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© Zelinsky Institute of Organic Chemistry, Moscow; Bruker AM300 SF=75.47 MHz {13C} SI=32K SW=18866 01=7920 PW=10.0 AQ=0.864 RD=2.00 NS=163 SR=44.10 TE=297K 20 September 2014 Opr: Struchkova M.L; Solv: DMSO-d6;
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© Zelinsky Institute of Organic Chemistry, Moscow; Bruker AM300 SF=300.13 MHz {1H} SI=16K SW=9009 01=2401 PW=9.0 AQ=0.901 RD=3.00 NS=1 SR=-1.12 TE=296K 16 September 2014 Opr: Struchkova M.L; Solv: DMSO-d6;
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© Zelinsky Institute of Organic Chemistry, Moscow; Bruker AM300 SF=75.47 MHz {13C} SI=32K SW=18866 01=7920 PW=10.0 AQ=0.864 RD=2.00 NS=163 SR=44.10 TE=297K 20 September 2014 Opr: Struchkova M.L; Solv: DMSO-d6;
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© Zelinsky Institute of Organic Chemistry, Moscow; Bruker AC200 SF=50.32 MHz {13C} SI=16K SW=11627 01=5600 PW=6.0 AQ=0.705 RD=2.00 NS=16873 SR=578.71 TE=297K 30 September 2014 Opr: Struchkova M.I.; Solv: DMSO-d6;
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© Zelinsky Institute of Organic Chemistry, Moscow; Bruker AM300 SF=75.47 MHz {13C} SI=32K SW=18866 01=7920 PW=10.0 AQ=0.864 RD=2.00 NS=95 SR=43.35 TE=303K 27 September 2014
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© Zelinsky Institute of Organic Chemistry, Moscow; Bruker AM300 SF=75.47 MHz {13C} SI=32K SW=18866 01=7920 PW=10.0 AQ=0.864 RD=2.00 NS=155 SR=38.99 TE=301K 13 October 2014 Opr: Struchkova M.I1.; Solv: DMSO-d6;
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© Zelinsky Institute of Organic Chemistry, Moscow:; Bruker AM300 SF=300.13 MHz {1H} SI=16K SW=6010 01=2401 PW=9.0 AQ=1.351 RD=3.00 NS=1 SR=-4.17 TE=301K 10 December 2014 Opr: Struchkova M.L; Solv: DMSO-d6;
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© Zelinsky Institute of Organic Chemistry, Moscow; Bruker AC200 SF=50.32 MHz { 13C} SI=16K SW=11627 01=5600 PW=6.0 AQ=0.705 RD=2.00 NS=17772 SR=578.20 TE=297K 11 December 2014 Opr: Struchkova M.L; Solv: DMSO-d6;
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Display Report

Analysis Info Acquisition Date  10.12.2014 14:55:31
Analysis Name  D:\Data\Kolotyrkina\2014\Fershtat\1210003.d
Method tune_low.m QOperator BDAL@DE
Sample Name  /USED 726 Instrument / Ser#t micrOTOF 10248
Comment C11H7N505 mw 289 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 l/min
Scan End 3000 m/z Set End Plate Offset -500 V Set Divert Valve Waste
Intens. | +MS, 0.3-0.5min #(15-31)
5000+
4000+
SN A
312.0346
3000
2000 R
10001
313.0365
0
C11H7N505, M+nNa ,312.03
1.0
05 3120339
0.0
_0.5_
313.0372
104 i ' 314:9382 . ‘
308 310 312 314 316 318 m/z
Bruker Compass DataAnalysis 4.0 printed:  10.12.2014 14:59:07 “Page 1 of 1
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© Zelinsky Institute of Organic Chemistry, Moscow; Bruker AC200 SF=50.32 MHz { 13C} SI=16K SW=11627 O1=5600 PW=6.0 AQ=0.705 RD=2.00 NS=17044 SR=578.20 TE=297K 16 December 2014 Opr: Struchkova M.L; Solv: DMSO-d6;
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© Zelinsky Institute of Organic Chemistry, Moscow; Bruker AC200 SF=50.32 MHz {13C} SI=16K SW=11627 O1=5600 PW=6.0 AQ=0.705 RD=2.00 NS=117837 SR=594.46 TE=297K 11 June 1994 Opr: Struchkova M.L; Solv: unknown;
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© Zelinsky Institute of Organic Chemistry, Moscow:; Bruker AM300 SF=75.47 MHz {13C} SI=32K SW=18866 01=7920 PW=10.0 AQ=0.864 RD=2.00 NS=161 SR=-9.58 TE=300K 21 January 2015 Opr: Struchkova M.L: Solv: DMSO-d6;
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Zelinsky Institute of Organic Chemistry, Moscow: Bruker AC200 SF=200.13 MHz { 1H} SI=16K SW=4000 01=3939 PW=6.0 AQ=2.048 RD=3.00 NS=8 SR=2338.00 TE=297K 4 December 2014 Opr: Struchkova M.L.; Solv: CDCI3;
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Zelinsky Institute of Organic Chemistry, Moscow; Bruker AC200 SF=50.32 MHz {13C} SI=16K SW=11627 01=5600 PW=6.0 AQ=0.705 RD=1.00 NS=4144 SR=324.84 TE=297K 8 December 2014 Opr: Struchkova M.L; Sclv: CDCI3;
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© Zelinsky Institute of Organic Chemistry, Moscow; Bruker AC200 SF=200.13 MHz {1H} SI=16K SW=4000 01=3939 PW=6.0 AQ=2.048 RD=3.00 NS=32 SR=2338.00 TE=297K 26 November 2014 Opr: Struchkova M.L; Solv: CDCI3;

/USED 736

—=—F..39
—7.27
==Telb
—41.99
=418
——4.75

—2.62
———{249
—1.62

BUFT=UQ  [HWN paNddy 1s2g Y]

v
A25

Me N

@/l \
@o\z,o\z o
19
H NMR, 200 MHz, CDCl,

L0808 Mo 20 -ty dmny,

72

A vy .} Al

a v

e B e e 0 e B L S L e e L e

12 ig K 10 9 8 6 5 4 3 2 1 0 joje]

% ﬁ

2232




PUrT—UQ  [HIN parjddy i1sag 3L @

L0808 o oy dny,

Zelinsky Institute of Organic Chemistry, Moscow; Bruker AC200 SF=50.32 MHz {13C} SI=16K SW=11627 01=5600 PW=6.0 AQ=0.705 RD=2.00 NS=1872 SR=324.84 TE=207K 27 November 2014 Opr: Struchkova M.L;
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Display Report

Analysis Info Acquisition Date  10.12.2014 15:03:02
Analysis Name  D:\Data\Kolotyrkina\2014\Fershtat\1210004.d
Method tune_low.m Operator BDAL@DE
Sample Name  /USED 736 Instrument / Ser# micrOTOF 10248
Comment C13H12N404 mw 288 calibrant added
;\cquisition Parameter
Source Type ESI lon Polarity Positive Set Nebulizer 0.4 Bar
Focus Not active Set Dry Heater 180 C
Scan Begin 50 miz 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. qu Tt~ +MS, 0.1-0.7min #(5-41)
311.0745
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Bruker Compass DataAnalysis 4.0 printed:  10.12.2014 15:06:28 Page 1 of 1
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/USED 747.2
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© Zelinsky Institute of Organic Chemistry, Moscow; Bruker AM300 SF=300.13 MHz {1H} SI=16K SW=6010 01=2401 PW=9.0 AQ=1.351 RD=3.00 NS=1 SR=-4.17 TE=300K 9 December 2014 Opr: Struchkova M.L; Solv: DMSO-d6;
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Zelinsky Institute of Organic Chemistry, Moscow: Bruker AC200 SF=50.32 MHz {13C} SI=16K SW=11627 01=5600 PW=6.0 AQ=0.705 RD=1.00 N§=25720 SR=578.20 TE=297K 12 December 2014 Opr: Struchkova M.L; Solv: DMSO-d6;
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/USED 756

© Zelinsky Institute of Organic Chemistry, Moscow; Bruker AC200 SF=200.13 MHz { 1H} SI=16K SW=4000 O1=4888 PW=6.0 AQ=2.048 RD=3.00 NS=16 SR=3287.07 TE=297K 22 December 2014 Opr: Struchkova M.L; Solv: DMSO-d6;
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© Zelinsky Institute of Organic Chemistry, Moscow; Bruker AC200 SF=50.32 MHz {13C} SI=16K SW=11627 01=5600 PW=6.0 AQ=0.705 RD=1.00 NS=2959 SR=578.20 TE=297K 22 December 2014 Opr: Struchkova M.L; Solv: DMSO-d6;
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© Zelinsky Institute of Organic Chemistry, Moscow; Bruker AC200 SF=200.13 MHz { 1H} SI=16K SW=4000 O1=4888 PW=6.0 AQ=2.048 RD=3.00 NS=12 SR=3289.08 TE=297K 3 February 2015 Opr: Struchkova M.1; Solv: DMSO-d6;
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/USED 785

© Zelinsky Institute of Organic Chemistry, Moscow; Bruker AM300 SF=75.47 MHz {13C} SI=32K SW=18866 01=7920 PW=10.0 AQ=0.864 RD=2.00 NS=147 SR=-9.58 TE=301K 12 February 2015 Opr: Struchkova M.L; Solv: DMSO-d6:
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~ Display Report

Analysis Info Acquisition Date  02.04.2015 14:57:07
Analysis Name  D:\Data\ChizhoviMakhova\Fershtat\785_&clblow.d

Method tune_low.m Operator BDAL@DE

Sample Name  /USED 785 Instrument / Ser# micrOTOF 10248
Comment CH3CN 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),
x104

317.2407
158.9642

0.8

0.6+

622.0297 922.0109

0.4 1521.9700
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Intens. +MS, 0.0-1.0min #(1-59)|
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Bruker Compass DataAnalysis 4.0 ~printed:  02.04.2015 15:07:07 Page 1 of 1
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Zelinsky Institute of Organic Chemistry, Moscow: Bruker AM300 SF=300.13 MHz {1H} SI=16K SW=6010 01=2401 PW=9.0 AQ=1.351 RD=3.00 NS=1 SR=-1.17 TE=299K 22 January 2015 Opr: Struchkova M.L; Solv: DMSO-d6;
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© Zelinsky Institute of Organic Chemistry, Moscow; Bruker AC200 SF=50.32 MHz { 13C} SI=16K SW=11627 O1=5600 PW=6.0 AQ=0.705 RD=1.00 NS=32548 SR=578.71 TE=297K 24 January 2015 Opr: Struchkova M.L; Solv: DMSO-d6;
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© Zelinsky Institute of Organic Chemistry, Moscow; Bruker AM300 SF=75.47 MHz {13C}JMOD SI=32K SW=18027 O1=7546 PW=13.0 AQ=1.814 RD=0.10 N§=178 SR=-6.64 TE=299K 28 January 2015 Opr: Struchkova M.L; Seclv: CDCIl3;
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Display Report

Analysis Info
Analysis Name
Method
Sample Name
Comment

tune_low.m
/USED 777
CH3CN 100 %, dil.

D:\Data\Chizhov\Makhova\Fershtat\777_low.d

20, no calibrant added

Acquisition Date  27.02.2015 12:54.06

Operator
Instrument / Ser#

BDAL@DE

micrOTOF 10248

Acquisition Parameter
Source Type ESI
Focus Not active
Scan Begin 50 m/z
Scan End 3000 m/z

lon Polarity

Set Capillary
Set End Plate Oftset

Positive

4500 V
-500 vV

Set Nebulizer
Set Dry Heater
Set Dry Gas
Set Divert Valve

0.4 Bar
180 °C
4.0 Vmin
Waste

Intens.

x104 128.1210

1.254

1.00

0.75

0.50

0.254
237.0027

0.00 =

289.1

0299

437.1921

360.3233
Wl o L

ALk

555.0686619.5257

L

+MS, 0.0-1.0min #(1-59)]

7955027 gg1.7493
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Bruker Compass DataAnalysis 4.0

printed:

27.02.201512:57:38

Page 1 of 1



L/ obeyg

0'2s2-03M1a3va

'002/L1gx 0 e¥goddadu * Z6/-037 “LVIMdId

SL0220'2L

L-WD JaquIinuaAepn

0ooc

oooge 0ose

00s¢

00S1L

0001

00S

40

50

60
|

Transmittance [%]
70 80 90

100

110

1032 —1‘8{& =

% we

—_ 86—
854 819 —




Zelinsky Institute of Organic Chemistry, Moscow; Bruker AC200 SF=200.13 MHz {1H} SI=16K SW=4000 O1=4888 PW=06.0 AQ=2.048 RD=3.00 NS=12 SR=3287.07 TE=297K 20 Octcber 2014 Opr: Struchkova M.L: Solv: DMSO-d6;
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Display Report

Analysis Info Acquisition Date  21.10.2014 14:50:38
Analysis Name  D:\Data\Kadentsev\2014\Fershtat\21-10-14-004.d
Method tune_wide.m Operator BDAL@DE
Sample Name  /USED 695 Instrument / Ser# micrOTOF 10248
Comment MeCN 100 %, Mw464 not 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 #(2-58)
635.4946
4000
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764.5690
381.2864 453.1592
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Bruker Compass DataAnalysis 4.0 printed:  21.10.2014 15:12:55 Page 1 of 1
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© Zelinsky Institute of Organic Chemistry, Moscow; Bruker AC200 SF=200.13 MHz { 1H} SI=16K SW=4000 O1=4888 PW=6.0 AQ=2.048 RD=3.00 NS=12 SR=3287.07 TE=297K 25 November 2014 Opr: Struchkova M.L; Solv: DMSO-d6;
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Display Report

Analysis Info
Analysis Name
Method
Sample Name
Comment

tune_wide.m
/USED 735

D:\Data\Kolotyrkina\2014\Fershtat\1211004.d

C18HBNBO8 mw 464 calibrant added

Acquisition Date  11.12.2014 12:07:02
Operator BDAL@DE

Instrument / Ser# micrOTOF 10248

Acquisition Parameter
Source Type ESI
Focus Not active
Scan Begin 50 m/z
Scan End 3000 m/z

lon Polarity Positive

4500 V
-500 V

Set Capillary
Set End Plate Offset

Set Nebulizer
Set Dry Heater
Set Dry Gas
Set Divert Valve

0.4 Bar
180 °C
4.0 l/min
Waste

Intens.

50004

4000
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487.0337

2000

—_— 474.0384

u

INFITRI ‘]IL l Al
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523.0535 545.3988
I.AII.L Lt s .L L
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© Zelinsky Institute of Organic Chemistry, Moscow; Bruker AM300 SF=300.13 MHz {1H} SI=16K SW=6010 O1=2401 PW=9.0 AQ=1.351 RD=3.00 NS=1 SR=1.83 TE=300K 19 December 2014 Opr: Struchkova M.L; Solv: DMSO-d6;
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mNm_E&Q Institute of Organic Chemistry, Moscow; Bruker AC200 SF=200.13 MHz { 11} SI=16K SW=4000 O1=4888 PW=6.0 AQ=2.048 RD=3.00 NS=32 SR=3287.07 TE=297K 2 December 2014 Opr: Struchkova M.L; Solv: DMSO-dé;
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/USED 789

© Zelinsky Institute of Organic Chemistry, Moscow; Bruker AC200 SF=200.13 MHz {1H} SI=16K SW=4000 O1=4888 PW=6.0 AQ=2.048 RD=3.00 NS=12 SR=3289.08 TE=297K 11 February 2015 Opr: Struchkova M.1; Solv: DMSO-d6;
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Zelinsky Institute of Organic Chemistry, Moscow:; Bruker AM300 SF=300.13 MHz {1H} SI=16K SW=6010 O1=2401 PW=9.0 AQ=1.351 RD=3.00 NS=1 SR=-4.17 TE=300K 11 December 2014 Opr: Struchkova M.L; Solv: DMSO-d6;
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Zelinsky Institute of Organic Chemistry, Moscow; Bruker AC200 SF=50.32 MHz {13C} SI=16K SW=11627 01=5600 PW=6.0 AQ=0.705 RD=2.00 NS=17893 SR=578.20 TE=297K 30 January 2015 Opr: Stuchkova M.I; Solv: DMSO-d6;
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Display Report

Analysis Info
Analysis Name  D:\Data\Chizhov\Makhova\Fershtat\746_8&clb.d
Method tune_wide.m Operator BDAL@DE

Sample Name  /USED 746 Instrument / Ser# micrOTOF 10248
Comment CH3CN 100 %, dil. 200, calibrant added

Acquisition Date  02.04.2015 14:52:02

Acquisition Parameter

Source Type ESI lon Polarity Positive Set Nebulizer 0.4 Bar
Focus Not aclive Set Dry Heater 180 °C
Scan Begin 50 m/z Set Capillary 4500 V Set Dry Gas 4.0 Ifmin
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© Zelinsky Institute of Organic Chemistry, Moscow: Bruker AM300 SF=300.13 MHz {1H} SI=16K SW=7500 01=2401 PW=9.0 AQ=1.083 RD=3.00 NS=1 SR=4.43 TE=300K 3 December 2014 Opr: Struchkova M.I; Solv: CDCI3;
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© Zelinsky Institute of Organic Chemistry, Moscow; Bruker AC200 SF=50.32 MHz {13C} SI=16K SW=11627 01=5600 PW=6.0 AQ=0.705 RD=2.00 NS=10881 SR=324.84 TE=297K 4 December 2014 Opr: Struchkova M.L; Solv: CDCI3;
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Display Report

Analysis Info

Acquisition Date  02.04.2015 14:46:31
Analysis Name  D:\Data\Chizhov\Makhova\Fershtat\740_&clb.d

Method tune_wide.m Operator BDAL@DE
Sample Name  /USED 740 Instrument / Ser# micrOTOF 10248
Comment CH3CN 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
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© Zelinsky Institute of Organic Chemistry, Moscow:; Bruker AC200 SF=200.13 MHz {1H} SI=16K SW=4000 O1=4888 PW=6.0 AQ=2.048 RD=3.00 NS=12 SR=3287.07 TE=297K 26 February 2015 Opr: Struchkova M.I.; Solv: DMSO-d6;
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Zelinsky Institute of Organic Chemistry, Moscow; Bruker AC200 SF=50.32 MHz {13C} SI=16K SW=11627 O1=5600 PW=6.0 AQ=0.705 RD=1.00 NS=26239 SR=578.20 TE=297K 27 February 2015 Opr: Struchkova M.L; Solv: DMSO-d6;
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© Zelinsky Institute of Organic Chemistry, Moscow; Bruker AC200 SF=200.13 MHz { 1H} SI=16K SW=4000 O1=4888 PW=0.0 AQ=2.048 RD=3.00 NS=16 SR=3287.07 TE=297K 22 December 2014 Opr: Struchkova M.L; Solv: DMSO-d6;
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Zelinsky Institute of Organic Chemistry, Moscow; Bruker AM300 SF=300.13 MHz {1H} SI=16K SW=6002 01=2200 PW=9.0 AQ=1.352 RD=2.00 NS=1 SR=1.82 TE=298K 2 April 2015 Opr: Struchkova M.L; Solv: DMSO-d6;
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© Zelinsky Institute of Organic Chemistry, Moscow; Bruker AM300 SF=75.47 MHz {13C} SI=32K SW=18866 01=7920 PW=10.0 AQ=0.864 RD=2.00 NS=322 SR=38.21 TE=299K 7 April 2015 Opr: Struchkova M.I; Solv: DMSO-d6;
3
. /USED 795.c13
lev @ ™ < oy — =M o~
X 0 [N ~ WO Y T OON ONT A OV — 00 M~
g kY E ' v NO~NOT O™ 0 @ ™~
Z © o N sa3 RN Soan oo ®®®® =
vWa — il — SO Semmmmmma®e ® ©
Y / ) / \\L ]
s}
i /\ /\\ ////g\\\\ /\
| \ -
g S
: O @ Me Me_ g O
N= =N
g O. -~ O/Z Z\O e
S N \ \ N
= N N
/N
SN, N
o
7k
13C NMR, 75.5 MHz, DMSO-dj
7
|
7 :
o | _
J— il |
e R e i e e T | R R e R e | e R R e R T e e R e S e R K s
190 180 170 160 150 140 130 120 110 100 90 80 70 60 50 40 30 20 10 0 pem




