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Display Report

Analysis Info

Analysis Name

D:\Data\MS\CFE\0421\XFJ-P1-A2_BD6_01_2431.d

Acquisition Date

4/22/2015 8:57:54 AM

Method tune_200-800_hcoona-pos-10min.m Operator gftang
Sample Name XFJ-P1-A2 Instrument / Ser# micrOTOF I 10257
Comment
Acquisition Parameter
Source Type ESI lon Polarity Positive Set Nebulizer 1.0 Bar
Focus Not active Set Dry Heater 200 C
Scan Begin 50 m/z Set Capillary 4000 V Set Dry Gas 6.0 I/min
Scan End 1000 m/z Set End Plate Offset -500 V Set Divert Valve Waste
Intens. +MS, 5.6min #334
x104] 163.0503
3]
] 207.0772
2]
17 145.0397
o ] L - 3832133
50 100 150 200 250 300 350 400 450 500 m/z
Intens. 4 +MS, 5.6min #334
x104§ 207.0772
1.5
1.0; 209.0746
0.53 208.0807
O'Oi A = C9H15CI103, M+nH ,207.08
25007 ’ eun
2000° 207.0782
15007
10003 209.0754
5003 208.0816 /\ 210.0787
12000 2025 '205.0 ‘2075 2100 2125 2150 2175 12200 2225 miz
Bruker Compass DataAnalysis 4.0 printed: 4/22/2015 10:14:36 AM Page 1 of 1



Display Report

Analysis Info Acquisition Date 4/22/2015 9:13:46 AM
Analysis Name D:\Data\MS\CFE\0421\XFJ-P1-A3_BD7_01_2432.d

Method tune_200-800_hcoona-pos-10min.m Operator gftang

Sample Name XFJ-P1-A3 Instrument / Ser# micrOTOF I 10257
Comment

Acquisition Parameter

Source Type ESI lon Polarity Positive Set Nebulizer 1.0 Bar
Focus Not active Set Dry Heater 200 C
Scan Begin 50 m/z Set Capillary 4000 V Set Dry Gas 6.0 I/min
Scan End 1000 m/z Set End Plate Offset -500 V Set Divert Valve Waste

Intens. | +MS, 6.0min #359

x10°
; 183.0765
1.0

0.8
0.6
0.4+

0.27 223.0733
1 L 365.1469
0.0 | \ s — 'l

100 200 300 "400 500 600 700 800 900 miz

Intens. i
x1041 223.0733 +MS, 6.0min #359

1.0

057 225.0719

217.0743 221.0590 224',?768 226.0746 229.0621 233.0884

COH15CIO4, MinH 223.07

0.03
25007
20003
15004
10004

223.0732

E 225.0703
5003 224.0765 /\ 226.0736

216 ' 218 ' 220 ' 222 ' 224 226 ' 228 ' 230 ' 232 ' 234 miz

Bruker Compass DataAnalysis 4.0 printed: 4/22/2015 10:16:02 AM Page 1 of 1




Display Report

Analysis Info

Acquisition Date

Analysis Name D:\Data\MS\CFE\0421\XFJ-P1-A4_BD8_01_2433.d

Method tune_200-800_hcoona-pos-10min.m

Sample Name XFJ-P1-A4
Comment

Operator

Instrument / Ser#

4/22/2015 9:29:37 AM

gftang

micrOTOF Il

10257

Acquisition Parameter

Source Type ESI
Focus Not active
Scan Begin 50 m/z
Scan End 1000 m/z

lon Polarity Positive

Set Capillary 4000 V
Set End Plate Offset -500 V

Set Nebulizer
Set Dry Heater
Set Dry Gas
Set Divert Valve

1.0 Bar
200 C
6.0 I/min
Waste

Intens.
X105

8-

6

143.0693
1

265.1086

309.1344

+MS, 7.0min #418

" 100 " 200

"300 400 500 600

" 700

' 800

" 000

miz

Intens.
X105
157
1.03
0.57

309.1344

310.1374
)\ 311.1400

+MS, 7.0min #418

0.0
25007
20003
15004
10004

5004

309.1333

310.1366

C16H2006, M+nH ,309.13

302 ' 304

N 311.1399
306 308 310 312

314

316

318

Bruker Compass DataAnalysis 4.0

printed: 4/22/2015 10:16:50 AM

Page 1 of 1
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Display Report

Analysis Info
Analysis Name
Method
Sample Name
Comment

D:\Data\MS\CFE\0421\XFJ-P1-A5_BE1_01_2434.d

tune_200-800_hcoona-pos-10min.m

XFJ-P1-A5

Acquisition Date

Operator
Instrument / Ser#

4/22/2015 9:45:31 AM

gftang

micrOTOF Il

10257

Acquisition Parameter
Source Type

Focus

Scan Begin

Scan End

ESI

Not active
50 m/z
1000 m/z

lon Polarity

Set Capillary
Set End Plate Offset

Positive

4000 V
-500 V

Set Nebulizer
Set Dry Heater
Set Dry Gas
Set Divert Valve

1.0 Bar

200 C
6.0 I/m
Waste

in

Intens.
x104]

34

161.0846

205.1076

452.2078
1

638.2790

+MS, 5.0min #296

" 100 " 200

300

" 400

500

" 600

" 700

' 800

" 900 miz

Intens. 1
x104]

1.07

0.57

205.1076

206.3.113

+MS, 5.0min #296

0.07
25007
20003
15004
10004

5004

205.1071

C9H1605, M+nH ,205.11]

196

198

200

202

204

206.1104
.
206

207.1113

208

210

212 iz

Bruker Compass DataAnalysis 4.0

printed:

4/22/2015 10:30:26 AM

Page 1 of 1



Display Report

Analysis Info
Analysis Name
Method
Sample Name
Comment

D:\Data\MS\CFE\0421\XFJ-P1-A1_BD5_01_2430.d
tune_200-800_hcoona-pos-10min.m

XFJ-P1-Al1

Acquisition Date

Operator gftang

Instrument / Ser#

4/22/2015 8:42:02 AM

micrOTOF I 10257

Acquisition Parameter

Source Type
Focus

Scan Begin
Scan End

ESI

Not active
50 m/z
1000 m/z

lon Polarity

Set Capillary
Set End Plate Offset

Positive

4000 V
-500 V

Set Nebulizer
Set Dry Heater
Set Dry Gas
Set Divert Valve

1.0 Bar
200 C
3.0 I/min
Waste

Intens.+
x104]

163.0520

285.0664

il

+MS, 5.9min #352

"100 " 200

300

" 400

"500 600

"700 800

" 900 miz

161.0365

163.0520

165.0491

164.0559 | 166.0532

+MS, 5.9min #352

163.0520

165.0491

C7H11CI102, M+nH ,163.05

‘1550 1575

'160.0

164.0554 ]\ 166.0524

1625

'165.0 1675

‘1700 1725

1750 1775 miz

Bruker Compass DataAnalysis 4.0

printed:

4/22/2015 10:32:40 AM

Page 1 of 1




Display Report

Analysis Info Acquisition Date 4/22/2015 10:01:35 AM
Analysis Name D:\Data\MS\CFE\0421\XFJ-P1-B1_BE2_01_2435.d

Method tune_200-800_hcoona-pos-10min.m Operator gftang

Sample Name XFJ-P1-A5 Instrument / Ser# micrOTOF I 10257
Comment

Acquisition Parameter

Source Type ESI lon Polarity Positive Set Nebulizer 1.0 Bar
Focus Not active Set Dry Heater 200 C
Scan Begin 50 m/z Set Capillary 4000 V Set Dry Gas 6.0 I/min
Scan End 1000 m/z Set End Plate Offset -500 V Set Divert Valve Waste

Intens. ] +MS, 6.1min #31
X0 271.1349

2.0
1.5

1.0

0.5 187.0831
136.0756

420.1687

lﬂﬂ " h.n.hl#AJAJ. -

100 200 300 400 ' 500 600 700 800 900 m'/Z

0.0

Intens. | +MS, 6.1min #31
800 136.0756

600-
400
200-

04 A A

25004

20003

15004

10004

137.0646

C8H9N101, M+nH ,136.08
136.0757

5003 137.0790
. T T T T T '/\ T T T T T T T T T T
132 134 136 138 140 142 144 146 miz

Bruker Compass DataAnalysis 4.0 printed: 4/22/2015 10:36:47 AM Page 1 of 1



Display Report

Analysis Info
Analysis Name
Method
Sample Name
Comment

Acquisition Date 4/22/2015 10:17:30 AM
D:\Data\MS\CFE\0421\XFJ-P1-B4 BE3 01_2436.d
tune_200-800_hcoona-pos-10min.m

XFJ-P1-A5

Operator gftang
Instrument / Ser# micrOTOF Il 10257

Acquisition Parameter

Source Type
Focus

Scan Begin
Scan End

ESI

Not active
50 m/z
1000 m/z

lon Polarity

Set Capillary
Set End Plate Offset

Positive

4000 V
-500 V

Set Nebulizer
Set Dry Heater
Set Dry Gas
Set Divert Valve

1.0 Bar
200 C
6.0 I/min
Waste

Intens. ]
x109]

312.0946

+MS, 8.4min #43

2.0
1.5
1.0

0.5
] 278.1371

0.0- T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T

100 200 300 400 500 600 700 800 900 miz

Intens.J +MS, 8.4min #43
E 312.0046
x1057
1.5
1.03 314.0017
0.5 313.0076
e 315.0047
0.073 A
25003
20003
15003

1000 314.0021
5001 313.0083

C19H15CIFIN1, M+nH ,312.10
312.0950

315.0954

308 ' 310 ' 312 ' 314 316 ' 318 ' 320 ' 322 324 miz

Bruker Compass DataAnalysis 4.0 printed: 4/22/2015 10:40:14 AM Page 1 of 1



Display Report

Analysis Info Acquisition Date 4/22/2015 10:33:25 AM
Analysis Name D:\Data\MS\CFE\0421\XFJ-P1-B5_BE4_01_2437.d

Method tune_200-800_hcoona-pos-10min.m Operator gftang

Sample Name XFJ-P1-A5 Instrument / Ser# micrOTOF I 10257
Comment

Acquisition Parameter

Source Type ESI lon Polarity Positive Set Nebulizer 1.0 Bar
Focus Not active Set Dry Heater 200 C
Scan Begin 50 m/z Set Capillary 4000 V Set Dry Gas 6.0 I/min
Scan End 1000 m/z Set End Plate Offset -500 V Set Divert Valve Waste

Intens. +MS, 7.7min #39
x106
T 538.2094

0.8
0.6
0.4+

0.2

279.1157
1

0.0 T T T T T T T T T T T
200 400 600 800 1000 1200 1400 m/z

Intens . i
%1061 538.2094 +MS, 7.7min #39

0.6
0.4- 539.2126
0.2:
0.01
25007
20003
15004
10004 539.2128
5004

540.2154

C37H30F1N1P, M ,538.21
538.2094

540.2161

‘53 s 537 53 539 540 " 541 542 543 544 miz

Bruker Compass DataAnalysis 4.0 printed: 4/22/2015 11:14:10 AM Page 1 of 1



Display Report

Analysis Info
Analysis Name
Method
Sample Name
Comment

D:\Data\MS\CFE\0421\XFJ-P2_BE5_01_2438.d
tune_200-800_hcoona-pos-10min.m
XFJ-P1-A5

Acquisition Date

Operator
Instrument / Ser#

gftang
micrOTOF I

4/22/2015 10:49:20 AM

10257

Acquisition Parameter
Source Type

Focus

Scan Begin

Scan End

ESI

Not active
50 m/z
1000 m/z

lon Polarity

Set Capillary

Set End Plate Offset

Positive

4000 V
-500 V

Set Nebulizer
Set Dry Heater
Set Dry Gas
Set Divert Valve

1.0 Bar
200 C
6.0 I/min
Waste

Intens.
X105

6

149.0222 215.1063

278.1332

462.2074

538.2097

+MS, 8.2min #42

" 100

200

300

" 400 " 500

" 600

" 700

' 800

" 000

miz

462.2074

-

+MS, 8.2min #42

462.2075

L.

C28H28F1N104, M+nH ,462.21

450

455

460 465

470

475

m/2

Bruker Compass DataAnalysis 4.0

printed:

4/22/2015 11:16:18 AM

Page 1 of 1



Display Report

Analysis Info
Analysis Name

Method tune_200-800_hcoona-pos-10min.m
Sample Name XFJ-P1-A5

Comment

Acquisition Date
D:\Data\MS\CFE\0421\W XL-355_BE6_01_2439.d

Operator

Instrument / Ser#

4/22/2015 11:05:15 AM

gftang

micrOTOF Il

10257

Acquisition Parameter
Source Type ESI

Focus Not active

Scan Begin 50 m/z

Scan End 1000

m/z

lon Polarity

Set Capillary

Set End Plate Offset -500 V

Positive Set Nebulizer
Set Dry Heater

4000 V Set Dry Gas

Set Divert Valve

1.0 Bar
200 C
6.0 I/min
Waste

Intens. |
x10°
8_

322.1464

643.2773

+MS, 7.6min #39

" 100

200

300

"400 500 600

" 700

' 800

" 000

miz

322.1464

323.1494

J 324.1519

+MS, 7.6min #39

318

320

322 ' 324

326

328

Bruker Compass DataAnalysis 4.0

printed: 4/22/2015 11:18:29 AM

Page 1 of 1
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