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1H NMR (400 MHz, Chloroform-d) δ 3.44 – 3.22 (m, 2H), 3.18 – 3.00 (m, 1H), 2.85 (q, J = 10.1, 9.5 Hz,
1H), 2.09 – 1.92 (m, 2H), 1.88 – 1.36 (m, 15H).
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The spectrum was recorded at the temperature of 50oC

13C NMR (151 MHz, dmso) δ 153.93, 78.59, 62.46, 48.38, 34.23, 32.59, 28.69, 21.78,
13.23
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# RT DAD1A DAD1B MSD1 MSD2 ELSD MSD1 ions MSD1 rt MSD2 ions MSD2 rt Info
1 2.086 100.0% 100.0% 100.0% --- --- 156.4(100) 2.072 --- ---

DAD1A, Sig=205,4  Ref=off 12791-2 blank corrected
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MSD1 peak refined IC, MS File (12791-2) ES-API, Scan
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MSD2 TIC, MS File (12791-2) ES-API, Scan

min1 2
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2b
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MSD2 peak refined IC, MS File (12791-2) ES-API, Scan

min1 2
0
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RT 2.072 *MSD1 SPC, [2.006-2.155] of 12791-2 ES-API, Scan, Frag: 100 "POS"

m/z100 200 300
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1H NMR (400 MHz, Chloroform-d) δ 3.46 – 3.29 (m, 2H), 2.39 – 2.10 (m, 2H), 1.70 (q, J = 6.1 Hz, 2H),
1.61 – 1.32 (m, 17H).
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2c

13C NMR (151 MHz, dmso) δ 153.42, 152.71, 78.76, 78.12, 69.71, 69.28, 48.30, 48.01,
43.38, 41.77, 37.24, 35.90, 28.69, 25.01, 24.87, 22.74, 22.29
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# RT DAD1A DAD1B MSD1 MSD2 ELSD MSD1 ions MSD1 rt MSD2 ions MSD2 rt Info

1 2.167 100.0% 100.0% 100.0% --- --- 170.4(92),109.2(7),152.2(2) 2.143 --- ---

DAD1A, Sig=205,4  Ref=off 12791-3 blank corrected
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MSD2 TIC, MS File (12791-3) ES-API, Scan
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MSD2 peak refined IC, MS File (12791-3) ES-API, Scan
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RT 2.143 *MSD1 SPC, [2.080-2.248] of 12791-3 ES-API, Scan, Frag: 100 "POS"
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1H NMR (400 MHz, Chloroform-d) δ 3.38 (dt, J = 28.4, 6.9 Hz, 2H), 2.46 (t, J = 10.3 Hz, 1H), 2.22 (t, J
= 13.2 Hz, 1H), 1.90 – 1.75 (m, 2H), 1.74 – 1.15 (m, 19H).
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13C NMR (151 MHz, dmso) δ 153.67, 152.81, 78.59, 77.96, 63.71, 63.33, 48.11, 47.96,
36.98, 35.91, 34.61, 33.30, 28.63, 25.63, 25.39, 24.43, 24.23, 22.15, 21.68
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# RT DAD1A DAD1B MSD1 MSD2 ELSD MSD1 ions MSD1 rt MSD2 ions MSD2 rt Info

1 2.246 100.0% 100.0% 100.0% --- --- 184.4(90),123.2(3),140.4(3) 2.220 --- ---

DAD1A, Sig=205,4  Ref=off 12791-5 blank corrected
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MSD2 peak refined IC, MS File (12791-5) ES-API, Scan
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1H NMR (400 MHz, Chloroform-d) δ 3.54 – 3.29 (m, 2H), 1.86 – 1.62 (m, 4H), 1.54 – 1.31 (m, 15H).
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# RT DAD1A DAD1B MSD1 MSD2 ELSD MSD1 ions MSD1 rt MSD2 ions MSD2 rt Info

1 1.018 0.1% 16.5% --- --- 110.4% --- --- --- ---

2 1.140 99.6% 62.2% 99.3% --- -44.2% 421.2(36),126.2(27),144.2(17) 1.152 --- ---

3 1.198 0.3% 21.3% 0.7% --- 33.7% 479.2(100) 1.199 --- ---

DAD1A, Sig=215,16  Ref=off R2663036 blank corrected

min0.5 1 1.5

mAU
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MSD1 peak refined IC, MS File (R2663036) ES-API, Scan
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0
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MSD2 TIC, MS File (R2663036) ES-API, Scan
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MSD2 peak refined IC, MS File (R2663036) ES-API, Scan
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1H NMR (400 MHz, Chloroform-d) δ 4.49 (s, 1H), 2.19 (s, 3H), 1.82 – 1.36 (m, 12H), 0.51 (dtd, J =
19.7, 10.2, 5.6 Hz, 2H).
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The spectrum was recorded at the temperature of 50oC

13C NMR (151 MHz, dmso) δ 174.35, 152.17, 79.29, 61.31, 43.71, 34.72, 28.39, 27.30,
8.65
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MaxPeak:  100.00%  
Ret_Time: 1.162 min
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1H NMR (400 MHz, DMSO-d6) δ 12.37 (s, 1H), 4.15 – 4.04 (m, 1H), 3.15 – 2.61 (m, 2H), 2.17 – 1.56
(m, 8H), 1.51 – 1.26 (m, 9H).
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13C NMR (151 MHz, dmso) δ 174.69, 174.17, 154.02, 153.11, 79.49, 79.02, 63.92, 63.15,
61.20, 38.42, 34.34, 34.19, 32.88, 32.42, 28.57, 28.40, 26.61, 26.22, 13.55, 13.00
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 1.005

 1.308

min0 0.5 1 1.5

mV

19

20

21

 ADC1 A, ADC1 ELSD (D:\DATA\0110\L217611D\SAMPL015.D)

Mol Wt              255.31
Exact Mass        255.17
#  Time   Area%
-----------------
1  1.284  100.00

m/z100 200 300 400 500
0

50

*MSD1 SPC, time=1.301 of D:\DATA\0110\L217611D\SAMPL015.D  API-ES, Scan, Frag: 120, "Pos"

 157.1  201.1  278.1 110.1
 156.1

 200.1

RT  1.304

m/z100 200 300 400 500
0

50

*MSD2 SPC, time=1.006 of D:\DATA\0110\L217611D\SAMPL015.D  , Scan, Frag: 120, "Neg"

 299.1

 298.0

RT  1.005

m/z100 200 300 400 500
0

50

*MSD2 SPC, time=1.312 of D:\DATA\0110\L217611D\SAMPL015.D  , Scan, Frag: 120, "Neg"

 531.2 290.1 255.1

 254.1

RT  1.308

OA     P2-B-06   -VL- ->

3b
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0.00.51.01.52.02.53.03.54.04.55.05.56.06.57.07.58.08.5
f1 (ppm)
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00
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00
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2.
50

 d
m
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3.
17

 M
TB

E

3.
39

 H
D

O

N
1H NMR (400 MHz, DMSO-d6) δ 7.36 (s, 1H), 2.53 – 2.49 (m, 2H), 1.88 – 1.55 (m, 8H), 1.53 – 1.45 (m,
2H).
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83
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13C NMR (DMSO, 126 MHz) δ 162.95, 83.00, 66.88, 48.52, 36.19, 32.99, 31.21, 24.14. N

6c
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Library Search Report

  Misc : CH3OH
  ALS Vial  : 8   Sample Multiplier: 1

  Search Libraries:   C:\Database\EMPTY.L Minimum Quality:   0

  Unknown Spectrum:   Apex
  Integration Events: ChemStation Integrator - autoint1.e

1.50 2.00 2.50 3.00 3.50 4.00 4.50 5.00 5.50 6.00 6.50 7.00 7.50 8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00 13.50 14.00 14.50 15.00 15.50 16.00
0

100000

200000

300000

400000

500000

600000

700000

800000

900000

1000000

1100000

1200000

1300000

1400000

1500000

1600000

1700000

Time-->

Abundance TIC: BC732957-45.D\data.ms
 3.450

Page: 1

N

6c
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Library Search Report - ChemStation Integrator

Unknown Spectrum based on Apex

Peak Number:  1 at 3.450 min  Area:  29507845  Area % 100.00

 The 3 best hits from each library.          Ref\#    CAS\#      Qual
---------------------------------------------------------------------

C:\Database\EMPTY.L No hits were retrieved.

30 35 40 45 50 55 60 65 70 75 80 85 90 95 100 105 110 115 120 125 130 135 140 145 150 155 160 165 170 175 180 185 190 195 200 205 210 215
0

2000

4000

6000

8000

m/z-->

Abundance Scan 333 (3.453 min): BC732957-45.D\data.ms
82.1

94.1

122.1
67.1

41.1

108.154.1

60.9 76.0 206.947.6

3.20 3.40 3.60 3.80

m/z  82.10  100.00%

3.20 3.40 3.60 3.80

m/z  94.10   82.54%

3.20 3.40 3.60 3.80

m/z  95.10   76.63%

3.20 3.40 3.60 3.80

m/z 122.10   62.13%

3.20 3.40 3.60 3.80

m/z  67.10   55.75%

Page: 2S26



0.00.51.01.52.02.53.03.54.04.55.05.56.06.57.07.58.08.59.09.510.010.511.011.512.012.513.0
f1 (ppm)

9.
21

1.
23

1.
00

0.
98

0.
79

0.
89

1H NMR (400 MHz, DMSO-d6) δ 4.08 (dd, J = 8.4, 5.4 Hz, 1H), 2.95 (s, 1H), 2.17 (dq, J = 14.8, 7.8 Hz,
1H), 1.94 (dq, J = 12.8, 6.6 Hz, 1H), 1.74 (dt, J = 12.4, 7.1 Hz, 1H), 1.68 – 1.45 (m, 9H).

NH

N

7c
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0102030405060708090100110120130140150160170180190200
f1 (ppm)

23
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0
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.3

0

12
3.

21

13C NMR (DMSO, 126 MHz) δ 123.21, 70.30, 46.14, 38.71, 38.12, 36.77, 30.81, 23.55, 23.30.

NH

N

7c
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0.00.51.01.52.02.53.03.54.04.55.05.56.06.57.07.58.08.59.09.510.010.511.011.512.012.513.0
f1 (ppm)
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1.
88
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00
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O

CH3

CH3

CH3

O

3c

1H NMR (500 MHz, Chloroform-d) δ 4.47 – 4.25 (m, 1H), 2.60 – 2.22 (m, 2H), 2.19 – 1.69 (m, 6H), 1.61
– 1.35 (m, 13H).
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3c

N

O

CH3

CH3

CH3

O

O

OH

24262830323436384042
f1 (ppm)

24
.3

7
24

.5
4

26
.4

0
26

.9
5

27
.9

7
28

.2
4

35
.3

3
35

.6
9

36
.5

3
37

.0
0

13C NMR (126 MHz, DMSO) δ 174.29, 173.81, 153.03, 151.83, 78.95, 78.32, 70.37,
69.87, 60.66, 60.51, 37.00, 36.53, 35.69, 35.33, 28.24, 27.97, 26.95, 26.40, 24.54, 24.37
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MaxPeak:  100.00%
Ret_Time: 1.159 min

min0.5 1 1.5

mAU

0

25

50

75

 DAD1 A, Sig=215,16 Ref=off (D:\DATA\0214\L718993D-PART1\SAMPL000018.D)

 1.159

min0.5 1 1.5

mAU

-100

-50

 DAD1 B, Sig=254,16 Ref=off (D:\DATA\0214\L718993D-PART1\SAMPL000018.D)

min0.5 1 1.5
0

200000

400000

 MSD1 TIC, MS File (D:\DATA\0214\L718993D-PART1\SAMPL000018.D)  ES-API, Scan, Frag: 100, "POS"

 1.171

min0.5 1 1.5
0

100000

200000

300000

 MSD2 TIC, MS File (D:\DATA\0214\L718993D-PART1\SAMPL000018.D)  ES-API, Scan, Frag: 100, "NEG"

 1.171

min0.5 1 1.5

mV

22.5
25

27.5
30

 ADC1 A, ELSD (D:\DATA\0214\L718993D-PART1\SAMPL000018.D)

Mol Wt              269.34
Exact M ass        269.19
#  Time   Area%
-----------------
1  1.159  100.00

m/z100 200 300 400 500
0

25
50
75

*MSD1 SPC, time=1.170 of D:\DATA\0214\L718993D-PART1\SAMPL000018.D  ES-API, Scan, Frag: 100, "POS"

 561.4 171.2  292.2

 214.0

 170.2

RT  1.171

m/z100 200 300 400 500
0

25
50
75

*MSD2 SPC, time=1.174 of D:\DATA\0214\L718993D-PART1\SAMPL000018.D  ES-API, Scan, Frag: 100, "NEG"

 269.2

 268.2

RT  1.171

LB -6-

3c
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0.00.51.01.52.02.53.03.54.04.55.05.56.06.57.07.58.08.59.09.510.010.511.011.512.012.513.0
f1 (ppm)
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OH
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CH3

CH3

1H NMR (500 MHz, Chloroform-d) δ 4.55 – 4.27 (m, 1H), 2.68 – 0.99 (m, 23H).
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0102030405060708090100110120130140150160170180190200
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3d

2425262728293031323334353637
f1 (ppm)
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2

13C NMR (151 MHz, dmso) δ 174.94, 174.51, 153.77, 152.38, 79.31, 78.70, 65.13, 64.67,
61.22, 35.92, 35.08, 34.24, 34.21, 33.18, 32.59, 28.62, 28.42, 26.69, 26.14, 25.62, 25.39,
24.64, 24.37, 24.25, 24.07
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MaxPeak:  100.00%
Ret_Time: 1.228 min

min0 0.5 1 1.5

mAU

40
60
80

100
120

 DAD1 A, Sig=215,16 Ref=off (D:\DATE\2023\MAI\3105\L618121D-PART1\016-D5B-B9-R3559888.D)
 1.228

min0 0.5 1 1.5

mAU

-40
-20

0
20

 DAD1 B, Sig=254,16 Ref=off (D:\DATE\2023\MAI\3105\L618121D-PART1\016-D5B-B9-R3559888.D)

min0 0.5 1 1.5

500000

1000000

1500000

 MSD1 TIC, MS File (D:\DATE\2023\MAI\3105\L618121D-PART1\016-D5B-B9-R3559888.D)  ES-API, Fast Scan, Frag: 100, "POS"
 1.238

min0 0.5 1 1.5
0

100000
200000
300000
400000

 MSD2 TIC, MS File (D:\DATE\2023\MAI\3105\L618121D-PART1\016-D5B-B9-R3559888.D)  ES-API, Fast Scan, Frag: 100, "NEG"
 1.239

min0 0.5 1 1.5

LSU

10
12
14
16
18

 ELS1 A, ELS1A, ELSD Signal (D:\DATE\2023\MAI\3105\L618121D-PART1\016-D5B-B9-R3559888.D)

Mol Wt              283.36
Exact Mass        283.21
#  Time   Area%
-----------------
1  1.228  100.00

m/z100 200 300 400 500
0

50

*MSD1 SPC, time=1.234 of D:\DATE\2023\MAI\3105\L618121D-PART1\016-D5B-B9-R3559888.D  ES-API, Fast Scan, Frag: 100, "POS

 300.2 179.0 145.2  229.2  394.2 347.2  590.4
 228.2 157.0

 306.2

 184.2

RT  1.238

m/z100 200 300 400 500
0

50

*MSD2 SPC, time=1.240 of D:\DATE\2023\MAI\3105\L618121D-PART1\016-D5B-B9-R3559888.D  ES-API, Fast Scan, Frag: 100, "NEG

 313.2 348.2  588.4 283.2

 282.2

RT  1.239

AN     <invalid> 22 ->

3  d
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0.00.51.01.52.02.53.03.54.04.55.05.56.06.57.07.58.08.59.09.510.010.511.011.512.012.513.0
f1 (ppm)
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1H NMR (500 MHz, DMSO-d6) δ 12.42 (s, 1H), 4.21 – 4.13 (m, 1H), 2.80 – 2.57 (m, 1H), 2.45 – 2.30
(m, 1H), 2.23 – 1.69 (m, 8H), 1.66 – 1.24 (m, 11H).
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13C NMR (151 MHz, dmso) δ 174.81, 174.39, 153.44, 152.35, 124.01 (t, 1JCF = 241.6 Hz),
79.69, 79.16, 63.56, 63.05, 61.29, 61.25, 34.40, 33.48, 31.87, 31.81, 31.71, 31.65, 31.55,
31.46, 31.39, 29.91, 29.85, 29.00, 28.93, 28.50, 28.38, 26.57, 26.04
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-110-109-108-107-106-105-104-103-102-101-100-99-98-97-96-95-94-93-92-91-90-89-88-87-86-85-84
f1 (ppm)
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19F NMR (376 MHz, DMSO-d6) δ -91.57 (d, J = 233 Hz),  -91.88 (d, J = 233 Hz), -101.11 (d, J = 232
Hz), -102.42 (d, J = 232 Hz)
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CH3

F

F
3e
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min0 0.5 1 1.5

mAU

25
50
75

100

 DAD1 A, Sig=215,16 Ref=off (D:\DATA\1221\L697330D\008-D6B-A6-R3846530.D)

min0 0.5 1 1.5

mAU

-40
-20

0
20

 DAD1 B, Sig=254,16 Ref=off (D:\DATA\1221\L697330D\008-D6B-A6-R3846530.D)

min0 0.5 1 1.5

50000
100000
150000
200000

 MSD1 TIC, MS File (D:\DATA\1221\L697330D\008-D6B-A6-R3846530.D)  ES-API, Scan, Frag: 100, "POS"

 1.268

 1.372

min0 0.5 1 1.5
0

50000

100000

 MSD2 TIC, MS File (D:\DATA\1221\L697330D\008-D6B-A6-R3846530.D)  ES-API, Scan, Frag: 100, "NEG"

 1.268

min0 0.5 1 1.5

LSU

10

12

14

 ELS1 A, ELS1A, ELSD Signal (D:\DATA\1221\L697330D\008-D6B-A6-R3846530.D)

Mol Wt              319.34
Exact Mass        319.19

m/z100 200 300 400 500
0

50

*MSD1 SPC, time=1.272 of D:\DATA\1221\L697330D\008-D6B-A6-R3846530.D  ES-API, Scan, Frag: 100, "POS"

 102.2  208.0  245.2  352.0 182.0
 264.2

 157.0  342.0

 220.0

RT  1.268

m/z100 200 300 400 500
0

50

*MSD1 SPC, time=1.372 of D:\DATA\1221\L697330D\008-D6B-A6-R3846530.D  ES-API, Scan, Frag: 100, "POS"

589. 178.8 106.0  307.0 84.2  139.0  216.0

 157.0 101.2
 184.2

RT  1.372

m/z100 200 300 400 500
0

50

*MSD2 SPC, time=1.267 of D:\DATA\1221\L697330D\008-D6B-A6-R3846530.D  ES-API, Scan, Frag: 100, "NEG"

 356.0 319.2

 318.2

RT  1.268

H -14- ->

3e
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0.00.51.01.52.02.53.03.54.04.55.05.56.06.57.07.58.08.59.09.510.010.511.011.512.012.513.0
f1 (ppm)
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1H NMR (500 MHz, Chloroform-d) δ 4.57 – 4.33 (m, 1H), 3.95 (dd, J = 11.9, 5.2 Hz, 2H), 3.41 (dt, J =
39.5, 12.3 Hz, 2H), 3.12 – 2.43 (m, 2H), 2.41 – 1.76 (m, 4H), 1.68 – 1.14 (m, 11H).
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13C NMR (151 MHz, dmso) δ 174.86, 174.45, 153.63, 152.43, 79.65, 79.61, 79.01, 65.85,
65.69, 65.63, 65.54, 62.62, 62.20, 61.31, 61.23, 36.69, 34.93, 34.57, 34.12, 33.82, 33.33,
28.63, 28.40, 26.50, 25.90
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MaxPeak:  100.00%  
Ret_Time: 0.869 min

min0 0.5 1 1.5

mAU

60

80

100

 DAD1 A, Sig=215,16 Ref=off (D:\D\07_24\L638693R\015-D5F-A8-R3644050.D)
 0.869

min0 0.5 1 1.5

mAU

0
5

10
15

 DAD1 B, Sig=254,16 Ref=off (D:\D\07_24\L638693R\015-D5F-A8-R3644050.D)

min0 0.5 1 1.5

200000

400000

600000

 MSD1 TIC, MS File (D:\D\07_24\L638693R\015-D5F-A8-R3644050.D)  ES-API, Fast Scan, Frag: 100, "POS"
 0.877

min0 0.5 1 1.5
0

100000
200000
300000
400000

 MSD2 TIC, MS File (D:\D\07_24\L638693R\015-D5F-A8-R3644050.D)  ES-API, Fast Scan, Frag: 100, "NEG"
 0.878

min0 0.5 1 1.5

LSU

10
12.5

15
17.5

20

 ELS1 A, ELS1A, ELSD Signal (D:\D\07_24\L638693R\015-D5F-A8-R3644050.D)

Mol Wt              285.34
Exact Mass        285.18
#  Time   Area%
-----------------
1  0.869  100.00

m/z100 200 300 400 500
0

50

*MSD1 SPC, time=0.872 of D:\D\07_24\L638693R\015-D5F-A8-R3644050.D  ES-API, Fast Scan, Frag: 100, "POS"

 158.8  349.2  396.2 309.2 187.0  231.2 594
 308.0

 186.0
 230.0

RT  0.877

m/z100 200 300 400 500
0

50

*MSD2 SPC, time=0.878 of D:\D\07_24\L638693R\015-D5F-A8-R3644050.D  ES-API, Fast Scan, Frag: 100, "NEG"

592. 286.0  322.0

 284.2

RT  0.878

N ->

3f
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0.00.51.01.52.02.53.03.54.04.55.05.56.06.57.07.58.08.59.09.510.010.511.011.512.012.513.0
f1 (ppm)
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1H NMR (400 MHz, Chloroform-d) δ 4.47 – 4.25 (m, 1H), 2.29 – 1.69 (m, 4H), 1.58 – 1.23 (m, 15H).
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13C NMR (151 MHz, dmso) δ 174.89, 174.40, 153.77, 152.42, 79.11, 78.68, 61.50, 61.38,
61.12, 60.57, 28.61, 28.44, 27.76, 26.92, 26.65, 26.47, 26.15, 26.05
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MaxPeak:  100.00%  
Ret_Time: 1.235 min

min0 0.5 1 1.5

mAU

0

25

50

75

 DAD1 A, Sig=215,16 Ref=off (D:\D\03_15П\L148653D\015-D5B-F5-R1412488.D)

 1.235

min0 0.5 1 1.5

mAU

-10
0

10
20
30

 DAD1 B, Sig=254,16 Ref=off (D:\D\03_15П\L148653D\015-D5B-F5-R1412488.D)

min0 0.5 1 1.5

0
20000
40000
60000
80000

 MSD1 TIC, MS File (D:\D\03_15П\L148653D\015-D5B-F5-R1412488.D)  ES-API, Scan, Frag: 100, "POS"

 0.292
 0.846

 1.242

 1.671

min0 0.5 1 1.5

0

5000

10000

15000

 MSD2 TIC, MS File (D:\D\03_15П\L148653D\015-D5B-F5-R1412488.D)  ES-API, Scan, Frag: 100, "NEG"

 1.243

min0 0.5 1 1.5

LSU

9.8

10

10.2

10.4

 ELS1 A, ELS1A, ELSD Signal (D:\D\03_15П\L148653D\015-D5B-F5-R1412488.D)

Mol Wt               243.3
Exact Mass        243.17
#  Time   Area%
-----------------
1  1.235  100.00

m/z100 125 150 175 200 225
0

20

40

*MSD1 SPC, time=0.294 of D:\D\03_15П\L148653D\015-D5B-F5-R1412488.D  ES-API, Scan, Frag: 100, "POS"

 168.6 99.2 248 127.2
 106.0  145.0

 144.2

RT  0.292

m/z100 120 140 160 180 200 220
0

10

20

*MSD1 SPC, time=0.845 of D:\D\03_15П\L148653D\015-D5B-F5-R1412488.D  ES-API, Scan, Frag: 100, "POS"

 106.8 222 201.2 150.0  169.0
 98.2

 200.2

 144.2

RT  0.846

m/z100 200 300 400 500
0

50

*MSD1 SPC, time=1.238 of D:\D\03_15П\L148653D\015-D5B-F5-R1412488.D  ES-API, Scan, Frag: 100, "POS"

541 99.2  127.2

 98.2

 171.2  266.2
 170.2

 144.2

RT  1.242

m/z100 200 300 400 500
0

10
20
30

*MSD1 SPC, time=1.672 of D:\D\03_15П\L148653D\015-D5B-F5-R1412488.D  ES-API, Scan, Frag: 100, "POS"

 189.0  283.2  338.0 534 143.0  391.2 106.0  225.0

 98.2  170.0

 144.2

RT  1.671

N <invalid> -15-     ->

3g
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m/z150 200 250 300 350 400 450
0

25

50

*MSD2 SPC, time=1.242 of D:\D\03_15П\L148653D\015-D5B-F5-R1412488.D  ES-API, Scan, Frag: 100, "NEG"

 244.2

 242.2

RT  1.243

N <invalid> -15-     ->
S45



0.00.51.01.52.02.53.03.54.04.55.05.56.06.57.07.58.08.59.09.510.010.511.011.512.0
f1 (ppm)
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05
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NH

O
OH

F

F
F

O

OH

1H NMR (400 MHz, DMSO-d6) δ 9.55 (s, 1H), 4.50 (t, J = 8.2 Hz, 1H), 2.41 (dtd, J = 13.5, 7.9, 5.8 Hz,
1H), 2.21 – 2.07 (m, 1H), 2.04 – 1.89 (m, 2H), 1.21 – 1.11 (m, 1H), 1.11 – 1.03 (m, 1H), 0.88 – 0.75 (m,
2H).

0.81.01.21.41.61.82.02.22.42.62.83.03.23.43.63.84.04.24.44.64.8
f1 (ppm)
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1.
05

8a

S46



0102030405060708090100110120130140150160170180190200
f1 (ppm)
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13C NMR (DMSO, 126 MHz) δ 170.17, 59.36, 42.54, 30.10, 27.41, 9.28, 9.13.

7891011
f1 (ppm)

9.
13

9.
28
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0.5 1 1.5

0

50

100

 DAD1 A, Sig=215,16 Ref=off (D:\DATE\09 21\L288131R-PART1\047-D6B-D4-R1864391.D)

0.5 1 1.5

0

20

 DAD1 B, Sig=254,16 Ref=off (D:\DATE\09 21\L288131R-PART1\047-D6B-D4-R1864391.D)

0.5 1 1.5
0

100000

200000

300000

 MSD1 TIC, MS File (D:\DATE\09 21\L288131R-PART1\047-D6B-D4-R1864391.D)  ES-API, Scan, Frag: 100, "P

0.5 1 1.5
0

10000

20000

30000

 MSD2 TIC, MS File (D:\DATE\09 21\L288131R-PART1\047-D6B-D4-R1864391.D)  ES-API, Scan, Frag: 100, "N

0.5 1 1.5

26

28

30

 ADC1 A, ELSD (D:\DATE\09 21\L288131R-PART1\047-D6B-D4-R1864391.D)

Mol Wt              255.19
Exact Mass        141.09

100 200 300 400 500
0

50

*MSD1 SPC, time=0.235 of D:\DATE\09 21\L288131R-PART1\047-D6B-D4-R1864391.D  ES-API, Scan, Frag: 100, "POS"

RT  0.234

100 200 300 400 500
0

50

*MSD2 SPC, time=0.206 of D:\DATE\09 21\L288131R-PART1\047-D6B-D4-R1864391.D  ES-API, Scan, Frag: 100, "NEG"

RT  0.205

E -12- ->

8a
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0.00.51.01.52.02.53.03.54.04.55.05.56.06.57.07.58.08.59.09.510.010.511.011.512.012.513.013.514.014.5
f1 (ppm)

1.
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1.
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0.
70

0.
76

1.
00

0.
71

0.
77

0.
64

NH

O
OH

HCl

1H NMR (400 MHz, DMSO-d6) δ 13.92 (s, 1H), 10.40 (s, 1H), 8.91 (s, 1H), 4.27 (t, J = 8.2 Hz, 1H),
2.58 – 2.52 (m, 1H), 2.48 – 2.42 (m, 1H), 2.40 – 2.26 (m, 1H), 2.12 – 1.89 (m, 5H), 1.88 – 1.72 (m, 2H).

1.61.71.81.92.02.12.22.32.42.52.62.72.82.93.03.13.23.33.43.53.63.73.83.94.04.14.24.34.44.5
f1 (ppm)
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0102030405060708090100110120130140150160170180190200
f1 (ppm)
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HCl

13C NMR (DMSO, 126 MHz) δ 170.48, 65.74, 56.99, 34.10, 30.82, 29.91, 25.96, 13.98.

NH

O
OH

8b
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0.5 1 1.5
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25
50
75

 DAD1 A, Sig=215,16 Ref=off (D:\DATA\0221\L227867D\019-D7B-B3-R1675867.D)

0.5 1 1.5

-10
0

10
20

 DAD1 B, Sig=254,16 Ref=off (D:\DATA\0221\L227867D\019-D7B-B3-R1675867.D)

0.5 1 1.5
0

50000
100000
150000
200000

 MSD1 TIC, MS File (D:\DATA\0221\L227867D\019-D7B-B3-R1675867.D)  ES-API, Scan, Frag: 100, "POS"
 0.315

0.5 1 1.5
0

2000

4000

 MSD2 TIC, MS File (D:\DATA\0221\L227867D\019-D7B-B3-R1675867.D)  ES-API, Scan, Frag: 100, "NEG"

 0.315

0.5 1 1.5
30
40
50
60
70

 ADC1 A, ELSD (D:\DATA\0221\L227867D\019-D7B-B3-R1675867.D)

Mol Wt              191.66
Exact Mass        155.11

100 200 300 400 500
0

50

*MSD1 SPC, time=0.311 of D:\DATA\0221\L227867D\019-D7B-B3-R1675867.D  ES-API, Scan, Frag: 100, "POS"

RT  0.315

200 300 400 500
0

50

*MSD2 SPC, time=0.315 of D:\DATA\0221\L227867D\019-D7B-B3-R1675867.D  ES-API, Scan, Frag: 100, "NEG"

RT  0.315

M -9- ->

8b
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0123456789101112131415
f1 (ppm)
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NH

O

OH

8c

HCl

1H NMR (500 MHz, DMSO-d6) δ 13.92 (s, 1H), 9.98 (s, 1H), 8.66 (s, 1H), 4.37 (s, 1H), 2.40 – 2.29 (m,
1H), 2.09 – 1.99 (m, 2H), 1.99 – 1.94 (m, 1H), 1.93 – 1.80 (m, 2H), 1.78 – 1.61 (m, 4H), 1.61 – 1.51 (m,
2H).
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-100102030405060708090100110120130140150160170180190200210220230240
f1 (ppm)
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13C NMR (126 MHz, DMSO) δ 170.4, 74.0, 57.6, 35.4, 35.1, 34.9, 26.7, 23.6, 23.5.

NH

O

OH

8c

HCl

S53



min0 0.5 1 1.5

mAU

0

50

100

 DAD1 A, Sig=215,16 Ref=off (D:\DATE\0219\L720699R\018-D5F-B3-R3931414.D)

min0 0.5 1 1.5

mAU

0
20
40

 DAD1 B, Sig=254,16 Ref=off (D:\DATE\0219\L720699R\018-D5F-B3-R3931414.D)

min0 0.5 1 1.5
0

500000
1000000
1500000
2000000

 MSD1 TIC, MS File (D:\DATE\0219\L720699R\018-D5F-B3-R3931414.D)  ES-API, Fast Scan, Frag: 100, "POS"

 0.453

 0.583

min0 0.5 1 1.5
0

10000

20000

 MSD2 TIC, MS File (D:\DATE\0219\L720699R\018-D5F-B3-R3931414.D)  ES-API, Fast Scan, Frag: 100, "NEG"

 0.449

min0 0.5 1 1.5

LSU

10

11

 ELS1 A, ELS1A, ELSD Signal (D:\DATE\0219\L720699R\018-D5F-B3-R3931414.D)

Mol Wt              205.68
Exact Mass        169.13

m/z100 200 300 400 500
0

25
50
75

*MSD1 SPC, time=0.452 of D:\DATE\0219\L720699R\018-D5F-B3-R3931414.D  ES-API, Fast Scan, Frag: 100, "POS"

 170.0

RT  0.453

m/z100 200 300 400 500
0

25
50
75

*MSD1 SPC, time=0.581 of D:\DATE\0219\L720699R\018-D5F-B3-R3931414.D  ES-API, Fast Scan, Frag: 100, "POS"

 199.2

 198.2

RT  0.583

m/z100 200 300 400 500
0

5

10

*MSD2 SPC, time=0.446 of D:\DATE\0219\L720699R\018-D5F-B3-R3931414.D  ES-API, Fast Scan, Frag: 100, "NEG"

 560.2

 168.0

RT  0.449

CH 31

8c
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0.00.51.01.52.02.53.03.54.04.55.05.56.06.57.07.58.08.59.09.510.010.511.011.512.012.513.013.514.014.515.0
f1 (ppm)
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NH

O
OH

1H NMR (500 MHz, DMSO-d6) δ 9.86 (s, 1H), 8.48 (s, 1H), 4.46 – 4.37 (m, 1H), 2.32 (dtd, J = 13.8,
8.6, 5.2 Hz, 1H), 2.07 (dq, J = 13.1, 8.0 Hz, 1H), 1.92 – 1.59 (m, 8H), 1.53 – 1.44 (m, 1H), 1.37 – 1.25 (m,
2H), 1.24 – 1.14 (m, 1H).

0.91.01.11.21.31.41.51.61.71.81.92.02.12.22.32.42.52.62.72.8
f1 (ppm)
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0102030405060708090100110120130140150160170180190200
f1 (ppm)
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13C NMR (DMSO, 101 MHz) δ 171.00, 68.53, 57.70, 33.73, 33.62, 33.13, 26.67, 25.02, 22.85, 22.82.

32.032.533.033.534.034.5
f1 (ppm)
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min0 0.5 1 1.5

mAU

0
25
50
75

 DAD1 A, Sig=215,16 Ref=off (D:\DATE\0908_\L655960\011-D4F-F2-R3698708.D)

min0 0.5 1 1.5

mAU

-20
-10

0
10

 DAD1 B, Sig=254,16 Ref=off (D:\DATE\0908_\L655960\011-D4F-F2-R3698708.D)

min0 0.5 1 1.5
0

200000

400000

600000

 MSD1 TIC, MS File (D:\DATE\0908_\L655960\011-D4F-F2-R3698708.D)  ES-API, Scan, Frag: 100, "POS"

 0.674

min0 0.5 1 1.5
0

10000

20000

 MSD2 TIC, MS File (D:\DATE\0908_\L655960\011-D4F-F2-R3698708.D)  ES-API, Scan, Frag: 100, "NEG"

 0.675

min0 0.5 1 1.5

LSU

10

10.2

10.4

 ELS1 A, ELS1A, ELSD Signal (D:\DATE\0908_\L655960\011-D4F-F2-R3698708.D)

Mol Wt              219.71
Exact Mass        183.15

m/z100 200 300 400 500
0

50

*MSD1 SPC, time=0.677 of D:\DATE\0908_\L655960\011-D4F-F2-R3698708.D  ES-API, Scan, Frag: 100, "POS"

 185.2

 184.2

RT  0.674

m/z100 200 300 400 500
0

20

40

*MSD2 SPC, time=0.673 of D:\DATE\0908_\L655960\011-D4F-F2-R3698708.D  ES-API, Scan, Frag: 100, "NEG"

 135.0  342.6 197.6  274.8 162.8

 182.0

RT  0.675

E -18- ->
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0.00.51.01.52.02.53.03.54.04.55.05.56.06.57.07.58.08.59.09.510.010.511.011.512.012.513.0
f1 (ppm)
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HCl

NH

O

OH

F

F
1H NMR (400 MHz, Deuterium Oxide) δ 4.27 (dd, J = 9.2, 7.2 Hz, 1H), 2.40 (dddd, J = 13.3, 8.9, 7.6,
6.1 Hz, 1H), 2.20 – 1.81 (m, 11H).

8e
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f1 (ppm)
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HCl
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O

OH

F

F
13C NMR (126 MHz, D2O) δ 172.61, 122.27 (t, 1JCF = 240 Hz), 67.01, 59.33, 32.46, 29.86 – 29.09 (m),
26.65
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-118-116-114-112-110-108-106-104-102-100-98-96-94-92-90-88-86-84-82-80
f1 (ppm)

A (d)
-97.84

B (d)
-100.85

0.
99

1.
00

HCl

NH

O

OH

F

F
19F NMR (376 MHz, DMSO-d6) δ -97.84 (d, J = 235.7 Hz), -100.85 (d, J = 235.7 Hz).

8e
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0.00.51.01.52.02.53.03.54.04.55.05.56.06.57.07.58.08.59.09.510.010.511.011.512.012.513.013.514.014.5
f1 (ppm)
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HCl

1.41.51.61.71.81.92.02.12.22.32.42.52.62.72.82.93.03.13.23.33.43.53.63.73.83.94.04.1
f1 (ppm)
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10
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15

2.
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1H NMR (500 MHz, DMSO-d6) δ 13.93 (s, 1H), 10.03 (s, 1H), 8.75 (s, 1H), 4.45 (s, 1H), 3.85 – 3.75 (m,
2H), 3.39 (q, J = 10.9 Hz, 2H), 2.42 – 2.31 (m, 1H), 2.17 – 2.06 (m, 1H), 2.04 – 1.83 (m, 4H), 1.73 (t, J =
13.8 Hz, 2H).
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13C NMR (DMSO, 126 MHz) δ 170.33, 65.41, 63.68, 63.64, 56.99, 33.53, 33.41, 32.05, 25.94.
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O
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MaxPeak:  100.00%
Ret_Time: 0.215 min

min0.5 1 1.5

mAU

-20

0
20

 DAD1 A, Sig=215,16 Ref=off (D:\DATE\07 11\L633906R\013-D5F-B1-R3628082.D)

 0.215

min0.5 1 1.5

mAU

-12.5
-10
-7.5

 DAD1 B, Sig=254,16 Ref=off (D:\DATE\07 11\L633906R\013-D5F-B1-R3628082.D)

min0.5 1 1.5

1000000

2000000

3000000

 MSD1 TIC, MS File (D:\DATE\07 11\L633906R\013-D5F-B1-R3628082.D)  ES-API, Scan, Frag: 100, "POS"

 0.253

min0.5 1 1.5

500000

1000000

 MSD2 TIC, MS File (D:\DATE\07 11\L633906R\013-D5F-B1-R3628082.D)  ES-API, Scan, Frag: 100, "NEG"

 0.253

min0.5 1 1.5

mV

10

15

 ADC1 A, ADC1A, ELSD (D:\DATE\07 11\L633906R\013-D5F-B1-R3628082.D)

Mol Wt              221.68
Exact Mass        185.12
#  Time   Area%
-----------------
1  0.215  100.00

m/z100 200 300 400 500
0

25
50
75

*MSD1 SPC, time=0.254 of D:\DATE\07 11\L633906R\013-D5F-B1-R3628082.D  ES-API, Scan, Frag: 100, "POS"

 187.2

 186.2

RT  0.253

m/z100 200 300 400 500
0

25
50
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*MSD2 SPC, time=0.250 of D:\DATE\07 11\L633906R\013-D5F-B1-R3628082.D  ES-API, Scan, Frag: 100, "NEG"

 185.2

 184.2

RT  0.253

CH -5- ->
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0.00.51.01.52.02.53.03.54.04.55.05.56.06.57.07.58.08.59.09.510.010.511.011.512.012.513.013.514.014.5
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HCl

1H NMR (400 MHz, DMSO-d6) δ 13.99 (s, 1H), 10.02 (s, 1H), 8.53 (s, 1H), 4.45 (t, J = 8.1 Hz, 1H),
2.44 – 2.30 (m, 1H), 2.12 (dq, J = 13.3, 8.3 Hz, 1H), 1.89 – 1.73 (m, 2H), 1.39 (s, 3H), 1.33 (s, 3H).
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HCl

13C NMR (DMSO, 126 MHz) δ 170.54, 64.80, 57.50, 36.72, 26.28, 24.41, 24.31.
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min0 0.5 1 1.5
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 DAD1 A, Sig=215,4 Ref=off (D:\DATE\0914\L526811R\013-P1-B3-R2936746.D)
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 DAD1 B, Sig=254,4 Ref=off (D:\DATE\0914\L526811R\013-P1-B3-R2936746.D)

min0 0.5 1 1.5
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300000

 MSD1 TIC, MS File (D:\DATE\0914\L526811R\013-P1-B3-R2936746.D)  ES-API, Scan, Frag: 120, "Scan POSIT

 0.307
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25000

 MSD2 TIC, MS File (D:\DATE\0914\L526811R\013-P1-B3-R2936746.D)  ES-API, Scan, Frag: 120, "Scan NEGA
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 ELS1 A, ELS1A, ELSD Signal (D:\DATE\0914\L526811R\013-P1-B3-R2936746.D)

Mol Wt              179.64
Exact Mass        143.11
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*MSD1 SPC, time=0.305 of D:\DATE\0914\L526811R\013-P1-B3-R2936746.D  ES-API, Scan, Frag: 120, "Scan POSITIVE"
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 144.2

RT  0.307
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*MSD2 SPC, time=0.297 of D:\DATE\0914\L526811R\013-P1-B3-R2936746.D  ES-API, Scan, Frag: 120, "Scan NEGATIVE"

 482.0  540 374.9 209.9 143.2 113.0  307.0

 142.1

RT  0.299
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0.00.51.01.52.02.53.03.54.04.55.05.56.06.57.07.58.08.59.09.510.010.511.011.512.0
f1 (ppm)

0.
93

1.
85

0.
93

1.
00

1.
02

1.
02

1.
12

0.
97

3.
13

1.
01

NH

O
O

CH3

1H NMR (400 MHz, Chloroform-d) δ 3.88 (t, J = 7.5 Hz, 1H), 3.81 – 3.70 (m, 3H), 2.44 (s, 1H), 2.40 –
2.26 (m, 1H), 2.10 – 1.97 (m, 1H), 1.88 – 1.77 (m, 1H), 1.73 – 1.62 (m, 1H), 0.86 – 0.76 (m, 1H), 0.71 –
0.55 (m, 2H), 0.50 – 0.40 (m, 1H).
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13C NMR (CDCl3, 126 MHz) δ 174.80, 59.54, 51.60, 42.40, 32.79, 31.11, 13.04, 9.92.
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 DAD1 A, Sig=215,16 Ref=off (D:\DATE\0913\L657471R-PART2\009-D5F-A7-R2399405.D)
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 DAD1 B, Sig=254,16 Ref=off (D:\DATE\0913\L657471R-PART2\009-D5F-A7-R2399405.D)
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 MSD1 TIC, MS File (D:\DATE\0913\L657471R-PART2\009-D5F-A7-R2399405.D)  ES-API, Scan, Frag: 100, "POS
 0.256
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 MSD2 TIC, MS File (D:\DATE\0913\L657471R-PART2\009-D5F-A7-R2399405.D)  ES-API, Scan, Frag: 100, "NEG
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 ADC1 A, ADC1A, ELSD (D:\DATE\0913\L657471R-PART2\009-D5F-A7-R2399405.D)

Mol Wt              155.19
Exact Mass        155.11
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*MSD1 SPC, time=0.254 of D:\DATE\0913\L657471R-PART2\009-D5F-A7-R2399405.D  ES-API, Scan, Frag: 100, "POS"

 96.2  157.2
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RT  0.256
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0.00.51.01.52.02.53.03.54.04.55.05.56.06.57.07.58.08.59.09.510.010.511.011.512.0
f1 (ppm)
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1H NMR (400 MHz, Chloroform-d) δ 3.86 – 3.78 (m, 1H), 3.72 (s, 3H), 2.35 (s, 1H), 2.24 – 2.04 (m,
3H), 2.03 – 1.95 (m, 2H), 1.94 – 1.79 (m, 3H), 1.76 – 1.57 (m, 2H).
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13C NMR (CDCl3, 126 MHz) δ 175.51, 64.02, 58.36, 51.55, 36.35, 36.26, 35.59, 28.43, 13.20.
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Library Search Report

Data File : Vial: 15
Acq On Operator:
Sample : R1703122 Inst : GC/MS Ins
Misc : CH3CN Multiplr: 1.00

Sample Amount: 0.00
MS Integration Params: autoint1.e
Method
Title :
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Time-->

Abundance TIC: R1703122.D
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Library Search Report - Chemstation Integrator

Unknown Spectrum based on Apex

Peak Number: 1 at 5.48 min Area: 18123240 Area % 99.68

The 3 best hits from each library. Ref# CAS# Qual
---------------------------------------------------------------------

No hits were retrieved.
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Abundance Scan 367 (5.484 min): R1703122.D
82

110 141

41 6753 16993 154120 353
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m/z 81.95 100.00%
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Library Search Report - Chemstation Integrator

Unknown Spectrum based on Apex

Peak Number: 2 at 8.81 min Area: 58057 Area % 0.32

The 3 best hits from each library. Ref# CAS# Qual
---------------------------------------------------------------------

No hits were retrieved.
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Abundance Scan 692 (8.805 min): R1703122.D
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m/z 241.00 32.13%
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HCl

1H NMR (500 MHz, DMSO-d6) δ 9.94 (s, 1H), 8.82 (s, 1H), 4.53 (s, 1H), 3.75 (s, 3H), 2.34 – 2.28 (m,
1H), 2.17 – 2.06 (m, 1H), 1.93 – 1.82 (m, 2H), 1.77 – 1.59 (m, 6H), 1.52 – 1.46 (m, 1H), 1.34 – 1.27 (m,
2H), 1.24 – 1.16 (m, 1H).
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HCl

13C NMR (DMSO, 126 MHz) δ 169.28, 68.11, 56.81, 52.93, 33.08, 32.99, 32.36, 25.76, 24.49, 22.36,
22.25.
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 DAD1 A, Sig=215,10 Ref=off (D:\DATE\0908\L655933D\SAMPL007.D)
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mAU
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 DAD1 B, Sig=254,10 Ref=off (D:\DATE\0908\L655933D\SAMPL007.D)
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 MSD1 TIC, MS File (D:\DATE\0908\L655933D\SAMPL007.D)  API-ES, Scan, Frag: 120, "Pos"
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 MSD2 TIC, MS File (D:\DATE\0908\L655933D\SAMPL007.D)  , Scan, Frag: 120, "Neg"
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 ADC1 A, ADC1 ELSD (D:\DATE\0908\L655933D\SAMPL007.D)

Mol Wt              233.74
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*MSD1 SPC, time=0.775 of D:\DATE\0908\L655933D\SAMPL007.D  API-ES, Scan, Frag: 120, "Pos"

 121.2  199.2

 198.1

RT  0.775

CH -SL-

9d

S77



0.00.51.01.52.02.53.03.54.04.55.05.56.06.57.07.58.08.59.09.510.010.511.011.512.0
f1 (ppm)
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9f

1H NMR (500 MHz, DMSO-d6) δ 10.24 (s, 1H), 9.11 (s, 1H), 4.55 (t, J = 7.3 Hz, 1H), 3.86 – 3.77 (m,
2H), 3.75 (s, 3H), 3.39 (q, J = 12.4, 11.7 Hz, 2H), 2.42 – 2.31 (m, 1H), 2.15 (dq, J = 13.4, 8.1 Hz, 1H),
2.05 – 1.85 (m, 4H), 1.79 – 1.69 (m, 2H).
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13C NMR (dmso, 151 MHz) δ 169.65, 65.99, 64.19, 64.11, 57.12, 53.43, 33.99, 33.71, 32.29, 26.05.
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 DAD1 A, Sig=215,16 Ref=off (D:\DATE\0710\L633283R\014-D5F-B8-R3625826.D)
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 DAD1 B, Sig=254,16 Ref=off (D:\DATE\0710\L633283R\014-D5F-B8-R3625826.D)
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 MSD1 TIC, MS File (D:\DATE\0710\L633283R\014-D5F-B8-R3625826.D)  ES-API, Fast Scan, Frag: 100, "POS"

 0.378

min0 0.5 1 1.5

20000

40000

60000

 MSD2 TIC, MS File (D:\DATE\0710\L633283R\014-D5F-B8-R3625826.D)  ES-API, Fast Scan, Frag: 100, "NEG"
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 ELS1 A, ELS1A, ELSD Signal (D:\DATE\0710\L633283R\014-D5F-B8-R3625826.D)

Mol Wt              235.71
Exact Mass        199.14
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*MSD1 SPC, time=0.382 of D:\DATE\0710\L633283R\014-D5F-B8-R3625826.D  ES-API, Fast Scan, Frag: 100, "POS"
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0.00.51.01.52.02.53.03.54.04.55.05.56.06.57.07.58.08.59.09.510.010.511.011.512.012.5
f1 (ppm)
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HCl

1H NMR (400 MHz, DMSO-d6) δ 10.14 (s, 1H), 8.97 (s, 1H), 4.56 (t, J = 8.8 Hz, 1H), 3.76 (s, 3H), 2.43
– 2.30 (m, 1H), 2.16 (dq, J = 13.2, 8.2 Hz, 1H), 1.91 – 1.74 (m, 2H), 1.39 (s, 3H), 1.34 (s, 3H).
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13C NMR (DMSO, 126 MHz) δ 169.33, 64.91, 57.12, 52.94, 36.51, 25.82, 24.24, 24.24.
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page 1

# RT DAD1A DAD1B MSD1 MSD2 ELSD MSD1 ions MSD1 rt MSD2 ions MSD2 rt Info

1 0.492 --- --- 100.0% --- --- 158.2(78),98.2(16),141.0(4) 0.502 --- --- P +H+

DAD1A, Sig=215,16  Ref=off R1568693 blank corrected
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DAD1B, Sig=254,16  Ref=off R1568693 blank corrected
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MSD1 TIC, MS File (R1568693) ES-API, Scan
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MSD1 peak refined IC, MS File (R1568693) ES-API, Scan
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MSD2 TIC, MS File (R1568693) ES-API, Scan
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page 2

MSD2 peak refined IC, MS File (R1568693) ES-API, Scan
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Ion Extract m/z 157.6-158.6 from MSD1 TIC, MS File (R1568693) ES-API, Scan, Frag: 100, "POS"

min0.5 1 1.5
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ELS1A, ELSD Signal R1568693 blank corrected
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LSU
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RT 0.502 *MSD1 SPC, [0.460-0.560] of R1568693 ES-API, Scan, Frag: 100 "POS"
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