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Table S1: Calculated Ki values for N-carboxy pyrrolidine analogs 

Compound SaFabI  AbFabI Compound SaFabI  AbFabI  

IC50 

(µM) 

 Ki 

(µM) 

IC50 

(µM) 

Ki 

(µM) 

IC50 

(µM) 

Ki 

(µM) 

IC50 

(µM) 

Ki 

(µM) 

1 10.7 4.0 3.1 1.6 16 1.8 0.7 >200 >100 

2 5.0 1.9 3.9 2.0 17 >100 >37.1 >100 >50 

3 4.6 1.7 2.1 1.1 18 >100 >37.1 >100 >50 

4 7.3 2.7 9.3 4.7 19 >100 >37.1 >100 >50 

5 3.0 1.1 7.4 3.7 20 >100 >37.1 >100 >50 

6 1.9 0.7 6.9 3.5 21 >100 >37.1 >100 >50 

7 5.7 2.1 3.0 1.5 22 >100 >37.1 >100 >50 

8 0.5 0.2 3.6 1.8 23 1.2 0.4 0.5 0.2 

9 12.5 4.6 >200  >100 24 3.5 1.3 0.4 0.2 

10 18.4 6.8 30.7 15.4 25 3.6 1.3 >200  >100 

11 6.0 2.2 14.0 7.0 26 1.1 0.4 8.5 4.3 

12 2.5 0.9 7.8 3.9 27 4.5 1.7 20.0 10.0 

13 2.7 1.0 32.0 16.0 28 28.4 10.5 7.1 3.6 

14 2.3 0.9 54.0 27.0 29 >100 >37.1 >100  >50 

15 5.5 2.0 13.7 6.9           

          

 

 

 

Ki values were calculated by the Cheng-Prusoff equation for competitive inhibition. We assume the mechanism of 

inhibition to be competitive as we see that in the crystal structure compound 1 occupies the same region in the active 

site as known FabI inhibitors that are competitive with the substrate (Mehboob et al, J Med Chem. 2012, 55: 5933-41). 

However, this remains to be confirmed experimentally. 

 

Cheng-Prusoff equation: 

 

Ki = IC50/(1+ ([S]/Km)) 
 

where [S] (substrate concentration used in the assay) is 400 µM for SaFabI and 300 µM for AbFabI and substrate Km 

values are 236 µM for SaFabI and 300 µM for AbFabI.   

  

https://www.ncbi.nlm.nih.gov/pubmed/22642319


NMR Spectra and Mass Spectra for each compound discussed in this article are provided herein.  This 

information provides conclusive evidence confirming identity and purity of the compounds.  The 

compounds were rationally designed and then custom synthesized by Life Chemicals.  The compound 

names provided by Life Chemicals appears on each data sheet.  Below is the table correlating the 

compound numbers appearing in the manuscript with the numbers provided by Life Chemicals.   

  

 

 

 

Compound 
# 

Compound name % purity as observed by 
mass spec 

identity confirmed 
by 1H- NMR 

Spectra displayed 
on page 

1 F5831-3142    >95 % Yes  4, 5 

2 F0687-0495 >95 % Yes  6, 7 

3 F0687-0499 >95 % Yes  8, 9 

4 F0687-0497 >95 % Yes  10, 11 

5 F0687-0501 >95 % Yes 12, 13 

6 F0687-0496 >95 % Yes 14, 15 

7 F0687-0500 >95 % Yes 16, 17 

8 F0687-0473 >95 % Yes 18, 19 

9 F5831-2782 >95 % Yes 20, 21 

10 F6395-0086 >95 % Yes 22, 23 

11 F0687-0483 >95 % Yes 24, 25 

12 F6518-4222 >95 % Yes 26, 27 

13 F0687-0502 >95 % Yes 28, 29 

14 F0687-0503 >95 % Yes 30, 31 

15 F0687-0504 >95 % Yes 32, 33 

16 F6518-4339 >95 % Yes 34, 35 

17 F0687-0489 >95 % Yes 36,37 

18 F0687-0490 >95 % Yes 38, 39 

19 F0687-0491 >95 % Yes 40, 41 

20 F0687-0492 >95 % Yes 42, 43 

21 F0687-0494 >95 % Yes 44, 45 

22 F6518-4320 >95 % Yes 46, 47 

23 F0687-0468 >95 % Yes 48, 49 

24 F0687-0471 >95 % Yes 50, 51 

25 F0687-0493 >95 % Yes 52, 53 

26 F0687-0478 >95 % Yes 54, 55 

27 F0687-0481 >95 % Yes 56, 57 

28 F0687-0475 >95 % Yes 58, 59 

29 F0687-0498 >95 % Yes  60, 61 





-.o.-Syntez Purity Report -.o.-
Agilent 1200 LC/MSD Mobile Phase:A-H2O+0.1HCOOH;B-MeCN+0.1HCOOH
Diodearrey G1315B (DAD1A-215nm; DAD1B-240nm) Separation column:
Mass Quad  G6140A (MSD1-Pos,   MSD2-Neg) Rapid Resolutionn HT Cartige 4.6x30mm, 
ELSD Altech 3300  (ADC1 A, ELSD) 1.8-Micron, Zorbax SB-C18
-------------------------------------------------------------------------------------------------->
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*MSD1 SPC, time=1.076 of X:\OUTPUT\2015\15_09\150910\M18607\F5831-3142.D    ES-API, Pos, Fast Scan, Frag: 120, "Positiv

625. 125.0  324.0

623.2
 301.2

 300.2

 #                     Signal                       R.Time     Area %  
-----------------------------------------------------------------------
  1 DAD1 A, Sig=215,4 Ref=off                          0.776      0.762
  2                                                    1.027     98.279
  3                                                    1.103      0.959

 #                     Signal                       R.Time     Area %  
-----------------------------------------------------------------------
 

 #                     Signal                       R.Time     Area %  
-----------------------------------------------------------------------
  1 ELS1 A, Signal Voltage                             1.131    100.000

 #                     Signal                       R.Time     Area %  
-----------------------------------------------------------------------
  1 MSD1 TIC, MS File                                  1.074    100.000

 X:\OUTPUT\2015\15_09\150910\M18607\F5831-  ->      Sample Name: F5831-3142      
-------------------------------------------------------------------------------------------------->

 Inj. Data 10.09.2015               * www.lifechemicals.com *               LIF01 1200   P1-A-02 
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-.o.-Syntez Purity Report -.o.-
Agilent 1200 LC/MSD Mobile Phase:A-H2O+0.1HCOOH;B-MeCN+0.1HCOOH
Diodearrey G1315B (DAD1A-215nm; DAD1B-240nm) Separation column:
Mass Quad  G6140A (MSD1-Pos,   MSD2-Neg) Rapid Resolutionn HT Cartige 4.6x30mm, 
ELSD Altech 3300  (ADC1 A, ELSD) 1.8-Micron, Zorbax SB-C18
-------------------------------------------------------------------------------------------------->
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*MSD1 SPC, time=1.052 of X:\OUTPUT\2016\16_03\160321\M20330\F0687-0495.D    ES-API, Pos, Fast Scan, Frag: 120, "Positiv

 306.0

 284.2

 #                     Signal                       R.Time     Area %  
-----------------------------------------------------------------------
  1 DAD1 A, Sig=215,4 Ref=off                          0.787      1.610
  2                                                    0.842      0.720
  3                                                    0.990     96.407
  4                                                    1.043      0.265
  5                                                    1.112      0.997

 #                     Signal                       R.Time     Area %  
-----------------------------------------------------------------------
 

 #                     Signal                       R.Time     Area %  
-----------------------------------------------------------------------
  1 ELS1 A, Signal Voltage                             1.072    100.000

 #                     Signal                       R.Time     Area %  
-----------------------------------------------------------------------
  1 MSD1 TIC, MS File                                  1.049    100.000

 X:\OUTPUT\2016\16_03\160321\M20330\F0687-  ->      Sample Name: F0687-0495      
-------------------------------------------------------------------------------------------------->

 Inj. Data 21.03.2016               * www.lifechemicals.com *               LIF01 1200   P1-E-06 
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-.o.-Syntez Purity Report -.o.-
Agilent 1200 LC/MSD Mobile Phase:A-H2O+0.1HCOOH;B-MeCN+0.1HCOOH
Diodearrey G1315B (DAD1A-215nm; DAD1B-240nm) Separation column:
Mass Quad  G6140A (MSD1-Pos,   MSD2-Neg) Rapid Resolutionn HT Cartige 4.6x30mm, 
ELSD Altech 3300  (ADC1 A, ELSD) 1.8-Micron, Zorbax SB-C18
-------------------------------------------------------------------------------------------------->
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*MSD1 SPC, time=1.064 of X:\OUTPUT\2016\16_03\160328\M20416\F0687-0499.D    ES-API, Pos, Fast Scan, Frag: 120, "Positiv

 161.0 336.
 315.2

 314.2

 #                     Signal                       R.Time     Area %  
-----------------------------------------------------------------------
  1 DAD1 A, Sig=215,4 Ref=off                          1.012    100.000

 #                     Signal                       R.Time     Area %  
-----------------------------------------------------------------------
 

 #                     Signal                       R.Time     Area %  
-----------------------------------------------------------------------
  1 ELS1 A, Signal Voltage                             1.102    100.000

 #                     Signal                       R.Time     Area %  
-----------------------------------------------------------------------
  1 MSD1 TIC, MS File                                  1.067    100.000

 X:\OUTPUT\2016\16_03\160328\M20416\F0687-  ->      Sample Name: F0687-0499      
-------------------------------------------------------------------------------------------------->

 Inj. Data 28.03.2016               * www.lifechemicals.com *               LIF01 1200   P2-E-02 
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-.o.-Syntez Purity Report -.o.-
Agilent 1200 LC/MSD Mobile Phase:A-H2O+0.1HCOOH;B-MeCN+0.1HCOOH
Diodearrey G1315B (DAD1A-215nm; DAD1B-240nm) Separation column:
Mass Quad  G6140A (MSD1-Pos,   MSD2-Neg) Rapid Resolutionn HT Cartige 4.6x30mm, 
ELSD Altech 3300  (ADC1 A, ELSD) 1.8-Micron, Zorbax SB-C18
-------------------------------------------------------------------------------------------------->
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*MSD1 SPC, time=1.064 of X:\OUTPUT\2016\16_03\160328\M20416\F0687-0497.D    ES-API, Pos, Fast Scan, Frag: 120, "Positiv

324. 303.2

 302.2

 #                     Signal                       R.Time     Area %  
-----------------------------------------------------------------------
  1 DAD1 A, Sig=215,4 Ref=off                          1.003    100.000

 #                     Signal                       R.Time     Area %  
-----------------------------------------------------------------------
 

 #                     Signal                       R.Time     Area %  
-----------------------------------------------------------------------
  1 ELS1 A, Signal Voltage                             1.105    100.000

 #                     Signal                       R.Time     Area %  
-----------------------------------------------------------------------
  1 MSD1 TIC, MS File                                  1.059    100.000

 X:\OUTPUT\2016\16_03\160328\M20416\F0687-  ->      Sample Name: F0687-0497      
-------------------------------------------------------------------------------------------------->

 Inj. Data 28.03.2016               * www.lifechemicals.com *               LIF01 1200   P2-E-03 
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-.o.-Syntez Purity Report -.o.-
Agilent 1200 LC/MSD Mobile Phase:A-H2O+0.1HCOOH;B-MeCN+0.1HCOOH
Diodearrey G1315B (DAD1A-215nm; DAD1B-240nm) Separation column:
Mass Quad  G6140A (MSD1-Pos,   MSD2-Neg) Rapid Resolutionn HT Cartige 4.6x30mm, 
ELSD Altech 3300  (ADC1 A, ELSD) 1.8-Micron, Zorbax SB-C18
-------------------------------------------------------------------------------------------------->
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*MSD1 SPC, time=1.076 of X:\OUTPUT\2016\16_03\160328\M20416\F0687-0501.D    ES-API, Pos, Fast Scan, Frag: 120, "Positiv

 161.2 354.
 333.2

 332.2

 #                     Signal                       R.Time     Area %  
-----------------------------------------------------------------------
  1 DAD1 A, Sig=215,4 Ref=off                          1.025    100.000

 #                     Signal                       R.Time     Area %  
-----------------------------------------------------------------------
 

 #                     Signal                       R.Time     Area %  
-----------------------------------------------------------------------
  1 ELS1 A, Signal Voltage                             1.112    100.000

 #                     Signal                       R.Time     Area %  
-----------------------------------------------------------------------
  1 MSD1 TIC, MS File                                  1.080    100.000

 X:\OUTPUT\2016\16_03\160328\M20416\F0687-  ->      Sample Name: F0687-0501      
-------------------------------------------------------------------------------------------------->

 Inj. Data 28.03.2016               * www.lifechemicals.com *               LIF01 1200   P2-E-04 
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-.o.-Syntez Purity Report -.o.-
Agilent 1200 LC/MSD Mobile Phase:A-H2O+0.1HCOOH;B-MeCN+0.1HCOOH
Diodearrey G1315B (DAD1A-215nm; DAD1B-240nm) Separation column:
Mass Quad  G6140A (MSD1-Pos,   MSD2-Neg) Rapid Resolutionn HT Cartige 4.6x30mm, 
ELSD Altech 3300  (ADC1 A, ELSD) 1.8-Micron, Zorbax SB-C18
-------------------------------------------------------------------------------------------------->
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*MSD1 SPC, time=1.064 of X:\OUTPUT\2016\16_03\160321\M20330\F0687-0496.D    ES-API, Pos, Fast Scan, Frag: 120, "Positiv

 127.0  324.0

 302.2

 #                     Signal                       R.Time     Area %  
-----------------------------------------------------------------------
  1 DAD1 A, Sig=215,4 Ref=off                          0.526      0.534
  2                                                    0.787      1.249
  3                                                    0.860      0.632
  4                                                    1.006     97.073
  5                                                    1.098      0.512

 #                     Signal                       R.Time     Area %  
-----------------------------------------------------------------------
 

 #                     Signal                       R.Time     Area %  
-----------------------------------------------------------------------
  1 ELS1 A, Signal Voltage                             1.094    100.000

 #                     Signal                       R.Time     Area %  
-----------------------------------------------------------------------
  1 MSD1 TIC, MS File                                  1.065    100.000

 X:\OUTPUT\2016\16_03\160321\M20330\F0687-  ->      Sample Name: F0687-0496      
-------------------------------------------------------------------------------------------------->

 Inj. Data 21.03.2016               * www.lifechemicals.com *               LIF01 1200   P1-E-07 
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-.o.-Syntez Purity Report -.o.-
Agilent 1100 LC/MSD SL Mobile Phase:A-H2O+0.1%HCOOH;B-MeCN+0.1HCOOH 
Diodearrey G1315B (DAD1A-215nm; DAD1B-254nm) Separation column:
Mass Quad  G1956B (MSD1-Pos,   MSD2-Neg) Rapid Resolutionn HT Cartrige 4.6x30mm, 
ELSD Altech 3300  (ADC1 A, ELSD) 1.8-Micron, Zorbax SB C-18
-------------------------------------------------------------------------------------------------->

N

O

F

F

O

CH
3

0.5 1 1.5

mAu

925

 ADC1 A, ELSD (X:\OUTPUT\2016\16_03\160322\M20343\06870500.D)

 1
.1

59

0.5 1 1.5

mAU

0

1000

 DAD1 A, Sig=215,4 Ref=off (X:\OUTPUT\2016\16_03\160322\M20343\06870500.D)

 0
.9

95 1
.0

50

0.5 1 1.5

mAU

0

 DAD1 B, Sig=241,4 Ref=off (X:\OUTPUT\2016\16_03\160322\M20343\06870500.D)

0.5 1 1.5

0

2000000

4000000

 MSD1 TIC, MS File (X:\OUTPUT\2016\16_03\160322\M20343\06870500.D)    API-ES, Pos, Scan

 1
.0

87F0687-0500

 

------------------------------------------------------------------------------------------------>

m/z100 150 200 250 300 350

0

25

50

75

*MSD1 SPC, time=1.082 of X:\OUTPUT\2016\16_03\160322\M20343\06870500.D    API-ES, Pos, Scan, Frag: 150, "Positive"

354. 333.2

 332.1

 #                     Signal                       R.Time     Area %  
-----------------------------------------------------------------------
  1 ADC1 A, ELSD                                       1.159    100.000

 #                     Signal                       R.Time     Area %  
-----------------------------------------------------------------------
  1 DAD1 A, Sig=215,4 Ref=off                          0.995      0.528
  2                                                    1.025      2.825
  3                                                    1.050     96.646

 #                     Signal                       R.Time     Area %  
-----------------------------------------------------------------------
 

 #                     Signal                       R.Time     Area %  
-----------------------------------------------------------------------
  1 MSD1 TIC, MS File                                  1.087    100.000

 X:\OUTPUT\2016\16_03\160322\M20343\06870500.D      Sample Name: F0687-0500      
-------------------------------------------------------------------------------------------------->

 Inj. Data 22.03.2016               * www.lifechemicals.com *               LIF01        P1-B-01 

Page 1 of 1

M.Stanislavskaya
96





-.o.-Syntez Purity Report -.o.-
Agilent 1200 LC/MSD Mobile Phase:A-H2O+0.1HCOOH;B-MeCN+0.1HCOOH
Diodearrey G1315B (DAD1A-215nm; DAD1B-240nm) Separation column:
Mass Quad  G6140A (MSD1-Pos,   MSD2-Neg) Rapid Resolutionn HT Cartige 4.6x30mm, 
ELSD Altech 3300  (ADC1 A, ELSD) 1.8-Micron, Zorbax SB-C18
-------------------------------------------------------------------------------------------------->
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681.2
 330.0

 #                     Signal                       R.Time     Area %  
-----------------------------------------------------------------------
  1 DAD1 A, Sig=215,4 Ref=off                          0.645      0.306
  2                                                    1.047     99.694

 #                     Signal                       R.Time     Area %  
-----------------------------------------------------------------------
 

 #                     Signal                       R.Time     Area %  
-----------------------------------------------------------------------
  1 ELS1 A, Signal Voltage                             1.140    100.000

 #                     Signal                       R.Time     Area %  
-----------------------------------------------------------------------
  1 MSD1 TIC, MS File                                  1.085    100.000

 X:\OUTPUT\2015\15_10\151026\M19022\F0687-  ->      Sample Name: F0687-0473      
-------------------------------------------------------------------------------------------------->

 Inj. Data 26.11.2015               * www.lifechemicals.com *               LIF01 1200   P2-E-06 
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-.o.-Syntez Purity Report -.o.-
Agilent 1100 LC/MSD SL Mobile Phase:A-H2O+0.1%HCOOH;B-MeCN+0.1HCOOH 
Diodearrey G1315B (DAD1A-215nm; DAD1B-254nm) Separation column:
Mass Quad  G1956B (MSD1-Pos,   MSD2-Neg) Rapid Resolutionn HT Cartrige 4.6x30mm, 
ELSD Altech 3300  (ADC1 A, ELSD) 1.8-Micron, Zorbax SB C-18
-------------------------------------------------------------------------------------------------->
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------------------------------------------------------------------------------------------------>
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75

*MSD1 SPC, time=1.082 of X:\OUTPUT\2015\15_12\151210\M19467\58312782.D    API-ES, Pos, Scan, Frag: 150, "Positive"

 333.0 102.2  352.0

 332.0

 330.0

 #                     Signal                       R.Time     Area %  
-----------------------------------------------------------------------
  1 ADC1 A, ELSD                                       1.156    100.000

 #                     Signal                       R.Time     Area %  
-----------------------------------------------------------------------
  1 DAD1 A, Sig=215,4 Ref=off                          0.657      0.234
  2                                                    1.005      0.598
  3                                                    1.041     99.168

 #                     Signal                       R.Time     Area %  
-----------------------------------------------------------------------
 

 #                     Signal                       R.Time     Area %  
-----------------------------------------------------------------------
  1 MSD1 TIC, MS File                                  1.075    100.000

 X:\OUTPUT\2015\15_12\151210\M19467\58312782.D      Sample Name: F5831-2782      
-------------------------------------------------------------------------------------------------->

 Inj. Data 11.12.2015               * www.lifechemicals.com *               LIF01        P2-E-03 

Page 1 of 1

M.Stanislavskaya
99





-.o.-Syntez Purity Report -.o.-
Agilent 1200 LC/MSD Mobile Phase:A-H2O+0.1HCOOH;B-MeCN+0.1HCOOH
Diodearrey G1315B (DAD1A-215nm; DAD1B-240nm) Separation column:
Mass Quad  G6140A (MSD1-Pos,   MSD2-Neg) Rapid Resolutionn HT Cartige 4.6x30mm, 
ELSD Altech 3300  (ADC1 A, ELSD) 1.8-Micron, Zorbax SB-C18
-------------------------------------------------------------------------------------------------->
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------------------------------------------------------------------------------------------------>
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*MSD1 SPC, time=0.742 of X:\OUTPUT\2015\15_11\151106\M19166\F6395-0086.D    ES-API, Pos, Fast Scan, Frag: 120, "Positiv

 125.0 624. 149.2

 302.2

 323.0

 303.0

 301.2

 #                     Signal                       R.Time     Area %  
-----------------------------------------------------------------------
  1 DAD1 A, Sig=215,4 Ref=off                          0.564      0.435
  2                                                    0.698     96.784
  3                                                    0.727      0.516
  4                                                    0.780      0.670
  5                                                    0.821      0.399
  6                                                    0.885      1.196

 #                     Signal                       R.Time     Area %  
-----------------------------------------------------------------------
  1 DAD1 B, Sig=241,4 Ref=off                          0.564      0.622
  2                                                    0.608      0.372
  3                                                    0.701     97.190
  4                                                    0.730      0.742
  5                                                    0.781      0.435
  6                                                    0.885      0.639

 #                     Signal                       R.Time     Area %  
-----------------------------------------------------------------------
  1 ELS1 A, Signal Voltage                             0.787    100.000

 #                     Signal                       R.Time     Area %  
-----------------------------------------------------------------------
  1 MSD1 TIC, MS File                                  0.741    100.000

 X:\OUTPUT\2015\15_11\151106\M19166\F6395-  ->      Sample Name: F6395-0086      
-------------------------------------------------------------------------------------------------->

 Inj. Data 06.11.2015               * www.lifechemicals.com *               LIF01 1200   P2-D-06 

Page 1 of 1

M.Stanislavskaya
96





-.o.-Syntez Purity Report -.o.-
Agilent 1200 LC/MSD Mobile Phase:A-H2O+0.1HCOOH;B-MeCN+0.1HCOOH
Diodearrey G1315B (DAD1A-215nm; DAD1B-240nm) Separation column:
Mass Quad  G6140A (MSD1-Pos,   MSD2-Neg) Rapid Resolutionn HT Cartige 4.6x30mm, 
ELSD Altech 3300  (ADC1 A, ELSD) 1.8-Micron, Zorbax SB-C18
-------------------------------------------------------------------------------------------------->
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 MSD1 TIC, MS File (X:\OUTPUT\2015\15_10\151026\M19022\F0687-0483.D)    ES-API, Pos, Fa
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------------------------------------------------------------------------------------------------>
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*MSD1 SPC, time=0.885 of X:\OUTPUT\2015\15_10\151026\M19022\F0687-0483.D    ES-API, Pos, Fast Scan, Frag: 120, "Positiv

 155.2 126.0  331.0 639

637.

 309.0

 307.0

 #                     Signal                       R.Time     Area %  
-----------------------------------------------------------------------
  1 DAD1 A, Sig=215,4 Ref=off                          0.845    100.000

 #                     Signal                       R.Time     Area %  
-----------------------------------------------------------------------
  1 DAD1 B, Sig=241,4 Ref=off                          0.845    100.000

 #                     Signal                       R.Time     Area %  
-----------------------------------------------------------------------
  1 ELS1 A, Signal Voltage                             0.939    100.000

 #                     Signal                       R.Time     Area %  
-----------------------------------------------------------------------
  1 MSD1 TIC, MS File                                  0.885    100.000

 X:\OUTPUT\2015\15_10\151026\M19022\F0687-  ->      Sample Name: F0687-0483      
-------------------------------------------------------------------------------------------------->

 Inj. Data 26.11.2015               * www.lifechemicals.com *               LIF01 1200   P2-E-04 

Page 1 of 1

M.Stanislavskaya
100





-.o.-Syntez Purity Report -.o.-
Agilent 1200 LC/MSD Mobile Phase:A-H2O+0.1HCOOH;B-MeCN+0.1HCOOH
Diodearrey G1315B (DAD1A-215nm; DAD1B-240nm) Separation column:
Mass Quad  G6140A (MSD1-Pos,   MSD2-Neg) Rapid Resolutionn HT Cartige 4.6x30mm, 
ELSD Altech 3300  (ADC1 A, ELSD) 1.8-Micron, Zorbax SB-C18
-------------------------------------------------------------------------------------------------->
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 MSD1 TIC, MS File (X:\OUTPUT\2015\15_10\151026\M19022\F6518-4222.D)    ES-API, Pos, Fa
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------------------------------------------------------------------------------------------------>
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*MSD1 SPC, time=1.028 of X:\OUTPUT\2015\15_10\151026\M19022\F6518-4222.D    ES-API, Pos, Fast Scan, Frag: 120, "Positiv

 347.2  368.0

 346.0

 344.0

 #                     Signal                       R.Time     Area %  
-----------------------------------------------------------------------
  1 DAD1 A, Sig=215,4 Ref=off                          0.967      0.953
  2                                                    0.995     99.047

 #                     Signal                       R.Time     Area %  
-----------------------------------------------------------------------
  1 DAD1 B, Sig=241,4 Ref=off                          0.492      0.489
  2                                                    0.967      0.699
  3                                                    0.996     98.812

 #                     Signal                       R.Time     Area %  
-----------------------------------------------------------------------
  1 ELS1 A, Signal Voltage                             1.093    100.000

 #                     Signal                       R.Time     Area %  
-----------------------------------------------------------------------
  1 MSD1 TIC, MS File                                  1.033    100.000

 X:\OUTPUT\2015\15_10\151026\M19022\F6518-  ->      Sample Name: F6518-4222      
-------------------------------------------------------------------------------------------------->

 Inj. Data 26.11.2015               * www.lifechemicals.com *               LIF01 1200   P2-E-05 

Page 1 of 1

M.Stanislavskaya
99





-.o.-Syntez Purity Report -.o.-
Agilent 1100 LC/MSD SL Mobile Phase:A-H2O+0.1%HCOOH;B-MeCN+0.1HCOOH 
Diodearrey G1315B (DAD1A-215nm; DAD1B-254nm) Separation column:
Mass Quad  G1956B (MSD1-Pos,   MSD2-Neg) Rapid Resolutionn HT Cartrige 4.6x30mm, 
ELSD Altech 3300  (ADC1 A, ELSD) 1.8-Micron, Zorbax SB C-18
-------------------------------------------------------------------------------------------------->
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 1
.0

89

0.5 1 1.5

mAU

0

1000

 DAD1 A, Sig=215,4 Ref=off (X:\OUTPUT\2016\16_03\160322\M20343\06870502.D)

 0
.9

77

0.5 1 1.5

mAU

0

100

 DAD1 B, Sig=241,4 Ref=off (X:\OUTPUT\2016\16_03\160322\M20343\06870502.D)

 0
.9

78

0.5 1 1.5
0

2000000
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 1
.0

14F0687-0502

 

------------------------------------------------------------------------------------------------>

m/z100 150 200 250 300 350

0

25

50

75

*MSD1 SPC, time=1.013 of X:\OUTPUT\2016\16_03\160322\M20343\06870502.D    API-ES, Pos, Scan, Frag: 150, "Positive"

350. 329.3

 328.3

 #                     Signal                       R.Time     Area %  
-----------------------------------------------------------------------
  1 ADC1 A, ELSD                                       1.089    100.000

 #                     Signal                       R.Time     Area %  
-----------------------------------------------------------------------
  1 DAD1 A, Sig=215,4 Ref=off                          0.977    100.000

 #                     Signal                       R.Time     Area %  
-----------------------------------------------------------------------
  1 DAD1 B, Sig=241,4 Ref=off                          0.978    100.000

 #                     Signal                       R.Time     Area %  
-----------------------------------------------------------------------
  1 MSD1 TIC, MS File                                  1.014    100.000

 X:\OUTPUT\2016\16_03\160322\M20343\06870502.D      Sample Name: F0687-0502      
-------------------------------------------------------------------------------------------------->

 Inj. Data 22.03.2016               * www.lifechemicals.com *               LIF01        P1-B-03 

Page 1 of 1

M.Stanislavskaya
100





-.o.-Syntez Purity Report -.o.-
Agilent 1200 LC/MSD Mobile Phase:A-H2O+0.1HCOOH;B-MeCN+0.1HCOOH
Diodearrey G1315B (DAD1A-215nm; DAD1B-240nm) Separation column:
Mass Quad  G6140A (MSD1-Pos,   MSD2-Neg) Rapid Resolutionn HT Cartige 4.6x30mm, 
ELSD Altech 3300  (ADC1 A, ELSD) 1.8-Micron, Zorbax SB-C18
-------------------------------------------------------------------------------------------------->
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 MSD1 TIC, MS File (X:\OUTPUT\2016\16_03\160321\M20330\F0687-0503.D)    ES-API, Pos, Fa
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------------------------------------------------------------------------------------------------>
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*MSD1 SPC, time=1.040 of X:\OUTPUT\2016\16_03\160321\M20330\F0687-0503.D    ES-API, Pos, Fast Scan, Frag: 120, "Positiv

368.
 347.2

 346.0

 #                     Signal                       R.Time     Area %  
-----------------------------------------------------------------------
  1 DAD1 A, Sig=215,4 Ref=off                          0.849      0.442
  2                                                    0.876      0.399
  3                                                    0.943      0.152
  4                                                    0.978     99.007

 #                     Signal                       R.Time     Area %  
-----------------------------------------------------------------------
  1 DAD1 B, Sig=241,4 Ref=off                          0.781      0.249
  2                                                    0.849      0.528
  3                                                    0.875      0.495
  4                                                    0.941      0.171
  5                                                    0.978     98.556

 #                     Signal                       R.Time     Area %  
-----------------------------------------------------------------------
  1 ELS1 A, Signal Voltage                             1.059    100.000

 #                     Signal                       R.Time     Area %  
-----------------------------------------------------------------------
  1 MSD1 TIC, MS File                                  1.035    100.000

 X:\OUTPUT\2016\16_03\160321\M20330\F0687-  ->      Sample Name: F0687-0503      
-------------------------------------------------------------------------------------------------->

 Inj. Data 21.03.2016               * www.lifechemicals.com *               LIF01 1200   P1-E-08 

Page 1 of 1

M.Stanislavskaya
99





-.o.-Syntez Purity Report -.o.-
Agilent 1200 LC/MSD Mobile Phase:A-H2O+0.1HCOOH;B-MeCN+0.1HCOOH
Diodearrey G1315B (DAD1A-215nm; DAD1B-240nm) Separation column:
Mass Quad  G6140A (MSD1-Pos,   MSD2-Neg) Rapid Resolutionn HT Cartige 4.6x30mm, 
ELSD Altech 3300  (ADC1 A, ELSD) 1.8-Micron, Zorbax SB-C18
-------------------------------------------------------------------------------------------------->
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 MSD1 TIC, MS File (X:\OUTPUT\2016\16_03\160328\M20416\F0687-0504.D)    ES-API, Pos, Fa
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------------------------------------------------------------------------------------------------>
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*MSD1 SPC, time=1.028 of X:\OUTPUT\2016\16_03\160328\M20416\F0687-0504.D    ES-API, Pos, Fast Scan, Frag: 120, "Positiv

368. 347.2

 346.0

 #                     Signal                       R.Time     Area %  
-----------------------------------------------------------------------
  1 DAD1 A, Sig=215,4 Ref=off                          0.978    100.000

 #                     Signal                       R.Time     Area %  
-----------------------------------------------------------------------
 

 #                     Signal                       R.Time     Area %  
-----------------------------------------------------------------------
  1 ELS1 A, Signal Voltage                             1.059    100.000

 #                     Signal                       R.Time     Area %  
-----------------------------------------------------------------------
  1 MSD1 TIC, MS File                                  1.033    100.000

 X:\OUTPUT\2016\16_03\160328\M20416\F0687-  ->      Sample Name: F0687-0504      
-------------------------------------------------------------------------------------------------->

 Inj. Data 28.03.2016               * www.lifechemicals.com *               LIF01 1200   P2-E-05 

Page 1 of 1

M.Stanislavskaya
uni





-.o.-Syntez Purity Report -.o.-
Agilent 1100 LC/MSD SL Mobile Phase:A-H2O+0.1%HCOOH;B-MeCN+0.1HCOOH 
Diodearrey G1315B (DAD1A-215nm; DAD1B-254nm) Separation column:
Mass Quad  G1956B (MSD1-Pos,   MSD2-Neg) Rapid Resolutionn HT Cartrige 4.6x30mm, 
ELSD Altech 3300  (ADC1 A, ELSD) 1.8-Micron, Zorbax SB C-18
-------------------------------------------------------------------------------------------------->
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 MSD1 TIC, MS File (X:\OUTPUT\2015\15_12\151210\M19467\65184339.D)    API-ES, Pos, Scan
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------------------------------------------------------------------------------------------------>
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*MSD1 SPC, time=1.082 of X:\OUTPUT\2015\15_12\151210\M19467\65184339.D    API-ES, Pos, Scan, Frag: 150, "Positive"

 365.0 102.2  383.9

 364.0

 362.0

 #                     Signal                       R.Time     Area %  
-----------------------------------------------------------------------
  1 ADC1 A, ELSD                                       1.160    100.000

 #                     Signal                       R.Time     Area %  
-----------------------------------------------------------------------
  1 DAD1 A, Sig=215,4 Ref=off                          1.044    100.000

 #                     Signal                       R.Time     Area %  
-----------------------------------------------------------------------
  1 DAD1 B, Sig=241,4 Ref=off                          1.045    100.000

 #                     Signal                       R.Time     Area %  
-----------------------------------------------------------------------
  1 MSD1 TIC, MS File                                  1.082    100.000

 X:\OUTPUT\2015\15_12\151210\M19467\65184339.D      Sample Name: F6518-4339      
-------------------------------------------------------------------------------------------------->

 Inj. Data 11.12.2015               * www.lifechemicals.com *               LIF01        P2-E-02 

Page 1 of 1

M.Stanislavskaya
100





-.o.-Syntez Purity Report -.o.-
Agilent 1100 LC/MSD SL Mobile Phase:A-H2O+0.1%HCOOH;B-MeCN+0.1HCOOH 
Diodearrey G1315B (DAD1A-215nm; DAD1B-254nm) Separation column:
Mass Quad  G1956B (MSD1-Pos,   MSD2-Neg) Rapid Resolutionn HT Cartrige 4.6x30mm, 
ELSD Altech 3300  (ADC1 A, ELSD) 1.8-Micron, Zorbax SB C-18
-------------------------------------------------------------------------------------------------->
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 MSD1 TIC, MS File (X:\OUTPUT\2015\15_12\151214\M19493\06870489.D)    API-ES, Pos, Scan
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------------------------------------------------------------------------------------------------>
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*MSD1 SPC, time=0.842 of X:\OUTPUT\2015\15_12\151214\M19493\06870489.D    API-ES, Pos, Scan, Frag: 150, "Positive"

 346.1

 345.0
647

646

644.
 323.0

 #                     Signal                       R.Time     Area %  
-----------------------------------------------------------------------
  1 ADC1 A, ELSD                                       0.926     98.943
  2                                                    1.016      1.057

 #                     Signal                       R.Time     Area %  
-----------------------------------------------------------------------
  1 DAD1 A, Sig=215,4 Ref=off                          0.801      0.306
  2                                                    0.812     98.455
  3                                                    0.834      1.239

 #                     Signal                       R.Time     Area %  
-----------------------------------------------------------------------
  1 DAD1 B, Sig=241,4 Ref=off                          0.801      0.437
  2                                                    0.813     98.722
  3                                                    0.834      0.841

 #                     Signal                       R.Time     Area %  
-----------------------------------------------------------------------
  1 MSD1 TIC, MS File                                  0.850    100.000

 X:\OUTPUT\2015\15_12\151214\M19493\06870489.D      Sample Name: F0687-0489      
-------------------------------------------------------------------------------------------------->

 Inj. Data 12.12.2015               * www.lifechemicals.com *               LIF01        P2-B-03 

Page 1 of 1

M.Stanislavskaya
uni





-.o.-Syntez Purity Report -.o.-
Agilent 1100 LC/MSD SL Mobile Phase:A-H2O+0.1%HCOOH;B-MeCN+0.1HCOOH 
Diodearrey G1315B (DAD1A-215nm; DAD1B-254nm) Separation column:
Mass Quad  G1956B (MSD1-Pos,   MSD2-Neg) Rapid Resolutionn HT Cartrige 4.6x30mm, 
ELSD Altech 3300  (ADC1 A, ELSD) 1.8-Micron, Zorbax SB C-18
-------------------------------------------------------------------------------------------------->
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 MSD1 TIC, MS File (X:\OUTPUT\2015\15_12\151214\M19493\06870490.D)    API-ES, Pos, Scan
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------------------------------------------------------------------------------------------------>
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*MSD1 SPC, time=0.877 of X:\OUTPUT\2015\15_12\151214\M19493\06870490.D    API-ES, Pos, Scan, Frag: 150, "Positive"

 376.0

 375.0 354.0

 353.0

 #                     Signal                       R.Time     Area %  
-----------------------------------------------------------------------
  1 ADC1 A, ELSD                                       0.949    100.000

 #                     Signal                       R.Time     Area %  
-----------------------------------------------------------------------
  1 DAD1 A, Sig=215,4 Ref=off                          0.768      0.323
  2                                                    0.813      0.625
  3                                                    0.835     99.052

 #                     Signal                       R.Time     Area %  
-----------------------------------------------------------------------
  1 DAD1 B, Sig=241,4 Ref=off                          0.768      0.285
  2                                                    0.813      0.521
  3                                                    0.834     99.194

 #                     Signal                       R.Time     Area %  
-----------------------------------------------------------------------
  1 MSD1 TIC, MS File                                  0.872    100.000

 X:\OUTPUT\2015\15_12\151214\M19493\06870490.D      Sample Name: F0687-0490      
-------------------------------------------------------------------------------------------------->

 Inj. Data 12.12.2015               * www.lifechemicals.com *               LIF01        P2-B-06 

Page 1 of 1

M.Stanislavskaya
99





-.o.-Syntez Purity Report -.o.-
Agilent 1100 LC/MSD SL Mobile Phase:A-H2O+0.1%HCOOH;B-MeCN+0.1HCOOH 
Diodearrey G1315B (DAD1A-215nm; DAD1B-254nm) Separation column:
Mass Quad  G1956B (MSD1-Pos,   MSD2-Neg) Rapid Resolutionn HT Cartrige 4.6x30mm, 
ELSD Altech 3300  (ADC1 A, ELSD) 1.8-Micron, Zorbax SB C-18
-------------------------------------------------------------------------------------------------->
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 MSD1 TIC, MS File (X:\OUTPUT\2015\15_12\151214\M19493\06870491.D)    API-ES, Pos, Scan
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M19493     ->

------------------------------------------------------------------------------------------------>
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*MSD1 SPC, time=0.842 of X:\OUTPUT\2015\15_12\151214\M19493\06870491.D    API-ES, Pos, Scan, Frag: 150, "Positive"

 389.9

 368.0

 367.0

 #                     Signal                       R.Time     Area %  
-----------------------------------------------------------------------
  1 ADC1 A, ELSD                                       0.912    100.000

 #                     Signal                       R.Time     Area %  
-----------------------------------------------------------------------
  1 DAD1 A, Sig=215,4 Ref=off                          0.799    100.000

 #                     Signal                       R.Time     Area %  
-----------------------------------------------------------------------
  1 DAD1 B, Sig=241,4 Ref=off                          0.798    100.000

 #                     Signal                       R.Time     Area %  
-----------------------------------------------------------------------
  1 MSD1 TIC, MS File                                  0.836    100.000

 X:\OUTPUT\2015\15_12\151214\M19493\06870491.D      Sample Name: F0687-0491      
-------------------------------------------------------------------------------------------------->

 Inj. Data 12.12.2015               * www.lifechemicals.com *               LIF01        P2-B-07 

Page 1 of 1

M.Stanislavskaya
100





-.o.-Syntez Purity Report -.o.-
Agilent 1100 LC/MSD SL Mobile Phase:A-H2O+0.1%HCOOH;B-MeCN+0.1HCOOH 
Diodearrey G1315B (DAD1A-215nm; DAD1B-254nm) Separation column:
Mass Quad  G1956B (MSD1-Pos,   MSD2-Neg) Rapid Resolutionn HT Cartrige 4.6x30mm, 
ELSD Altech 3300  (ADC1 A, ELSD) 1.8-Micron, Zorbax SB C-18
-------------------------------------------------------------------------------------------------->
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 MSD1 TIC, MS File (X:\OUTPUT\2015\15_12\151214\M19493\06870492.D)    API-ES, Pos, Scan
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------------------------------------------------------------------------------------------------>
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*MSD1 SPC, time=0.843 of X:\OUTPUT\2015\15_12\151214\M19493\06870492.D    API-ES, Pos, Scan, Frag: 150, "Positive"

 376.0
 354.0  375.0

 353.0

 #                     Signal                       R.Time     Area %  
-----------------------------------------------------------------------
  1 ADC1 A, ELSD                                       0.924     99.038
  2                                                    0.997      0.962

 #                     Signal                       R.Time     Area %  
-----------------------------------------------------------------------
  1 DAD1 A, Sig=215,4 Ref=off                          0.473      0.275
  2                                                    0.768      0.172
  3                                                    0.807     99.554

 #                     Signal                       R.Time     Area %  
-----------------------------------------------------------------------
  1 DAD1 B, Sig=241,4 Ref=off                          0.474      0.107
  2                                                    0.768      0.250
  3                                                    0.808     99.643

 #                     Signal                       R.Time     Area %  
-----------------------------------------------------------------------
  1 MSD1 TIC, MS File                                  0.846    100.000

 X:\OUTPUT\2015\15_12\151214\M19493\06870492.D      Sample Name: F0687-0492      
-------------------------------------------------------------------------------------------------->

 Inj. Data 12.12.2015               * www.lifechemicals.com *               LIF01        P2-B-09 

Page 1 of 1

M.Stanislavskaya
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-.o.-Syntez Purity Report -.o.-
Agilent 1100 LC/MSD SL Mobile Phase:A-H2O+0.1%HCOOH;B-MeCN+0.1HCOOH 
Diodearrey G1315B (DAD1A-215nm; DAD1B-254nm) Separation column:
Mass Quad  G1956B (MSD1-Pos,   MSD2-Neg) Rapid Resolutionn HT Cartrige 4.6x30mm, 
ELSD Altech 3300  (ADC1 A, ELSD) 1.8-Micron, Zorbax SB C-18
-------------------------------------------------------------------------------------------------->
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------------------------------------------------------------------------------------------------>
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*MSD1 SPC, time=0.706 of X:\OUTPUT\2015\15_12\151214\M19493\06870494.D    API-ES, Pos, Scan, Frag: 150, "Positive"
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*MSD1 SPC, time=0.826 of X:\OUTPUT\2015\15_12\151214\M19493\06870494.D    API-ES, Pos, Scan, Frag: 150, "Positive"

 425.0 331.0  390.0  450.0 352.0 101.2
 389.0

 367.1

 #                     Signal                       R.Time     Area %  
-----------------------------------------------------------------------
  1 ADC1 A, ELSD                                       0.784    100.000

 #                     Signal                       R.Time     Area %  
-----------------------------------------------------------------------
  1 DAD1 A, Sig=215,4 Ref=off                          0.670     96.275
  2                                                    0.771      0.298
  3                                                    0.798      3.427

 #                     Signal                       R.Time     Area %  
-----------------------------------------------------------------------
  1 DAD1 B, Sig=241,4 Ref=off                          0.670     97.226
  2                                                    0.768      0.129
  3                                                    0.799      2.645

 #                     Signal                       R.Time     Area %  
-----------------------------------------------------------------------
  1 MSD1 TIC, MS File                                  0.709     88.151
  2                                                    0.830     11.849

 X:\OUTPUT\2015\15_12\151214\M19493\06870494.D      Sample Name: F0687-0494      
-------------------------------------------------------------------------------------------------->

 Inj. Data 12.12.2015               * www.lifechemicals.com *               LIF01        P2-B-05 
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-.o.-Syntez Purity Report -.o.-
Agilent 1100 LC/MSD SL Mobile Phase:A-H2O+0.1%HCOOH;B-MeCN+0.1HCOOH 
Diodearrey G1315B (DAD1A-215nm; DAD1B-254nm) Separation column:
Mass Quad  G1956B (MSD1-Pos,   MSD2-Neg) Rapid Resolutionn HT Cartrige 4.6x30mm, 
ELSD Altech 3300  (ADC1 A, ELSD) 1.8-Micron, Zorbax SB C-18
-------------------------------------------------------------------------------------------------->
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------------------------------------------------------------------------------------------------>
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*MSD1 SPC, time=0.945 of X:\OUTPUT\2015\15_12\151214\M19493\65184320.D    API-ES, Pos, Scan, Frag: 150, "Positive"

 418.0  437.9

 416.0

 #                     Signal                       R.Time     Area %  
-----------------------------------------------------------------------
  1 ADC1 A, ELSD                                       1.013    100.000

 #                     Signal                       R.Time     Area %  
-----------------------------------------------------------------------
  1 DAD1 A, Sig=215,4 Ref=off                          0.768      0.334
  2                                                    0.900     99.666

 #                     Signal                       R.Time     Area %  
-----------------------------------------------------------------------
  1 DAD1 B, Sig=241,4 Ref=off                          0.768      0.252
  2                                                    0.900     99.748

 #                     Signal                       R.Time     Area %  
-----------------------------------------------------------------------
  1 MSD1 TIC, MS File                                  0.937    100.000

 X:\OUTPUT\2015\15_12\151214\M19493\65184320.D      Sample Name: F6518-4320      
-------------------------------------------------------------------------------------------------->

 Inj. Data 12.12.2015               * www.lifechemicals.com *               LIF01        P2-B-08 

Page 1 of 1

M.Stanislavskaya
99





-.o.-Syntez Purity Report -.o.-
Agilent 1200 LC/MSD Mobile Phase:A-H2O+0.1HCOOH;B-MeCN+0.1HCOOH
Diodearrey G1315B (DAD1A-215nm; DAD1B-240nm) Separation column:
Mass Quad  G6140A (MSD1-Pos,   MSD2-Neg) Rapid Resolutionn HT Cartige 4.6x30mm, 
ELSD Altech 3300  (ADC1 A, ELSD) 1.8-Micron, Zorbax SB-C18
-------------------------------------------------------------------------------------------------->
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------------------------------------------------------------------------------------------------>
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*MSD1 SPC, time=0.861 of X:\OUTPUT\2015\15_10\151029\M19076\F0687-0468.D    ES-API, Pos, Fast Scan, Frag: 120, "Positiv

 338.2 294.2
694

 337.2 693

 336.2

 #                     Signal                       R.Time     Area %  
-----------------------------------------------------------------------
  1 DAD1 A, Sig=215,4 Ref=off                          0.816    100.000

 #                     Signal                       R.Time     Area %  
-----------------------------------------------------------------------
  1 DAD1 B, Sig=241,4 Ref=off                          0.816    100.000

 #                     Signal                       R.Time     Area %  
-----------------------------------------------------------------------
  1 ELS1 A, Signal Voltage                             0.904    100.000

 #                     Signal                       R.Time     Area %  
-----------------------------------------------------------------------
  1 MSD1 TIC, MS File                                  0.856    100.000

 X:\OUTPUT\2015\15_10\151029\M19076\F0687-  ->      Sample Name: F0687-0468      
-------------------------------------------------------------------------------------------------->

 Inj. Data 29.10.2015               * www.lifechemicals.com *               LIF01 1200   P1-D-06 
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-.o.-Syntez Purity Report -.o.-
Agilent 1200 LC/MSD Mobile Phase:A-H2O+0.1HCOOH;B-MeCN+0.1HCOOH
Diodearrey G1315B (DAD1A-215nm; DAD1B-240nm) Separation column:
Mass Quad  G6140A (MSD1-Pos,   MSD2-Neg) Rapid Resolutionn HT Cartige 4.6x30mm, 
ELSD Altech 3300  (ADC1 A, ELSD) 1.8-Micron, Zorbax SB-C18
-------------------------------------------------------------------------------------------------->
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*MSD1 SPC, time=0.885 of X:\OUTPUT\2015\15_11\151102\M19109\F0687-0471.D    ES-API, Pos, Fast Scan, Frag: 120, "Positiv

 368.2 324.2

 367.2

 366.2

 #                     Signal                       R.Time     Area %  
-----------------------------------------------------------------------
  1 DAD1 A, Sig=215,4 Ref=off                          0.841    100.000

 #                     Signal                       R.Time     Area %  
-----------------------------------------------------------------------
  1 DAD1 B, Sig=241,4 Ref=off                          0.840    100.000

 #                     Signal                       R.Time     Area %  
-----------------------------------------------------------------------
  1 ELS1 A, Signal Voltage                             0.945    100.000

 #                     Signal                       R.Time     Area %  
-----------------------------------------------------------------------
  1 MSD1 TIC, MS File                                  0.882    100.000

 X:\OUTPUT\2015\15_11\151102\M19109\F0687-  ->      Sample Name: F0687-0471      
-------------------------------------------------------------------------------------------------->

 Inj. Data 02.11.2015               * www.lifechemicals.com *               LIF01 1200   P2-F-02 
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-.o.-Syntez Purity Report -.o.-
Agilent 1100 LC/MSD SL Mobile Phase:A-H2O+0.1%HCOOH;B-MeCN+0.1HCOOH 
Diodearrey G1315B (DAD1A-215nm; DAD1B-254nm) Separation column:
Mass Quad  G1956B (MSD1-Pos,   MSD2-Neg) Rapid Resolutionn HT Cartrige 4.6x30mm, 
ELSD Altech 3300  (ADC1 A, ELSD) 1.8-Micron, Zorbax SB C-18
-------------------------------------------------------------------------------------------------->
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 MSD1 TIC, MS File (X:\OUTPUT\2015\15_12\151216\M19531\06870493.D)    API-ES, Pos, Scan
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------------------------------------------------------------------------------------------------>
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*MSD1 SPC, time=0.860 of X:\OUTPUT\2015\15_12\151216\M19531\06870493.D    API-ES, Pos, Scan, Frag: 150, "Positive"

 368.0

 367.0

 366.0

 #                     Signal                       R.Time     Area %  
-----------------------------------------------------------------------
  1 ADC1 A, ELSD                                       0.929    100.000

 #                     Signal                       R.Time     Area %  
-----------------------------------------------------------------------
  1 DAD1 A, Sig=215,4 Ref=off                          0.816    100.000

 #                     Signal                       R.Time     Area %  
-----------------------------------------------------------------------
  1 DAD1 B, Sig=241,4 Ref=off                          0.816    100.000

 #                     Signal                       R.Time     Area %  
-----------------------------------------------------------------------
  1 MSD1 TIC, MS File                                  0.852    100.000

 X:\OUTPUT\2015\15_12\151216\M19531\06870493.D      Sample Name: F0687-0493      
-------------------------------------------------------------------------------------------------->

 Inj. Data 16.12.2015               * www.lifechemicals.com *               LIF01        P2-F-08 
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-.o.-Syntez Purity Report -.o.-
Agilent 1200 LC/MSD Mobile Phase:A-H2O+0.1HCOOH;B-MeCN+0.1HCOOH
Diodearrey G1315B (DAD1A-215nm; DAD1B-240nm) Separation column:
Mass Quad  G6140A (MSD1-Pos,   MSD2-Neg) Rapid Resolutionn HT Cartige 4.6x30mm, 
ELSD Altech 3300  (ADC1 A, ELSD) 1.8-Micron, Zorbax SB-C18
-------------------------------------------------------------------------------------------------->
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------------------------------------------------------------------------------------------------>
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*MSD1 SPC, time=0.837 of X:\OUTPUT\2015\15_11\151103\M19119\F0687-0478.D    ES-API, Pos, Fast Scan, Frag: 120, "Positiv

 382.2 338.2

 381.2

 380.2

 #                     Signal                       R.Time     Area %  
-----------------------------------------------------------------------
  1 DAD1 A, Sig=215,4 Ref=off                          0.605      0.240
  2                                                    0.797     99.760

 #                     Signal                       R.Time     Area %  
-----------------------------------------------------------------------
  1 DAD1 B, Sig=241,4 Ref=off                          0.605      0.516
  2                                                    0.797     99.484

 #                     Signal                       R.Time     Area %  
-----------------------------------------------------------------------
  1 ELS1 A, Signal Voltage                             0.885    100.000

 #                     Signal                       R.Time     Area %  
-----------------------------------------------------------------------
  1 MSD1 TIC, MS File                                  0.839    100.000

 X:\OUTPUT\2015\15_11\151103\M19119\F0687-  ->      Sample Name: F0687-0478      
-------------------------------------------------------------------------------------------------->

 Inj. Data 03.11.2015               * www.lifechemicals.com *               LIF01 1200   P2-F-03 
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-.o.-Syntez Purity Report -.o.-
Agilent 1200 LC/MSD Mobile Phase:A-H2O+0.1HCOOH;B-MeCN+0.1HCOOH
Diodearrey G1315B (DAD1A-215nm; DAD1B-240nm) Separation column:
Mass Quad  G6140A (MSD1-Pos,   MSD2-Neg) Rapid Resolutionn HT Cartige 4.6x30mm, 
ELSD Altech 3300  (ADC1 A, ELSD) 1.8-Micron, Zorbax SB-C18
-------------------------------------------------------------------------------------------------->
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 MSD1 TIC, MS File (X:\OUTPUT\2015\15_11\151103\M19119\F0687-0481.D)    ES-API, Pos, Fa
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------------------------------------------------------------------------------------------------>
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*MSD1 SPC, time=0.706 of X:\OUTPUT\2015\15_11\151103\M19119\F0687-0481.D    ES-API, Pos, Fast Scan, Frag: 120, "Positiv

365 147.2  345.2

 343.2

 #                     Signal                       R.Time     Area %  
-----------------------------------------------------------------------
  1 DAD1 A, Sig=215,4 Ref=off                          0.668     98.872
  2                                                    0.689      1.128

 #                     Signal                       R.Time     Area %  
-----------------------------------------------------------------------
  1 DAD1 B, Sig=241,4 Ref=off                          0.668     99.639
  2                                                    0.690      0.361

 #                     Signal                       R.Time     Area %  
-----------------------------------------------------------------------
  1 ELS1 A, Signal Voltage                             0.779    100.000

 #                     Signal                       R.Time     Area %  
-----------------------------------------------------------------------
  1 MSD1 TIC, MS File                                  0.709    100.000

 X:\OUTPUT\2015\15_11\151103\M19119\F0687-  ->      Sample Name: F0687-0481      
-------------------------------------------------------------------------------------------------->

 Inj. Data 03.11.2015               * www.lifechemicals.com *               LIF01 1200   P2-F-01 
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-.o.-Syntez Purity Report -.o.-
Agilent 1200 LC/MSD Mobile Phase:A-H2O+0.1HCOOH;B-MeCN+0.1HCOOH
Diodearrey G1315B (DAD1A-215nm; DAD1B-240nm) Separation column:
Mass Quad  G6140A (MSD1-Pos,   MSD2-Neg) Rapid Resolutionn HT Cartige 4.6x30mm, 
ELSD Altech 3300  (ADC1 A, ELSD) 1.8-Micron, Zorbax SB-C18
-------------------------------------------------------------------------------------------------->
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 DAD1 B, Sig=241,4 Ref=off (X:\OUTPUT\2015\15_11\151103\M19119\F0687-0475.D)
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 MSD1 TIC, MS File (X:\OUTPUT\2015\15_11\151103\M19119\F0687-0475.D)    ES-API, Pos, Fa
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------------------------------------------------------------------------------------------------>
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 337.2

 #                     Signal                       R.Time     Area %  
-----------------------------------------------------------------------
  1 DAD1 A, Sig=215,4 Ref=off                          0.558     95.055
  2                                                    0.605      0.412
  3                                                    0.667      0.902
  4                                                    0.688      3.631

 #                     Signal                       R.Time     Area %  
-----------------------------------------------------------------------
  1 DAD1 B, Sig=241,4 Ref=off                          0.558     95.697
  2                                                    0.605      0.427
  3                                                    0.667      1.169
  4                                                    0.688      2.707

 #                     Signal                       R.Time     Area %  
-----------------------------------------------------------------------
  1 ELS1 A, Signal Voltage                             0.651    100.000

 #                     Signal                       R.Time     Area %  
-----------------------------------------------------------------------
  1 MSD1 TIC, MS File                                  0.602    100.000
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-.o.-Syntez Purity Report -.o.-
Agilent 1100 LC/MSD SL Mobile Phase:A-H2O+0.1%HCOOH;B-MeCN+0.1HCOOH 
Diodearrey G1315B (DAD1A-215nm; DAD1B-254nm) Separation column:
Mass Quad  G1956B (MSD1-Pos,   MSD2-Neg) Rapid Resolutionn HT Cartrige 4.6x30mm, 
ELSD Altech 3300  (ADC1 A, ELSD) 1.8-Micron, Zorbax SB C-18
-------------------------------------------------------------------------------------------------->

N

N
H

O

O

O

CH
3

CH
3

0.5 1 1.5

mAu

900

920

 ADC1 A, ELSD (X:\OUTPUT\2016\16_04\160406\M20524\06870498.D)

 1
.0

06

0.5 1 1.5

mAU

0

1000

 DAD1 A, Sig=215,4 Ref=off (X:\OUTPUT\2016\16_04\160406\M20524\06870498.D)

 0
.8

73

0.5 1 1.5

mAU

0

200

 DAD1 B, Sig=241,4 Ref=off (X:\OUTPUT\2016\16_04\160406\M20524\06870498.D)

 0
.8

76 0
.8

95

0.5 1 1.5

1000000

2000000

3000000

 MSD1 TIC, MS File (X:\OUTPUT\2016\16_04\160406\M20524\06870498.D)    API-ES, Pos, Scan

 0
.9

34F0687-0498

160406     ->

------------------------------------------------------------------------------------------------>

m/z100 150 200 250 300 350 400

0

25

50

75

*MSD1 SPC, time=0.928 of X:\OUTPUT\2016\16_04\160406\M20524\06870498.D    API-ES, Pos, Scan, Frag: 150, "Positive"

 387.2 188.1

 130.3  366.2

 365.3

 #                     Signal                       R.Time     Area %  
-----------------------------------------------------------------------
  1 ADC1 A, ELSD                                       1.006    100.000

 #                     Signal                       R.Time     Area %  
-----------------------------------------------------------------------
  1 DAD1 A, Sig=215,4 Ref=off                          0.873      0.975
  2                                                    0.895     99.025

 #                     Signal                       R.Time     Area %  
-----------------------------------------------------------------------
  1 DAD1 B, Sig=241,4 Ref=off                          0.876      0.772
  2                                                    0.895     99.228

 #                     Signal                       R.Time     Area %  
-----------------------------------------------------------------------
  1 MSD1 TIC, MS File                                  0.934    100.000

 X:\OUTPUT\2016\16_04\160406\M20524\06870498.D      Sample Name: F0687-0498      
-------------------------------------------------------------------------------------------------->

 Inj. Data 06.04.2016               * www.lifechemicals.com *               LIF01        P2-C-04 

Page 1 of 1

M.Stanislavskaya
99


	Supplementary Data1
	Binder1.pdf
	Supplementary Data1
	Supplementary Data.pdf
	Supplementary Data1
	Supplementary Data.pdf
	Supplementary Data.pdf
	Compound.data
	1_F5831-3142-NMR.pdf
	1_F5831-3142-MS
	2_F0687-0495-NMR
	2_F0687-0495-MS
	3_F0687-0499-NMR
	3_F0687-0499-MS
	4_F0687-0497-NMR
	4_F0687-0497-MS
	5_F0687-0501-NMR
	5_F0687-0501-MS
	6_F0687-0496-NMR
	6_F0687-0496-MS
	7_F0687-0500-NMR
	7_F0687-0500-MS
	8_F0687-0473-NMR
	8_F0687-0473-MS
	9_F5831-2782-NMR
	9_F5831-2782-MS
	10_F6395-0086-NMR.png
	10_F6395-0086-MS
	11_F0687-0483-NMR
	11_F0687-0483-MS
	12_F6518-4222-NMR
	12_F6518-4222-MS
	13_F0687-0502-NMR
	13_F0687-0502-MS
	14_F0687-0503-NMR
	14_F0687-0503-MS
	15_F0687-0504-NMR
	15_F0687-0504-MS
	16_F6518-4339-NMR
	16_F6518-4339-MS
	17_F0687-0489-NMR
	17_F0687-0489-MS
	18_F0687-0490-NMR
	18_F0687-0490-MS
	19_F0687-0491-NMR
	19_F0687-0491-MS
	20_F0687-04921-NMR
	20_F0687-0492-MS
	21_F0687-0494-NMR
	21_F0687-0494-MS
	22_F6518-4320-NMR
	22_F6518-4320-MS
	23_F0687-0468-NMR
	23_F0687-0468-MS
	24_F0687-0468-NMR
	24_F0687-0471-MS
	25_F0687-0493-NMR
	25_F0687-0493-MS
	26_F0687-0478-NMR
	26_F0687-0478-MS
	27_F0687-0481-NMR
	27_F0687-0481-MS
	28_F0687-0475-NMR
	28_F0687-0475_MS
	29_F0687-0498_NMR
	29_F0687-0498-MS







