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C:\Xcalibur\...\sample-1a 7/22/2019 2:06:05 PM

sample-1a #3-37 RT: 0.05-0.54 AV: 35 NL: 3.15E4

T: FTMS + p ESI Full ms [100.00-2000.00]
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NL:

3.15E4

sample-1a#3-37  RT: 

0.05-0.54  AV: 35 T: FTMS + 

p ESI Full ms 

[100.00-2000.00] 

NL:

8.17E5

c18 h12 o3 +H: 

C18 H13 O3

c (gss, s /p:40)(Val) Chrg 1

R: 90000 Res .Pwr . @FWHM

1a



1b

C:\Xcalibur\...\sample-1d 7/22/2019 2:34:08 PM

sample-1d #4-28 RT: 0.06-0.41 AV: 25 NL: 1.56E6

T: FTMS + p ESI Full ms [100.00-2000.00]
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NL:

1.56E6

sample-1d#4-28  RT: 

0.06-0.41  AV: 25 T: FTMS + 

p ESI Full ms 

[100.00-2000.00] 

NL:

8.06E5

c19 h14 o4 +Na: 

C19 H14 O4 Na1

c (gss, s /p:40)(Val) Chrg 1

R: 90000 Res .Pwr . @FWHM



1c

C:\Xcalibur\...\sample-1e 7/22/2019 2:33:35 PM

sample-1e #3-25 RT: 0.05-0.36 AV: 23 NL: 1.46E6

T: FTMS + p ESI Full ms [100.00-2000.00]
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NL:

1.69E5

sample-1e#3-25  RT: 

0.05-0.36  AV: 23 T: FTMS + 

p ESI Full ms 

[100.00-2000.00] 

NL:

8.06E5

c19 h14 o4 +H: 

C19 H15 O4

c (gss, s /p:40)(Val) Chrg 1

R: 90000 Res .Pwr . @FWHM



C:\Xcalibur\...\sample-1c 7/22/2019 2:21:33 PM

sample-1c #2-27 RT: 0.04-0.39 AV: 26 NL: 3.99E6

T: FTMS + p ESI Full ms [100.00-2000.00]
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3.99E6

sample-1c#2-27  RT: 

0.04-0.39  AV: 26 T: FTMS + 

p ESI Full ms 

[100.00-2000.00] 

NL:

8.08E5

c19 h14 o3 +Na: 

C19 H14 O3 Na1

c (gss, s /p:40)(Val) Chrg 1

R: 90000 Res .Pwr . @FWHM

1d



C:\Xcalibur\...\sample-1b 7/22/2019 2:22:07 PM

sample-1b #1-22 RT: 0.02-0.32 AV: 22 NL: 3.62E6

T: FTMS + p ESI Full ms [100.00-2000.00]
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3.62E6

sample-1b#1-22  RT: 

0.02-0.32  AV: 22 T: FTMS + 

p ESI Full ms 

[100.00-2000.00] 

NL:

8.08E5

c19 h14 o3 +Na: 

C19 H14 O3 Na1

c (gss, s /p:40)(Val) Chrg 1

R: 90000 Res .Pwr . @FWHM

1e



1f

C:\Xcalibur\...\sample-1f 7/22/2019 3:41:32 PM

sample-1f #3-26 RT: 0.05-0.37 AV: 24 NL: 2.62E7

T: FTMS + p ESI Full ms [100.00-2000.00]
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2.62E7

sample-1f#3-26  RT: 0.05-0.37 

 AV: 24 T: FTMS + p ESI Full 

ms [100.00-2000.00] 

NL:

7.97E5

c20 h14 o4 +Na: 

C20 H14 O4 Na1

c (gss, s /p:40)(Val) Chrg 1

R: 90000 Res .Pwr . @FWHM



1g

C:\Xcalibur\...\sample-1g 7/22/2019 4:02:51 PM

sample-1g #2-22 RT: 0.03-0.31 AV: 21 NL: 3.67E7

T: FTMS + p ESI Full ms [100.00-2000.00]
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NL:

3.67E7

sample-1g#2-22  RT: 

0.03-0.31  AV: 21 T: FTMS + 

p ESI Full ms 

[100.00-2000.00] 

NL:

7.87E5

c21h16 o5 +Na: 

C21H16 O5 Na1

c (gss, s /p:40)(Val) Chrg 1

R: 90000 Res .Pwr . @FWHM



C:\Xcalibur\...\sample-1h 7/22/2019 4:14:26 PM

sample-1h #1-23 RT: 0.02-0.33 AV: 23 NL: 1.29E7

T: FTMS + p ESI Full ms [100.00-2000.00]
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1.29E7

sample-1h#1-23  RT: 

0.02-0.33  AV: 23 T: FTMS + 

p ESI Full ms 

[100.00-2000.00] 

NL:

8.08E5

c19 h11f3 o3 +Na: 

C19 H11F3 O3 Na1

c (gss, s /p:40)(Val) Chrg 1

R: 90000 Res .Pwr . @FWHM

1h



1i

C:\Xcalibur\...\sample-1i 7/22/2019 4:26:19 PM

sample-1i #3-23 RT: 0.05-0.34 AV: 21 NL: 5.62E5

T: FTMS + p ESI Full ms [100.00-2000.00]
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5.62E5

sample-1i#3-23  RT: 0.05-0.34 

 AV: 21 T: FTMS + p ESI Full 

ms [100.00-2000.00] 

NL:

8.17E5

c18 h11o3 i +Na: 

C18 H11O3 I1Na1

c (gss, s /p:40)(Val) Chrg 1

R: 90000 Res .Pwr . @FWHM



C:\Xcalibur\...\sample-1k 7/22/2019 4:48:26 PM

sample-1k #3-29 RT: 0.05-0.42 AV: 27 NL: 4.07E6

T: FTMS + p ESI Full ms [100.00-2000.00]
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4.07E6

sample-1k#3-29  RT: 

0.05-0.42  AV: 27 T: FTMS + 

p ESI Full ms 

[100.00-2000.00] 

NL:

8.05E5

c19 h11o3 n +Na: 

C19 H11O3 N1Na1

c (gss, s /p:40)(Val) Chrg 1

R: 90000 Res .Pwr . @FWHM

1j



1k

C:\Xcalibur\...\sample-1j-primonew 7/24/2019 4:21:18 PM

sample-1j-primonew #2-7 RT: 0.03-0.11 AV: 6 NL: 1.70E6

T: FTMS + p ESI Full ms [100.00-1500.00]
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NL:

1.70E6

sample-1j-primonew#2-7  RT: 

0.03-0.11  AV: 6 T: FTMS + p 

ESI Full ms [100.00-1500.00] 

NL:

1.10E4

c18 h10 o3 cl2 +H: 

C18 H11O3 Cl2
p (gss, s /p:40) Chrg 1

R: 80000 Res .Pwr . @FWHM



C:\Xcalibur\...\sample-1l 7/23/2019 3:45:02 PM

sample-1l #3-23 RT: 0.05-0.33 AV: 21 NL: 1.29E7

T: FTMS + p ESI Full ms [100.00-1500.00]
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NL:

4.75E6

sample-1l#3-23  RT: 0.05-0.33 

 AV: 21 T: FTMS + p ESI Full 

ms [100.00-1500.00] 

NL:

8.72E5

c12 h8 o3 +H: 

C12 H9 O3

c (gss, s /p:40)(Val) Chrg 1

R: 90000 Res .Pwr . @FWHM

1l



6a

C:\Xcalibur\...\sample-1q 7/23/2019 4:52:44 PM

sample-1q #3-10 RT: 0.02-0.05 AV: 8 NL: 4.95E7

T: FTMS + p ESI Full ms [100.00-1500.00]
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NL:

4.95E7

sample-1q#3-10  RT: 

0.02-0.05  AV: 8 T: FTMS + p 

ESI Full ms [100.00-1500.00] 

NL:

8.72E5

c12 h7 io3 +Na: 

C12 H7 I1O3 Na1

c (gss, s /p:40)(Val) Chrg 1

R: 90000 Res .Pwr . @FWHM



6b

C:\Xcalibur\...\sample-1p 7/23/2019 4:09:59 PM

sample-1p #1-25 RT: 0.02-0.35 AV: 25 NL: 1.49E7

T: FTMS + p ESI Full ms [100.00-1500.00]
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NL:

8.12E6

sample-1p#1-25  RT: 

0.02-0.35  AV: 25 T: FTMS + 

p ESI Full ms 

[100.00-1500.00] 

NL:

8.06E5

c19 h13 io4 +Na: 

C19 H13 I1O4 Na1

c (gss, s /p:40)(Val) Chrg 1

R: 90000 Res .Pwr . @FWHM



6c

C:\Xcalibur\...\sample-1n 7/23/2019 4:10:31 PM

sample-1n #2-27 RT: 0.03-0.38 AV: 26 NL: 1.40E7

T: FTMS + p ESI Full ms [100.00-1500.00]
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NL:

7.57E6

sample-1n#2-27  RT: 

0.03-0.38  AV: 26 T: FTMS + 

p ESI Full ms 

[100.00-1500.00] 

NL:

8.06E5

c19 h13 io4 +Na: 

C19 H13 I1O4 Na1

c (gss, s /p:40)(Val) Chrg 1

R: 90000 Res .Pwr . @FWHM



6d

C:\Xcalibur\...\sample-2o 7/24/2019 4:46:08 PM

sample-2o #1-13 RT: 0.02-0.21 AV: 13 NL: 4.44E5

T: FTMS + p ESI Full ms [100.00-1500.00]

200 400 600 800 1000 1200 1400

m/z

0

10

20

30

40

50

60

70

80

90

100

R
e
la

ti
v
e
 A

b
u
n
d
a
n
c
e

326.3785

R=85933

z=1

512.1782

R=70104

z=1
171.0994

R=121158

z=1

242.2846

R=100632

z=1

458.9260

R=72073

z=1

553.1102

R=67498

z=1

327.3819

R=84401

z=1

1117.2077

R=46671

z=1

1025.2721

R=48464

z=1

555.1072

R=65738

z=1

757.2429

R=55560

z=1

894.8625

R=49489

z=1

1481.3339

R=38137

z=1

1322.7336

R=44763

z=?

458 459 460 461 462 463 464

m/z

0

50

100

0

50

100

R
e
la

ti
v
e
 A

b
u
n
d
a
n
c
e

458.9260

R=72073

z=1

460.9230

R=73015

z=1

459.9293

R=75252

z=1

461.9263

R=74429

z=1

462.2911

R=82001

z=1

463.3757

R=79240

z=?

457.9937

R=78680

z=?

458.4805

R=51992

z=?

464.2711

R=68016

z=?

458.9255

R=79929

z=?

460.9227

R=79629

z=?

459.9289

R=79690

z=?

461.9263

R=79444

z=?

462.9289

R=72494

z=?

463.9315

R=69354

z=?

NL:

1.47E5

sample-2o#1-13  RT: 

0.02-0.21  AV: 13 T: FTMS + 

p ESI Full ms 

[100.00-1500.00] 

NL:

1.45E4

C18 H10 o3 clI +Na: 

C18 H10 O3 Cl1I1Na1

p (gss, s /p:40) Chrg 1

R: 80000 Res .Pwr . @FWHM



6e

C:\Xcalibur\...\sample-1m 7/23/2019 3:54:20 PM

sample-1m #3-39 RT: 0.05-0.56 AV: 37 NL: 4.04E6

T: FTMS + p ESI Full ms [100.00-1500.00]
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NL:

4.04E6

sample-1m#3-39  RT: 

0.05-0.56  AV: 37 T: FTMS + 

p ESI Full ms 

[100.00-1500.00] 

NL:

8.08E5

c19 h10 f3 io3 +Na: 

C19 H10 F3 I1O3 Na1

c (gss, s /p:40)(Val) Chrg 1

R: 90000 Res .Pwr . @FWHM



Collection of Products



2a

C:\Xcalibur\...\sample-2a 7/22/2019 1:55:25 PM

sample-2a #3-19 RT: 0.05-0.28 AV: 17 NL: 3.04E6

T: FTMS + p ESI Full ms [100.00-2000.00]
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NL:

3.04E6

sample-2a#3-19  RT: 

0.05-0.28  AV: 17 T: FTMS + 

p ESI Full ms 

[100.00-2000.00] 

NL:

1.92E4

c18 h12 o3 +Na: 

C18 H12 O3 Na1

p (gss, s /p:40) Chrg 1

R: 80000 Res .Pwr . @FWHM



3a
C:\Xcalibur\...\sample-2a-primo 7/22/2019 1:56:02 PM

sample-2a-primo #5-27 RT: 0.08-0.39 AV: 23 NL: 6.51E6

T: FTMS + p ESI Full ms [100.00-2000.00]
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NL:

6.51E6

sample-2a-primo#5-27  RT: 

0.08-0.39  AV: 23 T: FTMS + 

p ESI Full ms 

[100.00-2000.00] 

NL:

1.92E4

c18 h12 o3 +Na: 

C18 H12 O3 Na1

p (gss, s /p:40) Chrg 1

R: 80000 Res .Pwr . @FWHM



2b

C:\Xcalibur\...\sample-2d 7/22/2019 2:30:40 PM

sample-2d #1-40 RT: 0.02-0.58 AV: 40 NL: 1.55E6

T: FTMS + p ESI Full ms [100.00-2000.00]
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NL:

1.55E6

sample-2d#1-40  RT: 

0.02-0.58  AV: 40 T: FTMS + 

p ESI Full ms 

[100.00-2000.00] 

NL:

1.89E4

c19 h14 o4 +Na: 

C19 H14 O4 Na1

p (gss, s /p:40) Chrg 1

R: 80000 Res .Pwr . @FWHM



3b

C:\Xcalibur\...\sample-2d-primo 7/22/2019 2:31:29 PM

sample-2d-primo #1-31 RT: 0.02-0.45 AV: 31 NL: 3.31E5

T: FTMS + p ESI Full ms [100.00-2000.00]
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sample-2d-primo#1-31  RT: 

0.02-0.45  AV: 31 T: FTMS + 

p ESI Full ms 

[100.00-2000.00] 

NL:

1.89E4

c19 h14 o4 +Na: 

C19 H14 O4 Na1

p (gss, s /p:40) Chrg 1

R: 80000 Res .Pwr . @FWHM

NL:

1.89E4

c19 h14 o4 +H: 

C19 H15 O4

p (gss, s /p:40) Chrg 1

R: 80000 Res .Pwr . @FWHM



2c

C:\Xcalibur\...\sample-2e 7/22/2019 2:32:11 PM

sample-2e #1-26 RT: 0.02-0.38 AV: 26 NL: 4.96E5

T: FTMS + p ESI Full ms [100.00-2000.00]
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4.96E5

sample-2e#1-26  RT: 

0.02-0.38  AV: 26 T: FTMS + 

p ESI Full ms 

[100.00-2000.00] 

NL:

1.89E4

c19 h14 o4 +H: 

C19 H15 O4

p (gss, s /p:40) Chrg 1

R: 80000 Res .Pwr . @FWHM

NL:

1.89E4

c19 h14 o4 +Na: 

C19 H14 O4 Na1

p (gss, s /p:40) Chrg 1

R: 80000 Res .Pwr . @FWHM



3c

C:\Xcalibur\...\sample-2e-primo 7/22/2019 2:32:55 PM

sample-2e-primo #2-26 RT: 0.04-0.38 AV: 25 NL: 4.81E5

T: FTMS + p ESI Full ms [100.00-2000.00]

200 400 600 800 1000 1200 1400 1600 1800 2000

m/z

0

10

20

30

40

50

60

70

80

90

100

R
e
la

ti
v
e
 A

b
u
n
d
a
n
c
e

329.0787

R=85485

z=1

307.0968

R=89574

z=1

363.0842

R=79810

z=1

145.0649

R=131251

z=1

492.2522

R=70256

z=?

1284.5131

R=43116

z=?

699.1476

R=58186

z=1

1123.0183

R=46681

z=?

1483.5219

R=41542

z=?

991.5249

R=49256

z=1

1732.6379

R=39954

z=?

1840.0976

R=40763

z=?

322 324 326 328 330 332 334

m/z

0

50

100

0

50

100

R
e
la

ti
v
e
 A

b
u
n
d
a
n
c
e

329.0787

R=85485

z=1

330.0820

R=87084

z=1
331.0856

R=97925

z=1

326.3785

R=89562

z=1

323.0918

R=92193

z=?

327.3817

R=90408

z=1

333.0733

R=86148

z=1

324.3632

R=84028

z=1

335.0522

R=75326

z=?

329.0784

R=79929

z=?

330.0818

R=79565

z=?
331.0845

R=65990

z=?

332.0871

R=61176

z=?

334.0923

R=59667

z=?

335.0949

R=57456

z=?

NL:

4.81E5

sample-2e-primo#2-26  RT: 

0.04-0.38  AV: 25 T: FTMS + 

p ESI Full ms 

[100.00-2000.00] 

NL:

1.89E4

c19 h14 o4 +Na: 

C19 H14 O4 Na1

p (gss, s /p:40) Chrg 1

R: 80000 Res .Pwr . @FWHM



C:\Xcalibur\...\sample-2c 7/22/2019 2:20:15 PM

sample-2c #3-26 RT: 0.05-0.38 AV: 24 NL: 3.10E6

T: FTMS + p ESI Full ms [100.00-2000.00]
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NL:

3.10E6

sample-2c#3-26  RT: 

0.05-0.38  AV: 24 T: FTMS + 

p ESI Full ms 

[100.00-2000.00] 

NL:

1.90E4

c19 h14 o3 +Na: 

C19 H14 O3 Na1

p (gss, s /p:40) Chrg 1

R: 80000 Res .Pwr . @FWHM

2d



3d

C:\Xcalibur\...\sample-2c-primo 7/22/2019 2:19:42 PM

sample-2c-primo #2-23 RT: 0.04-0.33 AV: 22 NL: 4.04E6

T: FTMS + p ESI Full ms [100.00-2000.00]
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4.04E6

sample-2c-primo#2-23  RT: 

0.04-0.33  AV: 22 T: FTMS + 

p ESI Full ms 

[100.00-2000.00] 

NL:

1.90E4

c19 h14 o3 +Na: 

C19 H14 O3 Na1

p (gss, s /p:40) Chrg 1

R: 80000 Res .Pwr . @FWHM



2e

C:\Xcalibur\...\sample-2b 7/22/2019 2:17:08 PM

sample-2b #5-31 RT: 0.08-0.45 AV: 27 NL: 1.51E6

T: FTMS + p ESI Full ms [100.00-2000.00]
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1.51E6

sample-2b#5-31  RT: 

0.08-0.45  AV: 27 T: FTMS + 

p ESI Full ms 

[100.00-2000.00] 

NL:

1.90E4

c19 h14 o3 +Na: 

C19 H14 O3 Na1

p (gss, s /p:40) Chrg 1

R: 80000 Res .Pwr . @FWHM



3e

C:\Xcalibur\...\sample-2b-primo 7/22/2019 2:18:41 PM

sample-2b-primo #8-25 RT: 0.12-0.36 AV: 18 NL: 3.74E6

T: FTMS + p ESI Full ms [100.00-2000.00]

200 400 600 800 1000 1200 1400 1600 1800 2000

m/z

0

10

20

30

40

50

60

70

80

90

100

R
e
la

ti
v
e
 A

b
u
n
d
a
n
c
e

313.0837

R=86434

z=1

299.0685

R=87738

z=1

329.0786

R=85367

z=1

721.1489

R=55781

z=1

635.1680

R=60500

z=1

1409.1440

R=38886

z=1

944.1189

R=48536

z=1

1053.0341

R=46464

z=1

1840.0947

R=39478

z=?

1521.9723

R=42555

z=?

310 312 314 316 318 320

m/z

0

50

100

0

50

100

R
e
la

ti
v
e
 A

b
u
n
d
a
n
c
e

313.0837

R=86434

z=1

314.0871

R=84944

z=1
315.0906

R=93282

z=1

317.0786

R=94067

z=1

313.0125

R=99444

z=?

318.0822

R=100233

z=1

311.0912

R=72179

z=?

310.0886

R=69179

z=1

320.2560

R=97848

z=?

311.7433

R=100773

z=?

313.0835

R=79929

z=?

314.0869

R=79579

z=?
315.0897

R=68015

z=?

316.0924

R=58720

z=?

318.0978

R=60533

z=?

319.1004

R=56744

z=?

320.1031

R=61125

z=?

NL:

3.74E6

sample-2b-primo#8-25  RT: 

0.12-0.36  AV: 18 T: FTMS + 

p ESI Full ms 

[100.00-2000.00] 

NL:

1.90E4

c19 h14 o3 +Na: 

C19 H14 O3 Na1

p (gss, s /p:40) Chrg 1

R: 80000 Res .Pwr . @FWHM



2f

C:\Xcalibur\...\sample-2f 7/22/2019 3:40:00 PM

sample-2f #3-32 RT: 0.05-0.45 AV: 30 NL: 2.52E7

T: FTMS + p ESI Full ms [100.00-2000.00]
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NL:

2.52E7

sample-2f#3-32  RT: 0.05-0.45 

 AV: 30 T: FTMS + p ESI Full 

ms [100.00-2000.00] 

NL:

1.87E4

c20 h14 o4 +Na: 

C20 H14 O4 Na1

p (gss, s /p:40) Chrg 1

R: 80000 Res .Pwr . @FWHM



3f

C:\Xcalibur\...\sample-2f-primo 7/22/2019 3:40:56 PM

sample-2f-primo #4-26 RT: 0.06-0.37 AV: 23 NL: 2.11E7

T: FTMS + p ESI Full ms [100.00-2000.00]
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2.11E7

sample-2f-primo#4-26  RT: 

0.06-0.37  AV: 23 T: FTMS + 

p ESI Full ms 

[100.00-2000.00] 

NL:

1.87E4

c20 h14 o4 +Na: 

C20 H14 O4 Na1

p (gss, s /p:40) Chrg 1

R: 80000 Res .Pwr . @FWHM



2g

C:\Xcalibur\...\sample-2g 7/22/2019 4:01:27 PM

sample-2g #4-28 RT: 0.06-0.40 AV: 25 NL: 2.46E7

T: FTMS + p ESI Full ms [100.00-2000.00]
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NL:

2.46E7

sample-2g#4-28  RT: 

0.06-0.40  AV: 25 T: FTMS + 

p ESI Full ms 

[100.00-2000.00] 

NL:

1.85E4

c21h16 o5 +Na: 

C21H16 O5 Na1

p (gss, s /p:40) Chrg 1

R: 80000 Res .Pwr . @FWHM



3g

C:\Xcalibur\...\sample-2g-primo 7/22/2019 4:02:11 PM

sample-2g-primo #7-28 RT: 0.11-0.40 AV: 22 NL: 1.32E7

T: FTMS + p ESI Full ms [100.00-2000.00]

200 400 600 800 1000 1200 1400 1600 1800 2000

m/z

0

10

20

30

40

50

60

70

80

90

100

R
e
la

ti
v
e
 A

b
u
n
d
a
n
c
e

371.0880

R=75000

z=1

387.0620

R=74379

z=1

321.0754

R=85360

z=1

546.3928

R=64819

z=?

719.1881

R=53601

z=1

1409.1432

R=38794

z=1

221.6999

R=104599

z=?

1840.0965

R=39191

z=?

1682.3502

R=38973

z=?

875.5336

R=56357

z=?

988.5964

R=54573

z=?

1124.7910

R=33760

z=?

362 364 366 368 370 372 374 376 378 380

m/z

0

50

100

0

50

100

R
e
la

ti
v
e
 A

b
u
n
d
a
n
c
e

371.0880

R=75000

z=1

372.0916

R=74335

z=1
373.0939

R=69049

z=1

375.0830

R=75694

z=1

370.9693

R=89273

z=?

369.0949

R=62716

z=?

365.1017

R=77354

z=1

362.0709

R=95956

z=?

379.7008

R=74082

z=?

377.0899

R=52399

z=1

371.0890

R=79929

z=?

372.0924

R=79550

z=?
373.0950

R=68159

z=?

375.1003

R=65510

z=?

377.1054

R=60709

z=?

NL:

1.32E7

sample-2g-primo#7-28  RT: 

0.11-0.40  AV: 22 T: FTMS + 

p ESI Full ms 

[100.00-2000.00] 

NL:

1.85E4

c21h16 o5 +Na: 

C21H16 O5 Na1

p (gss, s /p:40) Chrg 1

R: 80000 Res .Pwr . @FWHM



2h

C:\Xcalibur\...\sample-2h 7/22/2019 4:13:15 PM

sample-2h #5-25 RT: 0.08-0.36 AV: 21 NL: 7.95E6

T: FTMS + p ESI Full ms [100.00-2000.00]
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NL:

7.95E6

sample-2h#5-25  RT: 

0.08-0.36  AV: 21 T: FTMS + 

p ESI Full ms 

[100.00-2000.00] 

NL:

1.90E4

c19 h11o3 f3 +Na: 

C19 H11O3 F3 Na1

p (gss, s /p:40) Chrg 1

R: 80000 Res .Pwr . @FWHM



3h

C:\Xcalibur\...\sample-2h-primo 7/22/2019 4:13:48 PM

sample-2h-primo #4-28 RT: 0.06-0.40 AV: 25 NL: 1.20E7

T: FTMS + p ESI Full ms [100.00-2000.00]
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NL:

1.20E7

sample-2h-primo#4-28  RT: 

0.06-0.40  AV: 25 T: FTMS + 

p ESI Full ms 

[100.00-2000.00] 

NL:

1.90E4

c19 h11o3 f3 +Na: 

C19 H11O3 F3 Na1

p (gss, s /p:40) Chrg 1

R: 80000 Res .Pwr . @FWHM



2i

C:\Xcalibur\...\sample-2i 7/22/2019 4:23:52 PM

sample-2i #3-24 RT: 0.05-0.35 AV: 22 NL: 6.50E5

T: FTMS + p ESI Full ms [100.00-2000.00]
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NL:

6.50E5

sample-2i#3-24  RT: 0.05-0.35 

 AV: 22 T: FTMS + p ESI Full 

ms [100.00-2000.00] 

NL:

1.92E4

c18 h11o3 i +Na: 

C18 H11O3 I1Na1

p (gss, s /p:40) Chrg 1

R: 80000 Res .Pwr . @FWHM



3i

C:\Xcalibur\...\sample-2i-primo 7/22/2019 4:24:25 PM

sample-2i-primo #2-21 RT: 0.04-0.31 AV: 20 NL: 4.78E5

T: FTMS + p ESI Full ms [100.00-2000.00]
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NL:

4.78E5

sample-2i-primo#2-21  RT: 

0.04-0.31  AV: 20 T: FTMS + 

p ESI Full ms 

[100.00-2000.00] 

NL:

1.92E4

c18 h11o3 i +Na: 

C18 H11O3 I1Na1

p (gss, s /p:40) Chrg 1

R: 80000 Res .Pwr . @FWHM



2j
C:\Xcalibur\...\sample-2k 7/22/2019 4:46:47 PM

sample-2k #3-25 RT: 0.05-0.36 AV: 23 NL: 6.38E6

T: FTMS + p ESI Full ms [100.00-2000.00]
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NL:

6.38E6

sample-2k#3-25  RT: 

0.05-0.36  AV: 23 T: FTMS + 

p ESI Full ms 

[100.00-2000.00] 

NL:

1.89E4

c19 h11o3 n +Na: 

C19 H11O3 N1Na1

p (gss, s /p:40) Chrg 1

R: 80000 Res .Pwr . @FWHM



3j

C:\Xcalibur\...\sample-2k-protonato 7/22/2019 5:00:56 PM

sample-2k-protonato #5-25 RT: 0.08-0.36 AV: 21 NL: 9.44E4

T: FTMS + p ESI Full ms [100.00-2000.00]
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NL:

9.44E4

sample-2k-protonato#5-25  

RT: 0.08-0.36  AV: 21 T: 

FTMS + p ESI Full ms 

[100.00-2000.00] 

NL:

1.89E4

c19 h11o3 n +H: 

C19 H12 O3 N1

p (gss, s /p:40) Chrg 1

R: 80000 Res .Pwr . @FWHM



2k

sample-j-new_190724161537 7/24/2019 4:15:37 PM

sample-j-new_190724161537 #1-22 RT: 0.02-0.34 AV: 22 NL: 4.67E5

T: FTMS + p ESI Full ms [100.00-1500.00]
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NL:

4.67E5

sample-j-

new_190724161537#1-22  RT: 

0.02-0.34  AV: 22 T: FTMS + 

p ESI Full ms 

[100.00-1500.00] 

NL:

1.10E4

c18 h10 o3 cl2 +H: 

C18 H11O3 Cl2
p (gss, s /p:40) Chrg 1

R: 80000 Res .Pwr . @FWHM



3k

sample-1j-primonew_190724162427 7/24/2019 4:24:27 PM

sample-1j-primonew_190724162427 #1-22 RT: 0.02-0.34 AV: 22 NL: 1.35E6

T: FTMS + p ESI Full ms [100.00-1500.00]
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NL:

1.68E6

sample-1j-

primonew_190724162427#3-

25  RT: 0.05-0.39  AV: 23 T: 

FTMS + p ESI Full ms 

[100.00-1500.00] 

NL:

1.10E4

c18 h10 o3 cl2 +H: 

C18 H11O3 Cl2
p (gss, s /p:40) Chrg 1

R: 80000 Res .Pwr . @FWHM



2l

C:\Xcalibur\...\sample-2l 7/23/2019 12:55:09 PM

sample-2l #3-24 RT: 0.05-0.33 AV: 22 NL: 5.18E7

T: FTMS + p ESI Full ms [100.00-1500.00]
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NL:

3.92E6

sample-2l#3-24  RT: 0.05-0.33 

 AV: 22 T: FTMS + p ESI Full 

ms [100.00-1500.00] 

NL:

2.05E4

c12 h8 o3 +H: 

C12 H9 O3

p (gss, s /p:40) Chrg 1

R: 80000 Res .Pwr . @FWHM



3l
C:\Xcalibur\...\sample-2l 7/23/2019 12:55:09 PM

sample-2l #3-25 RT: 0.05-0.34 AV: 23 NL: 5.45E7

T: FTMS + p ESI Full ms [100.00-1500.00]
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NL:

1.61E7

sample-2l#3-25  RT: 0.05-0.34 

 AV: 23 T: FTMS + p ESI Full 

ms [100.00-1500.00] 

NL:

2.05E4

c12 h8 o3 +Na: 

C12 H8 O3 Na1

p (gss, s /p:40) Chrg 1

R: 80000 Res .Pwr . @FWHM



C:\Xcalibur\...\sample-2q 7/23/2019 4:53:36 PM

sample-2q #4-22 RT: 0.06-0.30 AV: 19 NL: 1.12E8

T: FTMS + p ESI Full ms [100.00-1500.00]
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NL:

1.12E8

sample-2q#4-22  RT: 

0.06-0.30  AV: 19 T: FTMS + 

p ESI Full ms 

[100.00-1500.00] 

NL:

2.05E4

c12 h7 o3 i +Na: 

C12 H7 O3 I1Na1

p (gss, s /p:40) Chrg 1

R: 80000 Res .Pwr . @FWHM

7a



C:\Xcalibur\...\sample-2p 7/23/2019 4:09:27 PM

sample-2p #2-24 RT: 0.03-0.33 AV: 23 NL: 1.58E7

T: FTMS + p ESI Full ms [100.00-1500.00]
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NL:

8.20E6

sample-2p#2-24  RT: 

0.03-0.33  AV: 23 T: FTMS + 

p ESI Full ms 

[100.00-1500.00] 

NL:

1.89E4

c19 h13 io4 +Na: 

C19 H13 I1O4 Na1

p (gss, s /p:40) Chrg 1

R: 80000 Res .Pwr . @FWHM

7b



C:\Xcalibur\...\sample-2n 7/23/2019 4:07:36 PM

sample-2n #1-30 RT: 0.02-0.43 AV: 30 NL: 1.47E6

T: FTMS + p ESI Full ms [100.00-1500.00]
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NL:

1.47E6

sample-2n#1-30  RT: 

0.02-0.43  AV: 30 T: FTMS + 

p ESI Full ms 

[100.00-1500.00] 

NL:

1.89E4

c19 h13 io4 +Na: 

C19 H13 I1O4 Na1

p (gss, s /p:40) Chrg 1

R: 80000 Res .Pwr . @FWHM

7c



7dC:\Xcalibur\...\sample-2o_new 7/24/2019 4:47:56 PM

sample-2o_new #1-22 RT: 0.02-0.31 AV: 22 NL: 6.01E6

T: FTMS + p ESI Full ms [100.00-1500.00]
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NL:

3.17E6

sample-2o_new#1-22  RT: 

0.02-0.31  AV: 22 T: FTMS + 

p ESI Full ms 

[100.00-1500.00] 

NL:

1.45E4

C18 H10 o3 clI +Na: 

C18 H10 O3 Cl1I1Na1

p (gss, s /p:40) Chrg 1

R: 80000 Res .Pwr . @FWHM



C:\Xcalibur\...\sample-2m 7/23/2019 3:55:29 PM

sample-2m #4-31 RT: 0.06-0.45 AV: 28 NL: 4.06E6

T: FTMS + p ESI Full ms [100.00-1500.00]
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NL:

4.06E6

sample-2m#4-31  RT: 

0.06-0.45  AV: 28 T: FTMS + 

p ESI Full ms 

[100.00-1500.00] 

NL:

1.90E4

c19 h10 o3 f3 i +Na: 

C19 H10 O3 F3 I1Na1

p (gss, s /p:40) Chrg 1

R: 80000 Res .Pwr . @FWHM

7e

Impurity of previous FIA


