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1. Picture of an Electrochemical Cell
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Figure S1. Electrochemical cell with electrodes employed in the present work
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2. Cyclic Voltammetry Studies

Table S1. CV curves of 0.1 M solution of NHPI 2a in 0.1 M [pyH]CIO, / MeCN

in the presence of various bases (0.1 M) (working glassy-carbon electrode (d = 3

mm), scan rate 0.1 V/s)
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Figure S2. CV curves: 0.1 M solution of NHPI 2 and pyridine (orange), styrene
1a, NHPI 2, and pyridine (blue), styrene 1a (green), pyridine (red) and NHPI 2
(violet) in 0.1 M n-BuyNBF,/ MeCN (a) and 0.1 M [pyH]ClO, / MeCN (b); 0.1 M
solution of NHPI 2 and pyridine (orange), styrene 1a, NHPI 2, and pyridine (blue)
in 0.1 M n-BuyNBF,/ MeCN (dashed line) and 0.1 M [pyH]Cl104/ MeCN (solid

line) (¢) (working glassy-carbon electrode (d = 3 mm), scan rate 0.1 V/s)
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3. Copies of NMR Spectra
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3C{'H} NMR spectra of 3a [75.47 MHz, CDCl;]
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'H NMR spectra of 3b [300.13 MHz, CDCl;]
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BC{'H} NMR spectra of 3b [75.47 MHz, CDCl;]
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BC{IH} NMR spectra of 3¢ [75.47 MHz, CDCl;]
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3C{'H} NMR spectra of 3d [75.47 MHz, DMSO-d6]
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'TH NMR spectra of 3e [300.13 MHz, DMSO-d6]
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3C{'H} NMR spectra of 3e [75.47 MHz, DMSO-d6]
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TH NMR spectra of 3f [300.13 MHz, DMSO-d6]
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BC{'H} NMR spectra of 3f [75.47 MHz, DMSO-
7 DNV
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I3C{'H} NMR spectra of 3g [75.47 MHz, DMSO-d6]
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ectra of 3h [300.13 MHz, CDCl;]
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BC{'H} NMR spectra of 3h [75.47 MHz, CDCl;]
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'TH NMR spectra of 3i [300.13 MHz, DMSO-d6]
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'TH NMR spectra of 3j [300.13 MHz, DMSO-d6]
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I3C{'H} NMR spectra of
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pectra of 31 [300.13 MHz, CDCl;]
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BC{'H} NMR spectra of 31 [75.47 MHz, CDCl;]
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3C{!H} NMR spectra of 3m [75.47 MHz, CDCl3]
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BC{'H} NMR spectra of 3n [75.47 MHz, CDCl;]
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'H NMR spectra of 30 [300.13 MHz, CDCl;]
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3C{'H} NMR spectra of 30 [75.47 MHz, CDCl;]

~ W mo = oo

s U] SR © = % © o e

83 FFIRIIRLQT G o = \S

_— - - o = = o ~ = kA

N —_—l= [ e

O
N\
o) @)
N
(0)
' |
|
0 !
] ! l | l | | H 1 ' |! | kw ‘ | | |l | l ‘ ] | l
(LR AL I mh‘,n‘x‘ I 1 l.‘ln TN Akl A G J[,.\J.\‘ul:l“.,‘ [l 0 Wl |!L__J(.h|‘uw | M ,l_u,,m_.ll_il M| _IJ_‘._, Pl ul;u._‘,_w,[ [T L.Yndl ‘\LI,J_\L [l W) L\ H_ml_u“h_l,l.huullu_,,\_. JLIJJM.,J Uy mi.‘_m“dlt..\m} 3l L lh‘l W P \!‘j\ M
| A |""| i A ] e |
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
80 170 160 150 140 13 120 110 100 90 80 70 60 50 40 30 20 10
ppm

S34



¢ —

O

=0

0.5

1.0

1.5

2.0

2.5

3.0

3.5

4.0

300.13 MHz, CDCL,]
[

I
NN
~

I
~
~

v:.w

|

$6'0
01

Fs60

4.5
ppm

6.0 5.5 5.0

6.5

7.0

7.5

spectra of 3
I\Ll\kl\ ~

8.0

8.5

S35



N

BC{'H} NMR spectra of 3p [75.47 MHz, CDCl;]
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BC{'H} NMR spectra of 3q [75.47 MHz, CDCl;]
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I3C{'H} NMR spectra of 3r [75.47 MHz, CDCl;]

- 164.08
- 163.53

— 133.56

128.90
128.86

L

— 1233

93.19

93.09

77.59
77.16
76.74

f .
~

_——~41.73
~40.17
— 34.67

T -
160

T -
150

T -
140

T -
130

T
80

S40



7. Copies of HRMS Spectra

HRMS (ESI) spectra of 3a
Display Report

Analysis Info Acquisition Date 09.07.2021 9:06:12
Analysis Name  D:\Data\Kolotyrkina\2021\Segida\0709004.d
Method tune_50-1600.m Operator BDAL@DE
Sample Name /TERN OSP114 Instrument / Ser# micrOTOF 10248
Comment C24H16N206 mH 429.1081 calibrant added, CH3CN
Acquisition Parameter
Source Type ESI lon Polarity Positive Set Nebulizer 1.0 Bar
Focus Not active Set Dry Heater 200 °C
Scan Begin 50 m/z Set Capillary 4500 V Set Dry Gas 4.0 l/min
Scan End 1600 m/z Set End Plate Offset  -500 V Set Divert Valve Waste
Intens. +MS, 0.7-0.8min #(39-50)
x104
3]
] 446.1343
2]
1
1 429.1084 451.0895 467.0626
o] 438.?784 l . " 458.1362 " )
] C24H16N206, M+nH ,429.11
20005 429.1081
1500
1000+
500
] A
03 C24H16N206, M+nNH4 446,14
2000; 446.1347
15007
1000
5007
] A
03 C24H16N206, MenNa 451,09
2000; 451.0901
15001
10001
500
] A
03 C24H16N206, M+nK ,467.06
2000 467.0640
1500
10007
500
430 435 440 445 450 455 460 465 470 mfz
Bruker Compass DataAnalysis 4.0 printed:  09.07.2021 9:09:55 Page 1 of 1
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HRMS (ESI) spectra of 3b

Display Report

Analysis Info Acquisition Date 26.05.2021 16:17:14
Analysis Name D:\Data\Chizhov\Terentiev\Dzyukov\md76_&clb.d
Method tune_wide.m Operator BDAL@DE
Sample Name /TERN MD76 Instrument / Ser# micrOTOF 10248
Comment CH30H 100 %, dil. 200, calibrant added
Acquisition Parameter
Source Type ESI lon Polarity Positive Set Nebulizer 0.4 Bar
Focus Not active Set Dry Heater 180 °C
Scan Begin 50 m/z Set Capillary 4500 V Set Dry Gas 4.0 I/min
Scan End 3000 m/z Set End Plate Offset  -500 V Set Divert Valve Waste
Intens. | +MS, 0.0-1.0min #(1-59)
x10°
1 465.1049
1.25-
1 922.0101
1.00-
622.0288
0.75-
0.50-
1521.9711
0.25+
] 2121.9333
i | l h 2743.8801
0.00 T T T T h T LIL“ T T lll“ T T T T T T T T T T T T T ll T llll T T
500 1000 1500 2000 2500 m/z
Intens. +MS, 0.0-1.0min #(1-59)
x10% 465.1049
1.0
0.5
1 460.1490 L JL ) 481 .}E)YSSL
0.0 C25H18N206, MrnNa 46511
2000 465.1057
1000
03 C25H18N206, M1nK ,481.08
20005 481.0796
1000
0 :
b C25H18N206, M+nNH4 ,460.15
2000 460.1503
1000
0—'"I"—VA"‘I'"‘I""I‘"‘I""T"T'I""I“"1""I"'
460.0 462.5 465.0 467.5 470.0 472.5 475.0 477.5 480.0 4825 m/z
Bruker Compass DataAnalysis 4.0 printed:  26.05.2021 16:31:04 Page 1 of 1
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HRMS (ESI) spectra of 3¢

Display Report

Analysis Info Acquisition Date 26.05.2021 16:25:00
Analysis Name D:\Data\Chizhov\Terentiev\Dzyukov\md77_&clb.d
Method tune_wide.m Operator BDAL@DE
Sample Name /TERN MD77 Instrument / Ser# micrOTOF 10248
Comment CH30H 100 %, dil. 2000, calibrant added
Acquisition Parameter
Source Type ESI lon Polarity Positive Set Nebulizer 0.4 Bar
Focus Not active Set Dry Heater 180 °C
Scan Begin 50 m/z Set Capillary 4500 V Set Dry Gas 4.0 I/min
Scan End 3000 m/z Set End Plate Offset  -500 V Set Divert Valve Waste
Intens. +MS, 0.0-1.0min #(2-59)
x10°4 922.0101
1.0
622.0289
0.8
0.6
0.4- 1521.9710
0.2 2159.8901
2759.8537
0.0- M Al '
500 1000 1500 2000 2500 m/z
Intens. +MS, 0.0-1.0min #(2-59)
x10%4 507.1519
6 .
4_
1 523.1257
2_
ol 502.1964 [ . 515.4760517.4814 521.4471 L.
1 C28H24N206, M+nNH4 ,502.20
20001 502.1973
10001
0 * C28H24N206, M+nNa ,507.15
20005 507.1527
1000
0 * C28H24N206, M+nK ,523.13
2000 523.1266
1000
0: T T T T T T T T T T T T T T T T T T T T T T T T ‘rA |L T T T
500 505 510 515 520 525 m/z

Bruker Compass DataAnalysis 4.0 printed:  26.05.2021 16:33:36 Page 1 of 1
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HRMS (ESI) spectra of 3d

Display Report

Analysis Info Acquisition Date 01.07.2021 9:57:45
Analysis Name  D:\Data\Kolotyrkina\2021\Dzunov\0701006.d
Method tune_50-1600.m Operator BDAL@DE
Sample Name /TERN MD83 Instrument / Ser# micrOTOF 10248
Comment C24H15CIN206 mH 463.0691 clb added CH3CN
Acquisition Parameter
Source Type ESI lon Polarity Positive Set Nebulizer 1.0 Bar
Focus Not active Set Dry Heater 200 °C
Scan Begin 50 m/z Set Capillary 4500 V Set Dry Gas 4.0 I/min
Scan End 1600 m/z Set End Plate Offset  -500 V Set Divert Valve Waste
Intenséz +MS, 0.5-0.9min #(30-52)
x10°] 480.0957
] 485.0507
1.57
1.0
0 55 476.1447
] 501.0262
] 4630693 | l L 497.0819
0.01 l P | ‘l _ L L I\ Ll
1 C24H15CIN206, M+nH ,463.07
20005 463.0691
1500
1000
500 b h
0: A
1 C24H15CIN206, M+nNH4 ,480.10
20001 480.0957
1500
10004
500 A »
0: I
1 C24H15CIN206, M+nNa ,485.05
20001 485.0511
1500
10004
500 ﬂ l
0 1
b C24H15CIN2086, M+nK ,501.03
20005 501.0250
1500
1000
500
O:I""T""l“"l""I"T'l""l'"'I""I"'RIA""
460 465 470 475 480 485 490 495 500 505 m/z
Bruker Compass DataAnalysis 4.0 printed:  01.07.2021 10:00:46 Page 1 of 1
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HRMS (ESI) spectra of 3e

Display Report

Analysis Info Acquisition Date 08.06.2021 19:06:09
Analysis Name  D:\Data\Kolotyrkina\2021\Segida\0608015.d
Method tune_50-1600.m Operator BDAL@DE
Sample Name /TERN OSP102 Instrument / Ser# micrOTOF 10248
Comment C24H15BrN206 mH 507.0186 calibrant added CH3CN
Acquisition Parameter
Source Type ESI lon Polarity Positive Set Nebulizer 1.0 Bar
Focus Not active Set Dry Heater 200 °C
Scan Begin 50 m/z Set Capillary 4500 V Set Dry Gas 4.0 I/min
Scan End 1600 m/z Set End Plate Offset  -500 V Set Divert Valve Waste
Intens. | +MS, 0.1-0.5min #(5-29)
x104]
1 508 9994 530-9982
3]
2]
17 524.0442 526.0420
] AM_J K\ 544.9737 546.9720
ol L L_ A JKKA L 587.3477 o
1 C24H15BrN206, M+nNH4 ,524.05
] 526.0433
15007
10001
500 A ﬂ
0 ] I'I
] C24H15BrN206, M+nNa ,529.00
20001 529.0006 2309987
1500
1000
500 A A
A
0 C24H15BN206, M+nK 544.98
] 546.9726
2000+ 544.9745
15001
10007
500
0 ] T T T T T T T T T T T T T T T T T 4 T T n
525 530 535 540 545 m/z
Bruker Compass DataAnalysis 4.0 printed:  08.06.2021 19:10:14 Page 1 of 1
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HRMS (ESI) spectra of 3f

Display Report

Analysis Info Acquisition Date 07.06.2021 15:34:34
Analysis Name D:\Data\Chizhov\Terentiev\Dzyukov\imp78 &clb.d
Method tune_wide.m Operator BDAL@DE
Sample Name /TERN MP78 Instrument / Ser# micrOTOF 10248
Comment CH30H 100 %, dil. 2000, calibrant added
Acquisition Parameter
Source Type ESI lon Polarity Positive Set Nebulizer 0.4 Bar
Focus Not active Set Dry Heater 180 °C
Scan Begin 50 m/z Set Capillary 4500 V Set Dry Gas 4.0 I/min
Scan End 3000 m/z Set End Plate Offset  -500 V Set Divert Valve Waste
Intensé_ +MS, 0.0-1.0min #(1-59)
x10°; 922.0101
1.50-
1.254
1.00J 622.0288
0.757 481.0999
| 1521.9713
0.50-
0.251 2143.9160
] 2743.8776
OOO' T Jll T T ll T T T T T T T T T T T T l\h T T T
500 1000 1500 2000 2500 m/z
Intens. +MS, 0.0-1.0min #(1-59)
1057
0.754 481.0999
0.50
0.251
00014761442 478.3215 { | . 487 4431 497.0735
s C25H18N207, M+nNH4 ,476.15
2000 476.1452
1000
03 * C25M18N207, MinNa ,481.10
20005 481.1006
1000
0] * C25H18N207, M+nK ,497.08
2000 497.0746
1000
‘IT'I"rrlr"Vl"'Vlr'l'er'YIrV'-lll-wl---"l—'h"—rﬂlll--
477.5 480.0 482.5 485.0 487.5 490.0 492.5 495.0 497.5 500.0 m/z
Bruker Compass DataAnalysis 4.0 printed:  07.06.2021 18:04:03 Page 1 of 1
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HRMS (ESI) spectra of 3g

Display Report

Analysis Info Acquisition Date 17.06.2021 13:04:58
Analysis Name D:\Data\ChizhowTerentiev\Segida\md80_&clb.d
Method tune_wide.m Operator BDAL@DE
Sample Name /TERN MD80 Instrument / Ser# micrOTOF 10248
Comment CH3O0H 100 %, dil. 2000, calibrant added
Acquisition Parameter
Source Type ESI lon Polarity Positive Set Nebulizer 0.4 Bar
Focus Not active Set Dry Heater 180 °C
Scan Begin 50 m/z Set Capillary 4500 V Set Dry Gas 4.0 /min
Scan End 3000 m/z Set End Plate Offset  -500 V Set Divert Valve Waste
IntensS* +MS, 0.0-1.0min #(1-59)
X109 922.0104
34
622.0286
2_
1521.9712
1
338.3417 2121.9330
| h W l
. 2721.8950
ol m.yl..-. Ln 5 Vl' e . l - - .“. T ™ T . T
500 1000 1500 2000 2500 m/z
Imensﬁ." +MS, 0.0-1.0min #(1-59)
0% 509.0942
3
23
13 525.0681
J O srge | L . 515.4756 5174843 519.5038 521.5137 5234699
2500 C26H18N208, M+nNH4 504.14
2000; 504.,1401
15004
1000
5001 l
2508: C26H18N208, M+nNa ,509.10
20001 509.0955
1500
10003
5004 l
2500 C26HT8N208, MnK 525.07
20004 525.0695
15001
10003
5001
505.0 507.5 510.0 5125 515.0 520.0 522.5 525.0 miz
Bruker Compass DataAnalysis 4.0 printed:  17.06.2021 13:18:21 Page 1 of 1
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HRMS (ESI) spectra of 3h
Display Report

Analysis Info Acquisition Date 08.06.2021 18:56:40
Analysis Name D:\Data\Kolotyrkina\2021\Segida\0608014.d
Method tune_50-1600.m Operator BDAL@DE
Sample Name /TERN OSP105 Instrument / Ser#t micrOTOF 10248
Comment C25H18N206 mH 443.1237 calibrant added CH3CN
Acquisition Parameter
Source Type ESI lon Polarity Positive Set Nebulizer 1.0 Bar
Focus Not active Set Dry Heater 200 °C
Scan Begin 50 m/z Set Capillary 4500 V Set Dry Gas 4.0 I/min
Scan End 1600 m/z Set End Plate Offset  -500 V Set Divert Valve Waste
Intens. ] +MS, 0.4-0.6min #(21-33)
x1091
1.57
] 460.1511
1.0
0.5
1 465.1062
1 481.0803
1 443.1247
0.0 L A 1 A
] C25H18N206, M+nH ,443.12
20001 443.1238
1500
1000
5001
] |
07 C25H18N206, M+nNHZ 46015
20001 460.1503
1500
10004
5001
] 1
03 CZ5H18N206, M+nNa 465.11
20001 465.1057
1500
10001
500
] A
03 C25H18N206, MK 481.08
20005 481.0796
1500
1000
500
O-IIrlll'lllll‘llVlllvllV|ll-lvllr||lrllrll'l|Ilkl‘vll'll
440 445 450 455 460 465 470 475 480 485 m/z
Bruker Compass DataAnalysis 4.0 printed:  08.06.2021 19:00:52 Page 1 of 1
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HRMS (ESI) spectra of 3i

Analysis Info

Analysis Name

Method
Sample Name
Comment

Display Report

Acquisition Date 10.06.2021 9:41:20

D:\Data\Kolotyrkina\2021\Segida\0610002.d
tune_50-1600.m
/TERN OS106

Operator BDAL@DE
Instrument / Ser# micrOTOF 10248

C24H15CIN206 mH 463.0691 calibrant added CH30OH

Acquisition Parameter

Source Type
Focus

Scan Begin
Scan End

ESI

Not active
50 m/z
1600 m/z

lon Polarity Positive Set Nebulizer 1.0 Bar
Set Dry Heater 200 °C

Set Capillary 4500V Set Dry Gas 4.0 I/min

Set End Plate Offset  -500 V Set Divert Valve Waste

Intens
x1027
2.5
2.0
1.57
1.0

0.5

463.0682
465.0690
A b

+MS, 0.4-0.8min #(26-49)
480.0953

485.0504

482.0932

I

0.04

20001
15001
10001

500

463.0691

465.0664

C24H15N206CI, M+nH ,463.07

20001
15007
10001

500

C24H15N206CI, M+nNH4 ,480.10
480.0957

482.0930

I

20001
15001
1000

5001

C24H15N206CT, M+nNa ,485.05
485.0511

487.0484

Bruker Compass DataAnalysis 4.0

465

470 a5 a0 485 490 m/z

printed:  10.06.2021 9:44:15 Page 1 of 1
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HRMS (ESI) spectra of 3j

Display Report

Analysis Info
Analysis Name
Method
Sample Name
Comment

D:\Data\Kolotyrkina\2021\Fedorova\0701048.d
tune_50-1600.m

/TERN UF-128_2

C24H16N206 mH 429.1081 clb added CH3CN

Acquisition Date 01.07.2021 18:14:58

Operator BDAL@DE

Instrument / Ser# micrOTOF 10248

Acquisition Parameter
Source Type ESI
Focus Not active
Scan Begin 50 m/z
Scan End 1600 m/z

lon Polarity Positive

4500V
-500 V

Set Capillary
Set End Plate Offset

1.0 Bar
200 °C
4.0 |/min
Waste

Set Nebulizer
Set Dry Heater
Set Dry Gas
Set Divert Valve

Intens.]
x104]

33
23

11 482.4034

1429.3153438.3767 468.3880

452.3936 496.4190

L

A As

524.0442+MS, 0.8-1.0min #(46-59)

512.4148 546.9716

oLl

A
T

440

460

1 [
T T

480

e daga ll Y ILLL ‘J. lllll
500

520 540 m/z

Intens. ]
x104]

512.4148

509.0164 517.2961

A J\Ll\

524.0442 +MS, 0.8-1.0min #(46-59)

530.9974

I

..

509.0167

| .

C24H15BrN206, M+nH ,507.02

C24H15BrN206, M+nNH4 ,524.05

526.0433

CoaH15BINZ06, ManNa 529,00

530.9987

510 515 520

Bruker Compass DataAnalysis 4.0 printed:  01.07.2021

505 530 " miz

18:20:14 Page 1 of 1
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HRMS (ESI) spectra of 3k

Display Report

Analysis Info Acquisition Date 07.06.2021 15:29:47
Analysis Name D:\Data\Chizhov\Terentiev\Segida\osp100_&clb.d
Method tune_wide.m Operator BDAL@DE
Sample Name /TERN OSP100 Instrument / Ser# micrOTOF 10248
Comment CH30H 100 %, dil. 2000, calibrant added
Acquisition Parameter
Source Type ESI lon Polarity Positive Set Nebulizer 0.4 Bar
Focus Not active Set Dry Heater 180 °C
Scan Begin 50 m/z Set Capillary 4500 V Set Dry Gas 4.0 I/min
Scan End 3000 m/z Set End Plate Offset  -500 V Set Divert Valve Waste
|ﬂmﬂ%_ +MS, 0.0-1.0min #(1-59)
x10] 922.0101
2.01
465.1047
151 622.0287
1.0
1 1521.9714
0.57
2121.9329
| 2743.8768
0.0- |1 N DUV SOV | | S — l — Al :
500 1000 1500 2000 2500 m/z
Intens. ] +MS, 0.0-1.0min #(1-59)
x10°; 465.1047
1]
1 460.1496 h 481f782
03 C25H18N206, M+nNH4 ,460.15
2000 460.1503
1000
03 C25M18N206, M+nNa 46511
20005 465.1057
1000
0] * C25H18N206, M+nK ,481.08
2000 481.0796
1000
0:"'1""T""["‘YI"T‘I""T“"I""I""I""—'L—'n"'
460.0 462.5 465.0 467.5 470.0 472.5 475.0 477.5 480.0 4825 m/z
Bruker Compass DataAnalysis 4.0 printed:  07.06.2021 18:00:10 Page 1 of 1
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HRMS (ESI) spectra of 31

Display Report

Analysis Info Acquisition Date 22.06.2021 16:19:53
Analysis Name D:\Data\Chizhov\Terentiev\Segida\osp110_&clb.d
Method tune_wide.m Operator BDAL@DE
Sample Name /TERN OSP110 Instrument / Ser# micrOTOF 10248
Comment CH30H 100 %, dil, 1000, calibrant added
Acquisition Parameter
Source Type ESI lon Polarity Positive Set Nebulizer 0.4 Bar
Focus Not active Set Dry Heater 180 °C
Scan Begin 50 m/z Set Capillary 4500 V Set Dry Gas 4.0 I/min
Scan End 3000 m/z Set End Plate Offset  -500 V Set Divert Valve Waste
Intens. +MS, 0.0-1.0min #(2-60)
x10°
1.01 485.0507
0.81
0.6
0.4+
0.2+
943.9920
1543.9546
L 2143f159 2743.8757
0.0- ' U W . " ' . . . ; : Al : . ; e . .
500 1000 1500 2000 2500 m/z
Intens. +MS, 0.0-1.0min #(2-60)
X10%] g5 0507
1.0 )
0.81
0.61
0.4 487.0490 501.0242

0.2 L k_ h‘ 503.0221
0.01 ] A L,

1 C24H15CIN206, M+nNa ,485.05
20001 485.0511
1500

10007 487.0484

500 !l

O: C24H15CIN206, M+nK ,501.03
2000 501.0250
15001

10004 503.0223

5004 J\

ol

4850 4875 4900 4925 4950 4975 5000 5025  miz

Bruker Compass DataAnalysis 4.0 printed:  22.06.2021 16:28:12 Page 1 of 1
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HRMS (ESI) spectra of 3m

Analysis Info
Analysis Name

Method

Sample Name

Comment

Display Report

D:\Data\Kolotyrkina\2021\Dzunov\0701005.d
tune_50-1600.m

/TERN MD82

C28H18N206 mH 479.1237 clb added CH3CN

Acquisition Date 01.07.2021 9:52:39

Operator BDAL@DE
Instrument / Ser# micrOTOF 10248

Acquisition Parameter
Source Type

Focus

Scan Begin

Scan End

ESI

Not active
50 m/z
1600 m/z

lon Polarity Positive

Set Capillary 4500V
Set End Plate Offset  -500 V

Set Nebulizer 1.0 Bar
Set Dry Heater 200 °C
Set Dry Gas 4.0 |/min
Set Divert Valve Waste

Intens.
x1097
1.0

0.8+
0.6
0.4

0.2+

496.

1493

L.

501.1051

+MS, 0.6-0.9min #(34-54)

511.2010 517.0785
A A

0.07

2000
15001
10004

5001

496.

1503

C28H18N2086, M+nNH4 49615

20001
15001
10001

5001

501.1057

C28H18N206, M+nNa ,501.11

20001
15001
1000

500

C28H18N206, M+nK ,517.08
517.0796

O
490

" 495

Bruker Compass DataAnalysis 4.0

" 500 505

A
510 515 520 m/z

T T T T T T T et

printed:  01.07.2021 9:55:47 Page 1 of 1
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HRMS (ESI) spectra of 3n

Analysis Info
Analysis Name
Method
Sample Name
Comment

Display Report

D:\Data\Chizhow\Terentie\Segida\osp108 &clb.d
tune_wide.m

/TERN OSP108

CH30H 100 %, dil. 2000, calibrant added

Acquisition Date 17.06.2021 13:13:51

Operator BDAL@DE
Instrument / Ser# micrOTOF 10248

Acquisition Parameter

Source Type
Focus

Scan Begin
Scan End

ESI lon Polarity Positive
Not active

50 m/z Set Capillary 4500V
3000 m/z Set End Plate Offset  -500 V

Set Nebulizer 0.4 Bar
Set Dry Heater 180 °C
Set Dry Gas 4.0 |/min
Set Divert Valve Waste

Intens.
x109]

2.55
2.0{
1.55
1.05

0.5

922.0098

622.0290

1521.9715

338.3417

+MS, 0.0-1.0min #(1-60)

2121.9404

h 2721.9189

0.0

I L Lu o ML L,

500 "~ 1000 " 1500

— . Ilhl :

2000 2500 C miz

Intens. ]

465.1048

4601500 463 0900 LL 473.4281

n

+MS, 0.0-1.0min #(1-60)

481.0794
475.9937 478.3214

465.1057

C25H18N206, MsnNa 46511

C25H18N206, M+nK ,481.08
481.0796

460.1503

| .

]
C25H18N206, M+nNH4 ,460.15

460 465 470

47 480  mkz

Bruker Compass DataAnalysis 4.0 printed:  17.06.2021 13:23:18 Page 1 of 1
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HRMS (ESI) spectra of 30

Analysis Info
Analysis Name
Method
Sample Name
Comment

Display Report

D:\Data\Kolotyrkina\2021\Segida\0709003.d
tune_50-1600.m
/TERN OSP113

Acquisition Date 09.07.2021 9:01:06

Operator

C25H16N206 mH 441.1081 calibrant added, CH3CN

BDAL@DE
Instrument / Ser# micrOTOF 10248

Acquisition Parameter

Source Type
Focus

Scan Begin
Scan End

ESI lon Polarity Positive

Not active

50 m/z Set Capillary 4500V
1600 m/z Set End Plate Offset  -500 V

Set Nebulizer

Set Dry Heater

Set Dry Gas
Set Divert Valve

1.0 Bar
200 °C
4.0 |/min
Waste

Intens. ]
x109]

1253
1.00]
0.75
0.50
0.25

458.1352

441.1088
L I\

463.0909

L

+MS, 0.3-0.5min #(19-27)

479.0647

aoo;
20001
1500]
1000

500

441.1081

C25H16N206, MnH 44111

2000%
1500%
1000%

500

458.1347

C25M16N206, MtnNH4 ,458.14

2000%
1500§
1000%

500

463.0901

C25H16N206, M+nNa ,463.09

2oooé
1500%
10005

500

C25H16N2086, M+nK ,479.06

479.0640

L

04—
435

‘420 445 450 455 460 465 470

Bruker Compass DataAnalysis 4.0 printed:

09.07.2021 9:04:10

475

480 iz
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HRMS (ESI) spectra of 3p

Analysis Info

Analysis Name

Method
Sample Name
Comment

Display Report

D:\Data\Kolotyrkina\202 1\Dvoretsky\1019001.d

tune_50-1600.m
/TERN AD159 1

C20H14N208 mH 411.0822 calibrant added, CH3CN

Acquisition Parameter

Source Type
Focus

Scan Begin
Scan End

ESI

Not active

50 m/z

1600 m/z

lon Polarity

Set Capillary
Set End Plate Offset

Positive

4500 V
-500 V

Acquisition Date 19.10.2021 8:38:34

Operator BDAL@DE

Instrument / Ser# micrOTOF 10248

1.0 Bar
200 °C
4.0 I/min
Waste

Set Nebulizer
Set Dry Heater
Set Dry Gas
Set Divert Valve

Intens .
x104]

411.0811

L

428.10

424.3614 |

433.0628
] L

78

A

+MS, 0.8-1.0min #(49-59)

449.0365

411.0823

L A
C20H14N208, M+nH ,411.08

428.1088

C20H14N208, M+nNH4 42811

433.0642

C20H14N208, M+nNa ,433.06

C20H14N208, M+nK ,449.04
449.0382

Bruker Compass DataAnalysis 4.0

410

"415

"420

"425

printed:

430 435

19.10.2021 8:43:30

‘440 445 450 m/z
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HRMS (ESI) spectra of 3q

Analysis Info

Analysis Name

Method
Sample Name
Comment

Display Report

Acquisition Date

D:\Data\Kolotyrkina\202 1\Dvoretsky\1019002.d

tune_50-1600.m
/TERN AD159 2

Operator
Instrument / Ser# micrOTOF 10248

C20H14N208 mH 411.0822 calibrant added, CH3CN

Acquisition Parameter

Source Type
Focus

Scan Begin
Scan End

ESI

Not active

50 m/z

1600 m/z

lon Polarity

Set Capillary
Set End Plate Offset

Positive

4500 V
-500 V

19.10.2021 9:14:13

BDAL@DE

Set Nebulizer 1.0 Bar
Set Dry Heater 200 C
Set Dry Gas 4.0 l/min
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HRMS (ESI) spectra of 3r

Display Report

Analysis Info Acquisition Date 25.10.2021 17:43:25
Analysis Name D:\Data\Chizhov\Terentiev\Segida\osp131_&clb.d
Method tune_wide.m Operator BDAL@DE
Sample Name /TERN OSP131 Instrument / Ser# micrOTOF 10248
Comment CH3OH 100 %, dil. 200, calibrant added
Acquisition Parameter
Source Type ESI lon Polarity Positive Set Nebulizer 0.4 Bar
Focus Not active Set Dry Heater 180 °C
Scan Begin 50 m/z Set Capillary 4500 V Set Dry Gas 4.0 I/min
Scan End 3000 m/z Set End Plate Offset  -500 V Set Divert Valve Waste
Intens. ] +MS, 0.0-1.0min #(2-60)
x10%] 441.1048
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