a)
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1-(4-methoxybenzyl)-3,6-diphenyl-1H-pyrazolo[3,4-b]pyridine (4a)

UR\5-130 33 (0.250) Cm (26:35) TOF MS ES+
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1-(4-methoxybenzyl)-6-(4-methoxyphenyl)-3-phenyl-1H-pyrazolo[3,4-b]pyridine (4b)
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1-(4-methoxybenzyl)-6-(

MeO
-methoxyphenyl)-3-phenyl-1H-pyrazolo[3,4-b]pyridine (4b)
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TOF M5 ES+
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6-(4-fluorophenyl)-1-(4-
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methoxybenzyl)-3-phenyl-1H-pyrazolo[3,4-b]pyridine (4c)
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6-(4-fluorophenyl)-1-(4-methoxybenzyl)-3-phenyl-1H-pyrazolo[3,4-b]pyridine (4c)
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1-(4-methoxybenzyl)-6-(3-methoxyphenyl)-3-phenyl-1H-pyrazolo[3,4-b]pyridine (4d)
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1-(4-methoxybenzyl)-6-(3-methoxyphenyl)-3-phenyl-1 H-pyrazolo[3,4-b]pyridine (4d)
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OMe
1-(4-methoxybenzyl)-6-(3-methoxyphenyl)-3-phenyl-1H-pyrazolo[3,4-b]pyridine (4d)

UR'5-125 37 (D.278) Cm (33:37) TOF M5 ES+
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OMe

CHO
3-(3-(4-methoxyphenyl)-1-methyl-1H-pyrazolo[3,4-b]pyridin-6-yl)benzaldehyde(4e)
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OMe

CHO
3-(3-(4-methoxyphenyl)-1-methyl-1H-pyrazolo[3,4-b]pyridin-6-yl)benzaldehyde(4e)

URWS-1968 32 (0.243) Cm (30:35) TOF MS ES+
100+ 344.1371 2 7Gek|
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NC
4-(1-(4-methoxybenzyl)-3-(p-tolyl)-1H-pyrazolo[3,4-b]pyridin-6-yl)benzonitrile (4f)
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NC
4-(1-(4-methoxybenzyl)-3-(p-tolyl)-1H-pyrazolo[3,4-b]pyridin-6-yl)benzonitrile (4f)

URVE-172 15 (0.273) Cm (13:15) TOF M5 ES+
100+ 431.1888 1.21e4
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OMe
3-(2,4-difluorophenyl)-1-(4-methoxybenzyl)-6-(3-methoxyphenyl)-1 H-pyrazolo[3,4-

b]pyridine (49)
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OMe
3-(2,4-difluorophenyl)-1-(4-methoxybenzyl)-6-(3-methoxyphenyl)-1 H-pyrazolo[3,4-

b]pyridine (49)
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3-(2,4-difluorophenyl)-1-(4-methoxybenzyl)-6-(3-methoxyphenyl)-1 H-pyrazolo[3,4-

OMe

b]pyridine (49)

URY5-1808 31 (0.236) Cm (27:34) TOF ‘."l? ES+
100+ 458.1054 9.20e6
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1-(4-methoxybenzyl)-6-(3-nitrophenyl)-3-(p-tolyl)-1H-pyrazolo[3,4-b]pyridine (4h)
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1-(4-methoxybenzyl)-6-(3-nitrophenyl)-3-(p-tolyl)-1H-pyrazolo[3,4-b]pyridine (4h)

URNS-157B6 31 (0.236) Cm (26:31)

TOF M3 ES+
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6-(furan-2-yl)-1-(4-methoxybenzyl)-3-(thiophen-3-yl)-1 H-pyrazolo[3,4-b]pyridine (4i)
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6-(furan-2-yl)-1-(4-methoxybenzyl)-3-(thiophen-3-yl)-1 H-pyrazolo[3,4-b]pyridine (4i)
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6-(furan-2-yl)-1-(4-methoxybenzyl)-3-(thiophen-3-yl)-1 H-pyrazolo[3,4-b]pyridine (4i)

UR\S5-1928 33 (0.250) Cm (31:35)

TOF MS ES+
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1-(4-methoxybenzyl)-3-(pyridin-4-yl)-6-(thiophen-3-yl)-1 H-pyrazolo[3,4-b]pyridine (4j)
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1-(4-methoxybenzyl)-3-(pyridin-4-yl)-6-(thiophen-3-yl)-1 H-pyrazolo[3,4-b]pyridine (4j)

URNS5-183C 25 (D.215) Cm (27:31) TOF MS ES+
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6-(benzo[d][1,3]dioxol-5-yl)-1-(4-methoxybenzyl)-3-phenyl-1H-pyrazolo[3,4-b]pyridine
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6-(benzo[d][1,3]dioxol-5-yl)-1-(4-methoxybenzyl)-3-phenyl-1H-pyrazolo[3,4-b]pyridine

(4k)
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6-(benzo[d][1,3]dioxol-5-yl)-1-(4-methoxybenzyl)-3-phenyl-1H-pyrazolo[3,4-b]pyridine
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3-(1-(4-methoxybenzyl)-3-(naphthalen-2-yl)-1 H-pyrazolo[3,4-b]pyridin-6-yl)phenol (4l)
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OH
3-(1-(4-methoxybenzyl)-3-(naphthalen-2-yl)-1 H-pyrazolo[3,4-b]pyridin-6-yl)phenol (4l)
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3-(1-(4-methoxybenzyl)-3-(naphthalen-2-yl)-1 H-pyrazolo[3,4-b]pyridin-6-yl)phenol (4l)

URV5-1698 30 (0.229) Cm (28:32) TOF M5 Eor
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3,6-diphenyl-1H-pyrazolo[3,4-b]pyridine (5a)
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3,6-diphenyl-1H-pyrazolo[3,4-b]pyridine (5a)
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6-(4-fluorophenyl)-3-phenyl-1H-pyrazolo[3,4-b]pyridine (5b)
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F
6-(4-fluorophenyl)-3-phenyl-1H-pyrazolo[3,4-b]pyridine (5b)
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6-(4-fluorophenyl)-3-phenyl-1H-pyrazolo[3,4-b]pyridine (5b)
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6-(4-methoxyphenyl)-3-phenyl-1H-pyrazolo[3,4-b]pyridine (5¢)
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13 C of urv5-199

MeO
6-(4-methoxyphenyl)-3-phenyl-1H-pyrazolo[3,4-b]pyridine (5¢)
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MeO
6-(4-methoxyphenyl)-3-phenyl-1H-pyrazolo[3,4-b]pyridine (5¢)
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6-(furan-2-yl)-3-(thiophen-3-yl)-1H-pyrazolo[3,4-b]pyridine (5d)
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6-(furan-2-yl)-3-(thiophen-3-yl)-1H-pyrazolo[3,4-b]pyridine (5d)

URVS5-206 35 (0.264) Cmi (32:37) TOF MS ES+
100 a8 1124 1.33e6
=
2891150
2880524
i 508.1724
280.0524
7 280.1121 500.1753
628.2328
|| | L R TR | [T . L LL [ L [T L
D 1 I I | 1 | LI 1 I I 1 1 I | 1 | I 1 I I I 1 I | I I I I 1 n.hlz
100 150 200 250 300 350 400 450 500 550 600 650 700 750 500

165




