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Supplementary Figure 1 A–F: Concentration-effect curves of compound 15 (Ɣ) as 

determined in calcein AM (A and B), pheophorbide A (C), Hoechst 33342 (D and F), 

and daunorubicin (E) assays using either ABCB1-overexpressing A2780/ADR cells (A 

and D), ABCC1-overexpressing H69AR cells (B and E), or ABCG2-overexpressing 

MDCK II BCRP cells (C and F). Data were normalized by defining the effect of 10 µM 

c\cORVSRUiQe A (Ÿ; A, B, D, aQd E) aQd cRPSRXQd 34 (Ÿ; C aQd F) aV SRViWiYe cRQWURO 

(100%) and buffer medium was used as negative control (0%). Shown is mean ± SEM 

of at least three independent experiments. 
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Supplementary Figure 2 A–F: Concentration-effect curves of compound 18 (Ɣ) aV 

determined in calcein AM (A and B), pheophorbide A (C), Hoechst 33342 (D and F), 

and daunorubicin (E) assays using either ABCB1-overexpressing A2780/ADR cells (A 

and D), ABCC1-overexpressing H69AR cells (B and E), or ABCG2-overexpressing 

MDCK II BCRP cells (C and F). Data were normalized by defining the effect of 10 µM 

c\cORVSRUiQe A (Ÿ; A, B, D, aQd E) aQd cRPSRXQd 34 (Ÿ; C aQd F) aV SRViWiYe cRQWURO 

(100%) and buffer medium was used as negative control (0%). Shown is mean ± SEM 

of at least three independent experiments. 
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Supplementary Figure 3 A–F: Concentration-effect curves of compound 22 (Ɣ) aV 

determined in calcein AM (A and B), pheophorbide A (C), Hoechst 33342 (D and F), 

and daunorubicin (E) assays using either ABCB1-overexpressing A2780/ADR cells (A 

and D), ABCC1-overexpressing H69AR cells (B and E), or ABCG2-overexpressing 

MDCK II BCRP cells (C and F). Data were normalized by defining the effect of 10 µM 

c\cORVSRUiQe A (Ÿ; A, B, D, aQd E) aQd cRPSRXQd 34 (Ÿ; C aQd F) aV SRViWiYe cRQWURO 

(100%) and buffer medium was used as negative control (0%). Shown is mean ± SEM 

of at least three independent experiments. 
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Supplementary Figure 4 A–F: Concentration-effect curves of compound 26 (Ɣ) aV 

determined in calcein AM (A and B), pheophorbide A (C), Hoechst 33342 (D and F), 

and daunorubicin (E) assays using either ABCB1-overexpressing A2780/ADR cells (A 

and D), ABCC1-overexpressing H69AR cells (B and E), or ABCG2-overexpressing 

MDCK II BCRP cells (C and F). Data were normalized by defining the effect of 10 µM 

c\cORVSRUiQe A (Ÿ; A, B, D, aQd E) aQd cRPSRXQd 34 (Ÿ; C aQd F) aV SRViWiYe cRQWURO 

(100%) and buffer medium was used as negative control (0%). Shown is mean ± SEM 

of at least three independent experiments. 
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Samp l e 0 . 1%FA-ACN  5 - 95%ACN  6  m i n .  Zo r bax - Ec l i pse -P l us  C18   4 , 6  x
100mm ,  3 . 5  mkm .H2658185
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 DAD1 A, Sig=215,4 Ref=off (101220\Analysis_FA_2 2020-10-13 13-38-48\H2658185.D)
 4.575
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 MSD1 TIC, MS File (C:\Users\Public\Documents\ChemStation\1\Data\101220\Analysis_FA_2 2020-10-13 13-38-48\H2658185.D)    ES-API, Pos, Fast Scan, Frag: 120, "positive"
 4.605
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 MSD2 TIC, MS File (C:\Users\Public\Documents\ChemStation\1\Data\101220\Analysis_FA_2 2020-10-13 13-38-48\H2658185.D)    ES-API, Neg, Fast Scan, Frag: 120, "negative"
 4.606
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 MSD3 TIC, MS File (C:\Users\Public\Documents\ChemStation\1\Data\101220\Analysis_FA_2 2020-10-13 13-38-48\H2658185.D)    ES-API, Pos, SIM, Frag: 70, "SIM-pos"
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100mm ,  3 . 5  mkm .H2660984
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 S089997$2  *S089997$2**S089997$2*MaxPeak:  100.00%  
Ret_Time: 0.981 min
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�6���������� *S089976$2**S089976$2*MaxPeak:  97.99%  
Ret_Time: 0.999 min
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 S491337$21   *S491337$21**S491337$21*
MaxPeak:  95.91%  
Ret_Time: 1.070 min
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Samp l e 0 . 1%FA-ACN  5 - 95%ACN  6  m i n .  Zo r bax - Ec l i pse -P l us  C18   4 , 6  x
100mm ,  3 . 5  mkm .H2672083

min2 3 4 5 6 7

mAU

0
200
400
600
800

1000

 DAD1 A, Sig=215,4 Ref=off (101220\Analysis_FA_2 2020-10-13 13-38-48\H2672083.D)
 5.827

min2 3 4 5 6 7

mAU

0

200

400

600

 DAD1 B, Sig=254,4 Ref=off (101220\Analysis_FA_2 2020-10-13 13-38-48\H2672083.D)

min2 3 4 5 6 7
0

200000
400000
600000
800000

1000000
1200000

 MSD1 TIC, MS File (C:\Users\Public\Documents\ChemStation\1\Data\101220\Analysis_FA_2 2020-10-13 13-38-48\H2672083.D)    ES-API, Pos, Fast Scan, Frag: 120, "positive"
 5.859

min2 3 4 5 6 7
0

2000
4000
6000
8000

10000
12000

 MSD2 TIC, MS File (C:\Users\Public\Documents\ChemStation\1\Data\101220\Analysis_FA_2 2020-10-13 13-38-48\H2672083.D)    ES-API, Neg, Fast Scan, Frag: 120, "negative"
 5.857

min2 3 4 5 6 7
0

50000

100000

150000

200000

 MSD3 TIC, MS File (C:\Users\Public\Documents\ChemStation\1\Data\101220\Analysis_FA_2 2020-10-13 13-38-48\H2672083.D)    ES-API, Pos, SIM, Frag: 70, "SIM-pos"

#   T i me    Ar ea%
- - - - - - - - - - - - - - - - -
1   5 . 827   100 . 00

m / z200 400 600 800
0

25
50
75

*MSD1 SPC, time=5.764:6.142 of C:\Users\Public\Documents\ChemStation\1\Data\101220\Analysis_FA_2 2020-10-13 13-38-48\H2672083.D    ES-API, Pos, Fast Scan, Frag: 120, "positive"

42
0.

8
42

1.
0

RT  5 . 859

m / z0 100 200 300 400
0

25
50
75

*MSD2 SPC, time=5.754:6.113 of C:\Users\Public\Documents\ChemStation\1\Data\101220\Analysis_FA_2 2020-10-13 13-38-48\H2672083.D    ES-API, Neg, Fast Scan, Frag: 120, "negative"

42
1.

8
41

8.
8

RT  5 . 857

   Tue ,  13 . - >13 . 10 . 2020       S- >  E        D1F -B7              Acq .  Me t hod  C : \ Use r s \  - >
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Samp l e 0 . 1%FA-ACN  5 - 95%ACN  6  m i n .  Zo r bax - Ec l i pse -P l us  C18   4 , 6  x
100mm ,  3 . 5  mkm .H2665601

min2 3 4 5 6 7

mAU

0

200

400

600

800

 DAD1 A, Sig=215,4 Ref=off (101220\Analysis_FA_2 2020-10-13 13-38-48\H2665601.D)

 2.394

 6.730

min2 3 4 5 6 7

mAU

0
200
400
600
800

 DAD1 B, Sig=254,4 Ref=off (101220\Analysis_FA_2 2020-10-13 13-38-48\H2665601.D)

min2 3 4 5 6 7
0

100000

200000

300000

400000

 MSD1 TIC, MS File (C:\Users\Public\Documents\ChemStation\1\Data\101220\Analysis_FA_2 2020-10-13 13-38-48\H2665601.D)    ES-API, Pos, Fast Scan, Frag: 120, "positive"
 6.775

min2 3 4 5 6 7
0

500
1000
1500
2000
2500

 MSD2 TIC, MS File (C:\Users\Public\Documents\ChemStation\1\Data\101220\Analysis_FA_2 2020-10-13 13-38-48\H2665601.D)    ES-API, Neg, Fast Scan, Frag: 120, "negative"

min2 3 4 5 6 7
0

200000

400000

600000

 MSD3 TIC, MS File (C:\Users\Public\Documents\ChemStation\1\Data\101220\Analysis_FA_2 2020-10-13 13-38-48\H2665601.D)    ES-API, Pos, SIM, Frag: 70, "SIM-pos"

#   T i me    Ar ea%
- - - - - - - - - - - - - - - - -
1   2 . 394    1 . 75
2   6 . 730   98 . 25

m / z100 200 300 400 500
0

25
50
75

*MSD1 SPC, time=6.558:6.936 of C:\Users\Public\Documents\ChemStation\1\Data\101220\Analysis_FA_2 2020-10-13 13-38-48\H2665601.D    ES-API, Pos, Fast Scan, Frag: 120, "positive"

19
1.

0

43
1.

0
42

8.
0

RT  6 . 775

   Tue ,  13 . - >13 . 10 . 2020       S- >  E        D1F -A6              Acq .  Me t hod  C : \ Use r s \  - >
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Compound 17



Samp l e 0 . 1%FA-ACN  5 - 95%ACN  6  m i n .  Zo r bax - Ec l i pse -P l us  C18   4 , 6  x
100mm ,  3 . 5  mkm .H2660982

min2 3 4 5 6 7

mAU

0

250

500

750

1000

 DAD1 A, Sig=215,4 Ref=off (101220\Analysis_FA_2 2020-10-13 13-38-48\H2660982.D)
 6.442

min2 3 4 5 6 7

mAU

0
200
400
600
800

1000

 DAD1 B, Sig=254,4 Ref=off (101220\Analysis_FA_2 2020-10-13 13-38-48\H2660982.D)

min2 3 4 5 6 7
0

200000
400000
600000
800000

1000000

 MSD1 TIC, MS File (C:\Users\Public\Documents\ChemStation\1\Data\101220\Analysis_FA_2 2020-10-13 13-38-48\H2660982.D)    ES-API, Pos, Fast Scan, Frag: 120, "positive"
 6.476

min2 3 4 5 6 7
0

1000

2000

3000

4000

5000

 MSD2 TIC, MS File (C:\Users\Public\Documents\ChemStation\1\Data\101220\Analysis_FA_2 2020-10-13 13-38-48\H2660982.D)    ES-API, Neg, Fast Scan, Frag: 120, "negative"

min2 3 4 5 6 7
0

25000

50000

75000

100000

125000

 MSD3 TIC, MS File (C:\Users\Public\Documents\ChemStation\1\Data\101220\Analysis_FA_2 2020-10-13 13-38-48\H2660982.D)    ES-API, Pos, SIM, Frag: 70, "SIM-pos"

#   T i me    Ar ea%
- - - - - - - - - - - - - - - - -
1   6 . 442   100 . 00

m / z100 200 300 400 500 600 700
0

25
50
75

*MSD1 SPC, time=6.312:6.690 of C:\Users\Public\Documents\ChemStation\1\Data\101220\Analysis_FA_2 2020-10-13 13-38-48\H2660982.D    ES-API, Pos, Fast Scan, Frag: 120, "positive"

44
9.

2
44

7.
0

RT  6 . 476

   Tue ,  13 . - >13 . 10 . 2020       S- >  E        D1F -B3              Acq .  Me t hod  C : \ Use r s \  - >
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Compound 18



Samp l e 0 . 1%FA-ACN  5 - 95%ACN  6  m i n .  Zo r bax - Ec l i pse -P l us  C18   4 , 6  x
100mm ,  3 . 5  mkm .H2666177

min2 3 4 5 6 7

mAU

0

500

1000

1500

2000

 DAD1 A, Sig=215,4 Ref=off (101220\Analysis_FA_2 2020-10-13 13-00-20\H2666177.D)

 4.378

 5.416

min2 3 4 5 6 7

mAU

0

500

1000

1500

 DAD1 B, Sig=254,4 Ref=off (101220\Analysis_FA_2 2020-10-13 13-00-20\H2666177.D)

min2 3 4 5 6 7
0

500000

1000000

1500000

2000000

 MSD1 TIC, MS File (C:\Users\Public\Documents\ChemStation\1\Data\101220\Analysis_FA_2 2020-10-13 13-00-20\H2666177.D)    ES-API, Pos, Fast Scan, Frag: 120, "positive"

 4.427

 5.458

min2 3 4 5 6 7
0

200

400

600

800

 MSD2 TIC, MS File (C:\Users\Public\Documents\ChemStation\1\Data\101220\Analysis_FA_2 2020-10-13 13-00-20\H2666177.D)    ES-API, Neg, Fast Scan, Frag: 120, "negative"

min2 3 4 5 6 7
0

100000

200000

300000

 MSD3 TIC, MS File (C:\Users\Public\Documents\ChemStation\1\Data\101220\Analysis_FA_2 2020-10-13 13-00-20\H2666177.D)    ES-API, Pos, SIM, Frag: 70, "SIM-pos"

#   T i me    Ar ea%
- - - - - - - - - - - - - - - - -
1   4 . 378    0 . 28
2   5 . 416   99 . 72

m / z200 400 600 800 1000
0

25
50
75

*MSD1 SPC, time=4.346:4.479 of C:\Users\Public\Documents\ChemStation\1\Data\101220\Analysis_FA_2 2020-10-13 13-00-20\H2666177.D    ES-API, Pos, Fast Scan, Frag: 120, "positive"

42
6.

0

19
1.

9

11
4.

8

83
9.

2

16
2.

8

30
2.

8

26
9.

0

19
1.

0

49
1.

2

40
9.

0

RT  4 . 427

m / z200 400 600 800
0

25
50
75

*MSD1 SPC, time=5.348:5.726 of C:\Users\Public\Documents\ChemStation\1\Data\101220\Analysis_FA_2 2020-10-13 13-00-20\H2666177.D    ES-API, Pos, Fast Scan, Frag: 120, "positive"

37
8.

0
37

7.
0

RT  5 . 458

   Tue ,  13 . - >13 . 10 . 2020       S- >  E        D1F -A4              Acq .  Me t hod  C : \ Use r s \  - >
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 S089986$3   *S089986$3**S089986$3*
MaxPeak:  100.00%  
Ret_Time: 1.248 min
 

䣯䣫䣰0 0.5 1 1.5

䣯䣃䣗

0

100

200

 DAD1 A, Sig=215,10 Ref=off (D:\DATE\0818\L277926D\SAMPL033.D)

 1.248

䣯䣫䣰0 0.5 1 1.5

䣯䣃䣗

0

50

100

 DAD1 B, Sig=254,10 Ref=off (D:\DATE\0818\L277926D\SAMPL033.D)

䣯䣫䣰0 0.5 1 1.5
0

1000000

2000000

3000000

 MSD1 TIC, MS File (D:\DATE\0818\L277926D\SAMPL033.D)  API-ES, Scan, Frag: 120, "Pos"

 1.268

䣯䣫䣰0 0.5 1 1.5
0

200000

400000

600000

 MSD2 TIC, MS File (D:\DATE\0818\L277926D\SAMPL033.D)  , Scan, Frag: 120, "Neg"

 1.272

䣯䣫䣰0 0.5 1 1.5

䣯䣘

23

24

25

 ADC1 B, ELSD (D:\DATE\0818\L277926D\SAMPL033.D)

Mol Wt              355.43
Exact Mass        355.05
#  Time   Area%
-----------------
1  1.248  100.00
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 

䣯䢱䣼100 200 300 400 500
0

50

*MSD1 SPC, time=1.266 of D:\DATE\0818\L277926D\SAMPL033.D  API-ES, Scan, Frag: 120, "Pos"

 358.0

 356.1

RT  1.268

䣯䢱䣼100 200 300 400 500
0

0.2

*MSD2 SPC, time=1.276 of D:\DATE\0818\L277926D\SAMPL033.D  , Scan, Frag: 120, "Neg"

 207.6 87.4  554.0 248.3  471.1 333.9  515.1 296.0 138.9  176.9 595. 410.4 110.8  378.0  442.8
 421.0 291.1 172.9  383.1 338.9

 162.9
 160.9

RT  1.272

    Inj.Date 8/18/2020            O                -SL-     Acq. Method C:\HPCHEM\->   ->
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 S089944$22  *S089944$22**S089944$22*MaxPeak:  98.57%  
Ret_Time: 1.513 min
 

䣯䣫䣰0 0.5 1 1.5

䣯䣃䣗

0
250
500
750

1000

 DAD1 A, Sig=215,16 Ref=off (D:\DATA\08\0818\L277853D\046-D1B-D9-S089944$22.D)

������

������

䣯䣫䣰0 0.5 1 1.5

䣯䣃䣗

0

200

400

 DAD1 B, Sig=254,16 Ref=off (D:\DATA\08\0818\L277853D\046-D1B-D9-S089944$22.D)

䣯䣫䣰0 0.5 1 1.5
0

500000

1000000

 MSD1 TIC, MS File (D:\DATA\08\0818\L277853D\046-D1B-D9-S089944$22.D)  ES-API, Scan, Frag: 100, "POS"

������

䣯䣫䣰0 0.5 1 1.5
0

50000

100000

 MSD2 TIC, MS File (D:\DATA\08\0818\L277853D\046-D1B-D9-S089944$22.D)  ES-API, Scan, Frag: 100, "NEG"

������

䣯䣫䣰0 0.5 1 1.5

䣎䣕䣗

10
15
20
25
30

 ELS1 A, ELS1A, ELSD Signal (D:\DATA\08\0818\L277853D\046-D1B-D9-S089944$22.D)

Mol Wt              444.41
Exact Mass        444.17
#  Time   Area%
-----------------
1  1.475   1.43
2  1.513  98.57
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 

䣯䢱䣼100 200 300 400 500
0

50

*MSD1 SPC, time=1.530 of D:\DATA\08\0818\L277853D\046-D1B-D9-S089944$22.D  ES-API, Scan, Frag: 100, "POS"

������

������

RT  1.526

䣯䢱䣼100 200 300 400 500
0

50

*MSD2 SPC, time=1.526 of D:\DATA\08\0818\L277853D\046-D1B-D9-S089944$22.D  ES-API, Scan, Frag: 100, "NEG"

������������

������

RT  1.526

    Inj.Date 8/17/2020            LT               13       Acq. Method C:\Chem32\->   ->
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Compound 21



�6���������� *S089988$5**S089988$5*MaxPeak:  100.00%  
Ret_Time: 1.110 min
 

䣯䣫䣰0 0.5 1 1.5

䣯䣃䣗

0

500

1000

1500

 DAD1 A, Sig=215,10 Ref=off (D:\DATA\0819-1\L278254D-PART1\EXP00003.D)

 1.110

䣯䣫䣰0 0.5 1 1.5

䣯䣃䣗

0

200

400

600

 DAD1 B, Sig=254,10 Ref=off (D:\DATA\0819-1\L278254D-PART1\EXP00003.D)

䣯䣫䣰0 0.5 1 1.5
0

2000000

4000000

6000000

 MSD1 TIC, MS File (D:\DATA\0819-1\L278254D-PART1\EXP00003.D)  API-ES, Scan, Frag: 120, "Pos"

 1.127

䣯䣫䣰0 0.5 1 1.5
0

100000

200000

300000

 MSD2 TIC, MS File (D:\DATA\0819-1\L278254D-PART1\EXP00003.D)  , Scan, Frag: 120, "Neg"

䣯䣫䣰0 0.5 1 1.5

䣯䣘

30

40

50

 ADC1 A, ADC1 ELSD (D:\DATA\0819-1\L278254D-PART1\EXP00003.D)

Mol Wt              424.54
Exact Mass        424.12
#  Time   Area%
-----------------
1  1.110  100.00
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 

䣯䢱䣼100 200 300 400 500
0

50

*MSD1 SPC, time=1.124 of D:\DATA\0819-1\L278254D-PART1\EXP00003.D  API-ES, Scan, Frag: 120, "Pos"

������

������

RT  1.127

    Inj.Date 8/20/2020            M                -VL-     Acq. Method C:\HPCHEM\->   ->
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Compound 22



Samp l e 0 . 1%FA-ACN  5 - 95%ACN  6  m i n .  Zo r bax - Ec l i pse -P l us  C18   4 , 6  x
100mm ,  3 . 5  mkm .H2660127

min2 3 4 5 6 7

mAU

0

500

1000

1500

 DAD1 A, Sig=215,4 Ref=off (101220\Analysis_FA_2 2020-10-13 16-15-13\H2660127.D)
 5.391 5.443

min2 3 4 5 6 7

mAU

0

200

400

600

 DAD1 B, Sig=254,4 Ref=off (101220\Analysis_FA_2 2020-10-13 16-15-13\H2660127.D)

min2 3 4 5 6 7
0

500000
1000000
1500000
2000000
2500000

 MSD1 TIC, MS File (C:\Users\Public\Documents\ChemStation\1\Data\101220\Analysis_FA_2 2020-10-13 16-15-13\H2660127.D)    ES-API, Pos, Fast Scan, Frag: 120, "positive"
 5.438

min2 3 4 5 6 7
0

10000
20000
30000
40000
50000

 MSD2 TIC, MS File (C:\Users\Public\Documents\ChemStation\1\Data\101220\Analysis_FA_2 2020-10-13 16-15-13\H2660127.D)    ES-API, Neg, Fast Scan, Frag: 120, "negative"
 5.424

min2 3 4 5 6 7

200

400

600

800

1000

 MSD3 TIC, MS File (C:\Users\Public\Documents\ChemStation\1\Data\101220\Analysis_FA_2 2020-10-13 16-15-13\H2660127.D)    ES-API, Pos, SIM, Frag: 70, "SIM-pos"

#   T i me    Ar ea%
- - - - - - - - - - - - - - - - -
1   5 . 391   53 . 36
2   5 . 443   46 . 64

m / z200 400 600 800
0

25
50
75

*MSD1 SPC, time=5.292:5.991 of C:\Users\Public\Documents\ChemStation\1\Data\101220\Analysis_FA_2 2020-10-13 16-15-13\H2660127.D    ES-API, Pos, Fast Scan, Frag: 120, "positive"

43
8.

2
43

5.
0

RT  5 . 438

m / z0 100 200 300 400 500
0

25
50
75

*MSD2 SPC, time=5.300:5.754 of C:\Users\Public\Documents\ChemStation\1\Data\101220\Analysis_FA_2 2020-10-13 16-15-13\H2660127.D    ES-API, Neg, Fast Scan, Frag: 120, "negative"

48
2.

0

43
4.

0

46
8.

8
47

9.
0

RT  5 . 424

   Tue ,  13 . - >13 . 10 . 2020       S- >  E        D1F -B2              Acq .  Me t hod  C : \ Use r s \  - >
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Compound 23



Samp l e 0 . 1%FA-ACN  5 - 95%  ACN ,  15  m i n .  K i ne t ex t  C18  4 , 6  x  150mm ,  2 . 6  u .
H2572918

min2 4 6 8 10 12 14

mAU

0

500

1000

1500

 DAD1 A, Sig=215,4 Ref=off (092320\Analysis_FA_7 2020-09-23 13-40-11\H2572918.D)
 6.489

 7.207  8.529 8.772 9.330

min2 4 6 8 10 12 14

mAU

0
200
400
600
800

1000

 DAD1 B, Sig=254,4 Ref=off (092320\Analysis_FA_7 2020-09-23 13-40-11\H2572918.D)

min2 4 6 8 10 12 14
0

1000000

2000000

3000000

 MSD1 TIC, MS File (C:\Users\Public\Documents\ChemStation\1\Data\092320\Analysis_FA_7 2020-09-23 13-40-11\H2572918.D)    ES-API, Pos, Fast Scan, Frag: 120, "positive"
 6.529

 7.236  8.568 8.812  9.375

min2 4 6 8 10 12 14
0

5000

10000

15000

 MSD2 TIC, MS File (C:\Users\Public\Documents\ChemStation\1\Data\092320\Analysis_FA_7 2020-09-23 13-40-11\H2572918.D)    ES-API, Neg, Fast Scan, Frag: 120, "negative"
 6.543

 7.232

 8.569

min2 4 6 8 10 12 14
0

2000000

4000000

6000000

 MSD3 TIC, MS File (C:\Users\Public\Documents\ChemStation\1\Data\092320\Analysis_FA_7 2020-09-23 13-40-11\H2572918.D)    ES-API, Pos, SIM, Frag: 70, "Sim-pos"

#   T i me    Ar ea%
- - - - - - - - - - - - - - - - -
1   6 . 489   98 . 38
2   7 . 207    0 . 45
3   8 . 529    0 . 70
4   8 . 772    0 . 27
5   9 . 330    0 . 20

m / z200 400 600 800
0

25
50
75

*MSD1 SPC, time=6.153:6.928 of C:\Users\Public\Documents\ChemStation\1\Data\092320\Analysis_FA_7 2020-09-23 13-40-11\H2572918.D    ES-API, Pos, Fast Scan, Frag: 120, "positive"

40
1.

2
40

1.
0

RT  6 . 529

m / z200 400 600 800
0

25
50
75

*MSD1 SPC, time=7.051:7.351 of C:\Users\Public\Documents\ChemStation\1\Data\092320\Analysis_FA_7 2020-09-23 13-40-11\H2572918.D    ES-API, Pos, Fast Scan, Frag: 120, "positive"

57
1.

2

40
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0
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0
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2

RT  7 . 236
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Compound 24



m / z200 400 600 800
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*MSD1 SPC, time=8.479:8.655 of C:\Users\Public\Documents\ChemStation\1\Data\092320\Analysis_FA_7 2020-09-23 13-40-11\H2572918.D    ES-API, Pos, Fast Scan, Frag: 120, "positive"
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RT  8 . 568
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*MSD1 SPC, time=8.655:8.972 of C:\Users\Public\Documents\ChemStation\1\Data\092320\Analysis_FA_7 2020-09-23 13-40-11\H2572918.D    ES-API, Pos, Fast Scan, Frag: 120, "positive"

40
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RT  8 . 812
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*MSD1 SPC, time=9.307:9.501 of C:\Users\Public\Documents\ChemStation\1\Data\092320\Analysis_FA_7 2020-09-23 13-40-11\H2572918.D    ES-API, Pos, Fast Scan, Frag: 120, "positive"

26
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40
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0
RT  9 . 375
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*MSD2 SPC, time=6.266:6.901 of C:\Users\Public\Documents\ChemStation\1\Data\092320\Analysis_FA_7 2020-09-23 13-40-11\H2572918.D    ES-API, Neg, Fast Scan, Frag: 120, "negative"

43
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39
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0

44
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0

RT  6 . 543
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0
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*MSD2 SPC, time=7.042:7.341 of C:\Users\Public\Documents\ChemStation\1\Data\092320\Analysis_FA_7 2020-09-23 13-40-11\H2572918.D    ES-API, Neg, Fast Scan, Frag: 120, "negative"

52
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RT  7 . 232
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*MSD2 SPC, time=8.469:8.681 of C:\Users\Public\Documents\ChemStation\1\Data\092320\Analysis_FA_7 2020-09-23 13-40-11\H2572918.D    ES-API, Neg, Fast Scan, Frag: 120, "negative"
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0

RT  8 . 569
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Compound 24



Samp l e 0 . 1%FA-ACN  5 - 95%ACN  6  m i n .  Zo r bax - Ec l i pse -P l us  C18   4 , 6  x
100mm ,  3 . 5  mkm .H2663691

min2 3 4 5 6 7

mAU

0
200
400
600
800

 DAD1 A, Sig=215,4 Ref=off (101220\Analysis_FA_2 2020-10-13 13-38-48\H2663691.D)
 3.891

min2 3 4 5 6 7

mAU

0

100

200

300

400

 DAD1 B, Sig=254,4 Ref=off (101220\Analysis_FA_2 2020-10-13 13-38-48\H2663691.D)

min2 3 4 5 6 7
0

500000
1000000
1500000
2000000
2500000

 MSD1 TIC, MS File (C:\Users\Public\Documents\ChemStation\1\Data\101220\Analysis_FA_2 2020-10-13 13-38-48\H2663691.D)    ES-API, Pos, Fast Scan, Frag: 120, "positive"
 3.926

min2 3 4 5 6 7
0

1000
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 MSD2 TIC, MS File (C:\Users\Public\Documents\ChemStation\1\Data\101220\Analysis_FA_2 2020-10-13 13-38-48\H2663691.D)    ES-API, Neg, Fast Scan, Frag: 120, "negative"
 3.926

min2 3 4 5 6 7
0
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400000

 MSD3 TIC, MS File (C:\Users\Public\Documents\ChemStation\1\Data\101220\Analysis_FA_2 2020-10-13 13-38-48\H2663691.D)    ES-API, Pos, SIM, Frag: 70, "SIM-pos"

#   T i me    Ar ea%
- - - - - - - - - - - - - - - - -
1   3 . 891   100 . 00

m / z200 400 600 800 1000
0
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50
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*MSD1 SPC, time=3.798:4.290 of C:\Users\Public\Documents\ChemStation\1\Data\101220\Analysis_FA_2 2020-10-13 13-38-48\H2663691.D    ES-API, Pos, Fast Scan, Frag: 120, "positive"
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RT  3 . 926
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*MSD2 SPC, time=3.825:4.071 of C:\Users\Public\Documents\ChemStation\1\Data\101220\Analysis_FA_2 2020-10-13 13-38-48\H2663691.D    ES-API, Neg, Fast Scan, Frag: 120, "negative"
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RT  3 . 926
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Compound 25



Samp l e 0 . 1%FA-ACN  5 - 95%ACN  6  m i n .  Zo r bax - Ec l i pse -P l us  C18   4 , 6  x
100mm ,  3 . 5  mkm .H2660983

min2 3 4 5 6 7

mAU

0

200

400

600

800

 DAD1 A, Sig=215,4 Ref=off (101220\Analysis_FA_2 2020-10-13 13-38-48\H2660983.D)
 5.738

min2 3 4 5 6 7

mAU

0

250
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 DAD1 B, Sig=254,4 Ref=off (101220\Analysis_FA_2 2020-10-13 13-38-48\H2660983.D)

min2 3 4 5 6 7
0

500000

1000000

1500000

 MSD1 TIC, MS File (C:\Users\Public\Documents\ChemStation\1\Data\101220\Analysis_FA_2 2020-10-13 13-38-48\H2660983.D)    ES-API, Pos, Fast Scan, Frag: 120, "positive"
 5.767

min2 3 4 5 6 7
0

100

200
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 MSD2 TIC, MS File (C:\Users\Public\Documents\ChemStation\1\Data\101220\Analysis_FA_2 2020-10-13 13-38-48\H2660983.D)    ES-API, Neg, Fast Scan, Frag: 120, "negative"

min2 3 4 5 6 7
0

50000

100000

150000

200000

 MSD3 TIC, MS File (C:\Users\Public\Documents\ChemStation\1\Data\101220\Analysis_FA_2 2020-10-13 13-38-48\H2660983.D)    ES-API, Pos, SIM, Frag: 70, "SIM-pos"

#   T i me    Ar ea%
- - - - - - - - - - - - - - - - -
1   5 . 738   100 . 00

m / z100 200 300 400 500 600
0
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*MSD1 SPC, time=5.632:6.123 of C:\Users\Public\Documents\ChemStation\1\Data\101220\Analysis_FA_2 2020-10-13 13-38-48\H2660983.D    ES-API, Pos, Fast Scan, Frag: 120, "positive"
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RT  5 . 767
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Compound 26



Samp l e 0 . 1%FA-ACN  5 - 95%ACN  6  m i n .  Zo r bax - Ec l i pse -P l us  C18   4 , 6  x
100mm ,  3 . 5  mkm .H2663777

min2 3 4 5 6 7

mAU

0
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 DAD1 A, Sig=215,4 Ref=off (101220\Analysis_FA_2 2020-10-13 13-38-48\H2663777.D)
 6.171

min2 3 4 5 6 7

mAU

0

200
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 DAD1 B, Sig=254,4 Ref=off (101220\Analysis_FA_2 2020-10-13 13-38-48\H2663777.D)

min2 3 4 5 6 7
0

200000

400000

600000

 MSD1 TIC, MS File (C:\Users\Public\Documents\ChemStation\1\Data\101220\Analysis_FA_2 2020-10-13 13-38-48\H2663777.D)    ES-API, Pos, Fast Scan, Frag: 120, "positive"
 6.202

min2 3 4 5 6 7
0
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 MSD2 TIC, MS File (C:\Users\Public\Documents\ChemStation\1\Data\101220\Analysis_FA_2 2020-10-13 13-38-48\H2663777.D)    ES-API, Neg, Fast Scan, Frag: 120, "negative"
 6.209

min2 3 4 5 6 7
0

20000
40000
60000
80000

100000

 MSD3 TIC, MS File (C:\Users\Public\Documents\ChemStation\1\Data\101220\Analysis_FA_2 2020-10-13 13-38-48\H2663777.D)    ES-API, Pos, SIM, Frag: 70, "SIM-pos"

#   T i me    Ar ea%
- - - - - - - - - - - - - - - - -
1   6 . 171   100 . 00

m / z100 200 300 400 500 600 700
0

25
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*MSD1 SPC, time=6.104:6.520 of C:\Users\Public\Documents\ChemStation\1\Data\101220\Analysis_FA_2 2020-10-13 13-38-48\H2663777.D    ES-API, Pos, Fast Scan, Frag: 120, "positive"
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37
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RT  6 . 202
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*MSD2 SPC, time=6.094:6.378 of C:\Users\Public\Documents\ChemStation\1\Data\101220\Analysis_FA_2 2020-10-13 13-38-48\H2663777.D    ES-API, Neg, Fast Scan, Frag: 120, "negative"
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RT  6 . 209
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Compound 27



Samp l e 0 . 1%FA-ACN  5 - 95%ACN  6  m i n .  Zo r bax - Ec l i pse -P l us  C18   4 , 6  x
100mm ,  3 . 5  mkm .H2670384

min2 3 4 5 6

mAU

0

500

1000

1500

 DAD1 A, Sig=215,4 Ref=off (101220\Analysis_FA_2 2020-10-13 13-00-20\H2670384.D)

 2.648

 3.153

 4.237  4.694

min2 3 4 5 6

mAU

0

200
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 DAD1 B, Sig=254,4 Ref=off (101220\Analysis_FA_2 2020-10-13 13-00-20\H2670384.D)

min2 3 4 5 6
0

500000
1000000
1500000
2000000
2500000

 MSD1 TIC, MS File (C:\Users\Public\Documents\ChemStation\1\Data\101220\Analysis_FA_2 2020-10-13 13-00-20\H2670384.D)    ES-API, Pos, Fast Scan, Frag: 120, "positive"
 3.190

 4.264  4.722

min2 3 4 5 6
0
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30000

 MSD2 TIC, MS File (C:\Users\Public\Documents\ChemStation\1\Data\101220\Analysis_FA_2 2020-10-13 13-00-20\H2670384.D)    ES-API, Neg, Fast Scan, Frag: 120, "negative"
 3.186

min2 3 4 5 6
0
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500000

 MSD3 TIC, MS File (C:\Users\Public\Documents\ChemStation\1\Data\101220\Analysis_FA_2 2020-10-13 13-00-20\H2670384.D)    ES-API, Pos, SIM, Frag: 70, "SIM-pos"

#   T i me    Ar ea%
- - - - - - - - - - - - - - - - -
1   2 . 648    0 . 35
2   3 . 153   95 . 66
3   4 . 237    2 . 50
4   4 . 694    1 . 49
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0
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*MSD1 SPC, time=3.080:3.439 of C:\Users\Public\Documents\ChemStation\1\Data\101220\Analysis_FA_2 2020-10-13 13-00-20\H2670384.D    ES-API, Pos, Fast Scan, Frag: 120, "positive"
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RT  3 . 190
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*MSD1 SPC, time=4.157:4.346 of C:\Users\Public\Documents\ChemStation\1\Data\101220\Analysis_FA_2 2020-10-13 13-00-20\H2670384.D    ES-API, Pos, Fast Scan, Frag: 120, "positive"
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RT  4 . 264
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m / z200 400 600 800 1000
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*MSD1 SPC, time=4.630:4.857 of C:\Users\Public\Documents\ChemStation\1\Data\101220\Analysis_FA_2 2020-10-13 13-00-20\H2670384.D    ES-API, Pos, Fast Scan, Frag: 120, "positive"
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RT  4 . 722
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*MSD2 SPC, time=3.069:3.372 of C:\Users\Public\Documents\ChemStation\1\Data\101220\Analysis_FA_2 2020-10-13 13-00-20\H2670384.D    ES-API, Neg, Fast Scan, Frag: 120, "negative"
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RT  3 . 186
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Compound 28



MaxPeak:  100.00%  
Ret_Time: 1.245 min
 

�6����������� *S089971$6**S089971$6*

min0 0.5 1 1.5

mAU

0

250
500

750

 DAD1 A, Sig=215,16 Ref=off (D:\DATE\AUGUST\160820\L277712D\053-D5B-F8-S089971$6.D)

 1.245

min0 0.5 1 1.5

mAU

0
200
400
600

 DAD1 B, Sig=254,16 Ref=off (D:\DATE\AUGUST\160820\L277712D\053-D5B-F8-S089971$6.D)

min0 0.5 1 1.5
0

200000

400000

600000

 MSD1 TIC, MS File (D:\DATE\AUGUST\160820\L277712D\053-D5B-F8-S089971$6.D)  ES-API, Fast Scan, F

 1.255

min0 0.5 1 1.5
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 MSD2 TIC, MS File (D:\DATE\AUGUST\160820\L277712D\053-D5B-F8-S089971$6.D)  ES-API, Fast Scan, F

 1.254

min0 0.5 1 1.5

LSU

10
12.5

15
17.5

20

 ELS1 A, ELS1A, ELSD Signal (D:\DATE\AUGUST\160820\L277712D\053-D5B-F8-S089971$6.D)

Mol Wt              334.34
Exact Mass        334.08
#  Time   Area%
-----------------
1  1.245  100.00
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 

m/z100 200 300 400 500
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*MSD1 SPC, time=1.258 of D:\DATE\AUGUST\160820\L277712D\053-D5B-F8-S089971$6.D  ES-API, Fast Scan, Frag: 100, "POS"

 337.0 157.0  307.0

 335.0

RT  1.255

m/z350 375 400 425 450 475 500
0

50

*MSD2 SPC, time=1.252 of D:\DATE\AUGUST\160820\L277712D\053-D5B-F8-S089971$6.D  ES-API, Fast Scan, Frag: 100, "NEG

 335.0

 333.2

RT  1.254

    Inj.Date 8/15/2020            T      <invalid>          Acq. Method C:\Users\ ->   ->
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Compound 29



 S089954$3  *S089954$3**S089954$3*MaxPeak:  100.00%  
Ret_Time: 1.273 min
 

䣯䣫䣰0 0.5 1 1.5

䣯䣃䣗

0
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 DAD1 A, Sig=215,16 Ref=off (D:\WORK\D\08\08_18\L277943D\SAMPL000034.D)

������
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䣯䣃䣗
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 DAD1 B, Sig=254,16 Ref=off (D:\WORK\D\08\08_18\L277943D\SAMPL000034.D)

䣯䣫䣰0 0.5 1 1.5

5000000

10000000

15000000

 MSD1 TIC, MS File (D:\WORK\D\08\08_18\L277943D\SAMPL000034.D)  ES-API, Scan, Frag: 100, "POS"

������

䣯䣫䣰0 0.5 1 1.5
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2000000

 MSD2 TIC, MS File (D:\WORK\D\08\08_18\L277943D\SAMPL000034.D)  ES-API, Scan, Frag: 100, "NEG"

������

䣯䣫䣰0 0.5 1 1.5

䣯䣘

50

100

 ADC1 A, ELSD (D:\WORK\D\08\08_18\L277943D\SAMPL000034.D)

Mol Wt              339.34
Exact Mass        339.15
#  Time   Area%
-----------------
1  1.273  100.00
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*MSD1 SPC, time=1.291 of D:\WORK\D\08\08_18\L277943D\SAMPL000034.D  ES-API, Scan, Frag: 100, "POS"

������ ������
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������

RT  1.294
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*MSD2 SPC, time=1.295 of D:\WORK\D\08\08_18\L277943D\SAMPL000034.D  ES-API, Scan, Frag: 100, "NEG"

������
������

������

RT  1.293

   Inj.Date  8/17/2020             K               -3-       Acq. Method C:\CHEM32\-> ->
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Compound 30



Samp l e 0 . 1%FA-ACN  5 - 95%ACN  6  m i n .  Zo r bax - Ec l i pse -P l us  C18   4 , 6  x
100mm ,  3 . 5  mkm .H2674289

min2 3 4 5 6 7

mAU

0

500

1000

1500

2000

 DAD1 A, Sig=215,4 Ref=off (101220\Analysis_FA_2 2020-10-13 13-00-20\H2674289.D)

 2.259  3.763  6.448

 6.849

min2 3 4 5 6 7

mAU

0
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 DAD1 B, Sig=254,4 Ref=off (101220\Analysis_FA_2 2020-10-13 13-00-20\H2674289.D)

min2 3 4 5 6 7
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100000

125000

 MSD1 TIC, MS File (C:\Users\Public\Documents\ChemStation\1\Data\101220\Analysis_FA_2 2020-10-13 13-00-20\H2674289.D)    ES-API, Pos, Fast Scan, Frag: 120, "positive"

 3.261

 3.787

 4.439
 5.375

 5.594

 6.918
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2000

 MSD2 TIC, MS File (C:\Users\Public\Documents\ChemStation\1\Data\101220\Analysis_FA_2 2020-10-13 13-00-20\H2674289.D)    ES-API, Neg, Fast Scan, Frag: 120, "negative"

min2 3 4 5 6 7
0
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20000

30000

 MSD3 TIC, MS File (C:\Users\Public\Documents\ChemStation\1\Data\101220\Analysis_FA_2 2020-10-13 13-00-20\H2674289.D)    ES-API, Pos, SIM, Frag: 70, "SIM-pos"

#   T i me    Ar ea%
- - - - - - - - - - - - - - - - -
1   2 . 259    2 . 14
2   3 . 763    0 . 89
3   6 . 448    0 . 80
4   6 . 849   96 . 18
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*MSD1 SPC, time=3.174:3.515 of C:\Users\Public\Documents\ChemStation\1\Data\101220\Analysis_FA_2 2020-10-13 13-00-20\H2674289.D    ES-API, Pos, Fast Scan, Frag: 120, "positive"
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RT  3 . 261
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*MSD1 SPC, time=3.704:3.855 of C:\Users\Public\Documents\ChemStation\1\Data\101220\Analysis_FA_2 2020-10-13 13-00-20\H2674289.D    ES-API, Pos, Fast Scan, Frag: 120, "positive"
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RT  3 . 787
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*MSD1 SPC, time=4.365:4.554 of C:\Users\Public\Documents\ChemStation\1\Data\101220\Analysis_FA_2 2020-10-13 13-00-20\H2674289.D    ES-API, Pos, Fast Scan, Frag: 120, "positive"
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RT  4 . 439
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*MSD1 SPC, time=5.292:5.556 of C:\Users\Public\Documents\ChemStation\1\Data\101220\Analysis_FA_2 2020-10-13 13-00-20\H2674289.D    ES-API, Pos, Fast Scan, Frag: 120, "positive"
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RT  5 . 375
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*MSD1 SPC, time=5.594:5.745 of C:\Users\Public\Documents\ChemStation\1\Data\101220\Analysis_FA_2 2020-10-13 13-00-20\H2674289.D    ES-API, Pos, Fast Scan, Frag: 120, "positive"
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RT  5 . 594
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*MSD1 SPC, time=6.766:7.050 of C:\Users\Public\Documents\ChemStation\1\Data\101220\Analysis_FA_2 2020-10-13 13-00-20\H2674289.D    ES-API, Pos, Fast Scan, Frag: 120, "positive"
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RT  6 . 918
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Compound 31



 S491339$5  *S491339$5**S491339$5*MaxPeak:  100.00%  
Ret_Time: 1.254 min
 

min0 0.5 1 1.5

mAU

0
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 DAD1 A, Sig=215,16 Ref=off (D:\DATE\OCT\0610\L292726D-PART1\038-D5B-E7-S491339$5.D)

������
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 DAD1 B, Sig=254,16 Ref=off (D:\DATE\OCT\0610\L292726D-PART1\038-D5B-E7-S491339$5.D)
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 MSD1 TIC, MS File (D:\DATE\OCT\0610\L292726D-PART1\038-D5B-E7-S491339$5.D)  ES-API, Fast Scan, Fra

������

min0 0.5 1 1.5
0

1000

2000

 MSD2 TIC, MS File (D:\DATE\OCT\0610\L292726D-PART1\038-D5B-E7-S491339$5.D)  ES-API, Fast Scan, Fra

������

min0 0.5 1 1.5

LSU

12

14

16

 ELS1 A, ELS1A, ELSD Signal (D:\DATE\OCT\0610\L292726D-PART1\038-D5B-E7-S491339$5.D)

Mol Wt              337.35
Exact Mass        337.15
#  Time   Area%
-----------------
1  1.254  100.00
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 

m/z100 150 200 250 300 350 400 450
0

50

*MSD1 SPC, time=1.270 of D:\DATE\OCT\0610\L292726D-PART1\038-D5B-E7-S491339$5.D  ES-API, Fast Scan, Frag: 100, "POS

������
������

������

RT  1.264

m/z100 200 300 400 500

0.5

1

*MSD2 SPC, time=1.264 of D:\DATE\OCT\0610\L292726D-PART1\038-D5B-E7-S491339$5.D  ES-API, Fast Scan, Frag: 100, "NEG

������������ ������������������ ������������ ������ ����������� ������ ������
������������

������

RT  1.261

    Inj.Date 10/6/2020            Y                         Acq. Method C:\Users\ ->   ->
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Compound 32



 S089995$3  *S089995$3**S089995$3*MaxPeak:  100.00%  
Ret_Time: 1.449 min
 

min0.5 1 1.5

mAU

0
100
200
300

 DAD1 A, Sig=215,16 Ref=off (D:\DATE\AUG\1308\L276968D\SAMPL000005.D)

������

min0.5 1 1.5

mAU

0
100
200

 DAD1 B, Sig=254,16 Ref=off (D:\DATE\AUG\1308\L276968D\SAMPL000005.D)

min0.5 1 1.5
0

50000

100000

150000

 MSD1 TIC, MS File (D:\DATE\AUG\1308\L276968D\SAMPL000005.D)  ES-API, Scan, Frag: 100, "POS"

������

min0.5 1 1.5
0

25000
50000
75000

100000

 MSD2 TIC, MS File (D:\DATE\AUG\1308\L276968D\SAMPL000005.D)  ES-API, Scan, Frag: 100, "NEG"

������

min0.5 1 1.5

mV

40

45

 ADC1 A, ADC1 (D:\DATE\AUG\1308\L276968D\SAMPL000005.D)

Mol Wt              342.85
Exact Mass        341.94
#  Time   Area%
-----------------
1  1.449  100.00
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 

m/z100 200 300 400 500
0

20

*MSD1 SPC, time=1.473 of D:\DATE\AUG\1308\L276968D\SAMPL000005.D  ES-API, Scan, Frag: 100, "POS"

������

������
������

RT  1.470

m/z100 200 300 400 500
0

10

20

*MSD2 SPC, time=1.477 of D:\DATE\AUG\1308\L276968D\SAMPL000005.D  ES-API, Scan, Frag: 100, "NEG"

������
������
������

RT  1.473

    Inj.Date 8/13/2020            Y                - 4 -    Acq. Method C:\CHEM32\->   ->
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