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3500V Set Dry Heater 180 °C
-500 v Set Dry Gas 4.0 l/min
1500.0 Vpp Set Divert Valve Source

elpiad

elpi(4.d

02 0.4 06

08

10 1.2 Time [min]

Intens.
[%] 684.0087

304

682.0105
204

685.0110
10+
683.0130

686.0059

687 0050688.0026
t . | 689.9039

+MS, 0.4-0.9min #(26-56)

680 882 684 ‘ 686

688

590 692 miz

Intens,
[%H 684.0087

682.0105
204 686.0059
685.0110
10 683.0130 |

687.?080
|

+MS, 0.4-0.9min #(26-56)

684.0073

75 682.0003
686.0045

685.0106
253 683.0127

687.0077
!

C27H23BrCI2F3N304, M+nha ,682.01

680 682 584 686

688 590

692 694 miz

Bruker Compass DataAnalysis 4.0 printed:

253

4/5/2018 5:45:00 PM

254 HRMS of target compound J3

56
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255
256

Display Report

Analysis Info Acquisition Date ~ 4/5/2018 4:34:56 PM

Analysis Name  D:\Data\shaoguang\E2P1.d
Method tune_mid_ES+.m Operator BDAL@DE
Sample Name E2P1 Instrument maXis 4G 21242

Comment

Acquisition Parameter

Source Type ESI lon Polarity Positive Set Nebulizer 0.4 Bar
Focus Active Set Capillary 3500V Set Dry Heater 180 °C
Scan Begin 100 m/z Set End Plate Offset -500 vV Set Dry Gas 4.0 l/min
Scan End 1500 m/z Set Collision Cell RF 1500.0 Vpp Set Divert Valve Source

E1P1.d

Intens E2P1d

x107
35] T e

30 ST T T e
25 /
209 /

02 04 06 08 10 1.2 Time [min]

Intens. +MS, 0.3-0.7min #(16-44)
(%] 716.0201

30
714.0224 718.0177
20

717.0234

10 715.0258 719.0208

720-?763 7225255
; .
T2 714 716 718 720 722 724 726 728 miz

Intens. 1 +MS, 0.3-0.7min #(16-44))
[%] 716.0201

304 714.0224 718.0177

20 717.0234

101 715.0258 719.0208

L 722.5255

L

C27H21BrCI2F3N305, M+nCH3CN ,714.03

100 716.0233

75 714.0254
718.0205

50 717.0266
253 715.0287 l 719.0237
|

04—

{
725.0 7275 7300 m/z

7125 7150 75 720.0 7225

Bruker Compass DataAnalysis 4.0 printed:  4/5/2018 5:01:19 PM Page 1 of 1

HRMS of target compound J4
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Generic Display Report

Analysis Info Acquisition Date  5/13/2015 9:44:54 PM
Analysis Name  D:\Data\Shao Guang\201505136#9b2111.d

Method tune_mid.m Operator SYSU

Sample Name  Co(NO3)2-phenmpy-1-3-rt Instrument maXis 4G

Comment

Intens, +MS, 0.4-0.4min #(22-24)
x104 441 2973

4 622.0892

831.5735
Ll l l i 12231877

" A e A
¥

400 600 ' 800 1000 1200 ' 1400 miz

Intens, +MS, 0.4-0.4min #(22-24)
x104 6220892

624.0868

623.0924

625.08398

626.0858
621.5312 L
o .V

8000 6220894

pot
C27TH23CIZF4N304, M+nNa 622,09

5000

4000 624.0866
3000

2000 623.0827

625.0808
1000 ‘ 626.0836

l 627.0868
L

622 624 626 628 630 miz

257 Bruker Compass DataAnalysis 4.0 printed:  5/13/2015 10:23:25 PM Page 10of 1

258
259 HRMS of target compound J5
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260
261

Display Report

Analysis Info

Analysis Name

Method
Sample Name
Comment

tune_mid_ESI+.m

e2p3

D:\Data\Shao Guang\SCAU J\20170810\e2p31.d

Acquisition Date  8/10/2017 3:41:17 PM

Operator
Instrument

BDAL@DE
maXis 4G 21242

Acquisition Parameter

Source Type
Focus

Scan Begin
Scan End

ESI
Active
100 m/z

2800 m/z

lon Polarity
Set Capillary

Positive
3500V

Set Nebulizer
Set Dry Heater

Set End Plate Offset

-500 v Set Dry Gas

Set Collision Cell RF~ 1500.0 Vpp Set Divert Valve

0.4 Bar
180 °C
4.0 /min
Source

Intens,
x1071

807}
75]

7.0

01 0

09 Time [min]

[=TIC +AIMS

Intens,
x106
2.0
15
1.0
0.5

0.0

437.1926

500

701.4921

1349.1205

T

+MS, 0.4-0.7min #(24-39)

1000 1500 2000

2500 miz

Intens,
x109
1.04

0.8
0.6
04
02

612.5894

1 613.5870
DY

616.0994

618.0967

617.1020
619.0994

615.4923
i N ﬂ‘h . PLJL Lo

+MS, 0.4-0.7min #(24-39)

K
1.04
0.8
0.6
04
0.21
0.0

616.1024

618.0996

617.1057
619.1028

620.0966
A 621.0998

Aone
C27H23CI2F4N305, M+nH 616.10

514 616 518 620 622

624 miz

Bruker Compass DataAnalysis 4.0

printed:  8/10/2017 3:44:42 PM

HRMS of target compound J6
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262
263

Display

Report

Analysis Info
Analysis Name
Method
Sample Name
Comment

AP3H

D:\Data\Shao Guang\SCAU J\20170810L\AP3H.d
tune_mid_ESI+.m

Acquisition Date  8/10/2017 8:12:50 PM

Operator
Instrument

BDAL@DE
maXis 4G

21242

Acquisition Parameter

Source Type
Focus

Scan Begin
Scan End

ESI
Active
100 m/z
2800 m/z

lon Polarity

Set Capillary

Set End Plate Offset
Set Collision Cell RF

Positive
3500V
-500 vV
1500.0 Vpp

Set Nebulizer
Set Dry Heater
Set Dry Gas
Set Divert Valve

0.4 Bar
180 °C
4.0 /min
Source

Intens,
x107

0.1

06 0.7

" Time [min]

[-==TIC +AIMS

Intens,
x106

15

0.5

672.0881

673.0899

674.0845

675.0864

680.4785

684.0055

+MS, 0.3-0.5min #(17-29)

685,;1341

A

0.0

872 674

676 678

680

682 684

656 miz

Intens,
x1087
1.5

10
0.5

673.0899

674.0845

675.0864
\ 1

685.4341

+MS, 0.3-0.5min #(17-29)

688.0619

689.0640
1

x‘? OQ.,

1.00
0.75
0.50
0.25

672.0862

673.0895

6740835

675.0866
L

C28H23CI2FEN304, M+nNa ,672.09

0.00

672 674

576 578

680 682

584

686 668 miz

Bruker Compass DataAnalysis 4.0

printed:

8/10/2017 8:47:14 PM

HRMS of target compound J7
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264
265

266

267
268

Generic Display Report

Analysis Info
Analysis Name
Method
Sample Name
Comment

D:\Data\Shao Guang\2015051311#9e22.d

tune_mid.m
Co(NO3)2-phenmpy-1-3-rt

Acquisition Date

Operator
Instrument

5/13/2015 6:14:00 PM

SYSU
maXis 4G

Intens.
X109

6

318.3007 413 2666
(TN Ll L

688.0826

619.5279

1|.|1[

965-12339 1078.3590
e

+MS, 0.3-0.3min #{16-19)

13551728

.lll 'y

200 400

600

800

1000

1200 1400 miz

Intens.
x10

688.0826

690.0801

689.0855

691.0825

6920784
l' 6930768

"

+MS, 0.3-0.3min #(16-19)

1000

688.0811

690.0784

689.0844

691.0815

692.0754

C28H23CI2FBN305, M+nNa ,688.08

688 690

693.0786
1

692 594

698

700 702 miz

Bruker Compass DataAnalysis 4.0

printed:

5/13/2015 9:14:13 PM

HRMS of target compound J8
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Display Report

Analysis Info
Analysis Name
Method
Sample Name
Comment

D:\Data\Shao Guang\SCAU J\20170810\e1p3.d
tune_mid_ESI+.m
e2p3

Acquisition Date  8/10/2017 4:30:31 PM

Operator
Instrument

BDAL@DE

maXis 4G 21242

Acquisition Parameter
Source Type ESI
Focus Active
Scan Begin 100 m/z
Scan End 2800 m/z

Positive
3500V
-500 v
1500.0 Vpp

lon Polarity

Set Capillary

Set End Plate Offset
Set Collision Cell RF

0.4 Bar
180 °C
4.0 /min
Source

Set Nebulizer
Set Dry Heater
Set Dry Gas
Set Divert Valve

Intens,
x107

06 07 " Time [min]

Intens,
X105

716.0359

719.030270 0256

J\_J; A

716.0359

713.0698714.0196715.0191 L

+MS, 0.4-0.6min #(23-33)

7210269
L

714 716 718 720

722.0269
722 724 miz

718.0340
716.0359

1

Ll

1 7085035 714.0196

+MS, 0.4-0.6min #(23-33)

734.0037
736.0011

1

x10

1.00
0.754
0.50
0.25
0.00

718
0357

0337
716

A L
C28H23BrCIFEN304, M+nNa ,716.04

725

T 730 miz

Bruker Compass DataAnalysis 4.0 printed:  8/10/2017

269

270 HRMS of target compound

62

4:34:27 PM Page 1 of 1
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271
272

Display Report

Analysis Info
Analysis Name

Acquisition Date  8/10/2017 4:03:49 PM
D:\Data\Shao Guang\SCAU J\20170810\e2p3h.d

Method tune_mid_ESi+.m Operator BDAL@DE
Sample Name  e2p3h Instrument maXis 4G 21242
Comment

Acquisition Parameter

Source Type ESI

Focus

Scan Begin
Scan End

lon Polarity
Active Set Capillary
100 m/z
2800 m/z

Positive
3500V

Set End Plate Offset -500 vV

Set Collision Cell RF 1500.0 Vpp

Set Nebulizer

0.4 Bar

Set Dry Heater 180 °C

Set Dry Gas
Set Divert Valve

4.0 I/min
Source

Intens,
x107

01 02 03 04 05

06

07 ' " Time [min]

---- TIC +AllMS

Intens,
x106
1.5

05

0.0

7340264

732.0283

736.5375

L I L

749.9975

747.9982

|

+MS, 0.4-0.7min #(22-40)

751.9953

ey

730 ‘ 735 740 745

7

750

757.0978
755 miz

Intens,
x1067

1.0
0.5

734.0264
732.0283

736.5375

| Ll

749
747.9992 1
A L

+MS, 0.4-0.7min #(22-40)

9975

751.9953
|

x‘? Oq'

1.00
0.759
0.50
0.25

734.0286
732.0306

0.00

C28H23BrCIFEN305, M+nNa ,732.03

730 735 740 745

750 m 75 miz

Bruker Compass DataAnalysis 4.0

printed:

HRMS of target compound J10

63

8/10/2017 5:25:19 PM
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273
274

275

Generic Display Report

Analysis Info
Analysis Name

Method

Sample Name

Comment

D-\Data‘\Shao Guang\201505134#9a2111d
tune_mid.m
Co(NO3)2-phenmpy-1-3-rt

Acquisition Date

Operator
Instrument

5/13/2015 9:40:09 PM

SYSU
maxXis 4G

Intens.
x1
1.25
1.00
0.75
0.50

0.25

301.1411

432.0942

i ...lﬂll H.J.Ihl. | |

656.1156

841.1981

1065.2197

+MS, 0.5-0.8min #(32-38),

1289.2405

AT O T

0.00

200

400

600 800

1200 1400  miz

Intens,

x1

10

08

086

04

0.2

0.0

656.1156

658.1134
657.1186

639.1158
659 9846

663.5304
b

+MS, 0.5-0.8min #(32-36))

6000

5000

4000

3000

2000

1000

656.1158

6581131
657119

659.1162
660.1195

C28HZ3CIF7N304, M+nNa 656,12

0
654

628

660

664

Bruker Compass DataAnalysis 4.0

printed:

5/13/2015 10:27:14 PM

HRMS of target compound J11

64
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Display Report

Analysis Info
Analysis Name
Method
Sample Name
Comment

D:\Data\Shao Guang\SCAU J\20170810\f2p3.d
tune_mid_ES+.m
huangjianfeng-kongbai

Acquisition Date  8/10/2017 4:19:33 PM

Operator
Instrument

BDAL@DE

maXis 4G 21242

Acquisition Parameter

Source Type
Focus

Scan Begin
Scan End

ESI
Active
100 m/z
2800 m/z

lon Polarity

Set Capillary

Set End Plate Offset
Set Collision Cell RF

Positive
3500V
-500 v
1500.0 Vpp

Set Nebulizer
Set Dry Heater
Set Dry Gas
Set Divert Valve

0.4 Bar
180 °C
4.0 /min
Source

Intens,
x107

01 05

06 07 " Time [min]

[—TIC +AIMS

Intens,
x106

259

672.1084

674.1046

20 673.1003

675.1059

676.1080
—

+MS, 0.3-0.6min #(20-35)

685, ,:l293

"

674 676 678 880

680.4736

682 684 686 m/iz

674.1046

675.11 059

680.4736

+MS, 0.3-0.6min #(20-35)

685.4203

1.00 6721107

0.755
0.50

0.25 ﬂ
0.00

674.1080
A 6751111
A

C28H23FCIFEN305, M+nNa ,672.11

570 672 674 676 678 680

582 584 586 miz

Bruker Compass DataAnalysis 4.0 printed:

276
277

65

8/10/2017 5:27:03 PM

Page 1 of 1

HRMS of target compound J12



Display Report

Analysis Info Acquisition Date  8/10/2017 5:41:05 PM

Analysis Name  D:\Data\Shao Guang\SCAU J\20170810\7AP6.d
Method tune_mid_ES+.m Operator BDAL@DE
Sample Name TAP6 Instrument maXis 4G 21242

Comment

Acquisition Parameter

Source Type ESI lon Polarity Positive Set Nebulizer 0.4 Bar
Focus Active Set Capillary 3500V Set Dry Heater 180 °C
Scan Begin 100 m/z Set End Plate Offset -500 vV Set Dry Gas 4.0 l/min
Scan End 2800 m/z Set Collision Cell RF~ 1500.0 Vpp Set Divert Valve Source

Intens,
x107

01 02 03 04 05 06 07 ' " Time [min]
[=TIC +AIMS |

Intens, +MS, 0.3-0.6min #(15-38)
X105 5721537

0.6
5741509
04 573.1561

02 575.1525
IL N 576.1520 577.4157

572 573 574 575 576 577 578 579 580 581 miz

Intens +MS, 0.3-0.6min #(15-38)
x109 588.4094

5721537

0.0

1.0

05 574.1509

| |55 5845504 A1
x‘?Oq'— C27H27CIF3N304, M+nNa .572.15
572.1534

589.4120

1.00
0.759
0.50 574.1507

0.25 A A 575.1539

0.001— . - - by . ; . : . \ . ; - : : ; . ; -
572 574 576 578 580 582 584 586 588 590 miz

Bruker Compass DataAnalysis 4.0 printed:  8/10/2017 6:45:24 PM Page 1 of 1
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281
282

Generic Display Report

Analysis Info
Analysis Name
Method
Sample Name
Comment

D:\Data\Shao Guang\2015051314#9g1.d

tune_mid.m
Co(NO3)2-phenmpy-1-3-rt

Acquisition Date  5/13/2015 6:22:50 PM

Operator SYSU
Instrument maXis 4G

Intens.

¥105
4

w

[

588.1499

441.2982

+MS, 0.7-0.7min #(40-42)

1153.3007

925.4837
Nt o

TP | T l|.j
600

200 400

1000 1200 1400 miz

Intens.
x1

586.1499

580.1478

591.4970
| l 592.5001
\

+MS, 0.7-0.7min #(40-42)

6000

5000

4000

3000

2000

1000

588.1484

580.1457
589.1517

591.1488
l 5921521

C27H27CIF3N305, M+nNa ,588.15)

586

588 590

592

596 508 600miz

Bruker Compass DataAnalysis 4.0

printed:

5/13/2015 9:09:53 PM

Page 10of 1

HRMS of target compound J14
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283
284

Display Report

Analysis Info

Acquisition Date  8/10/2017 4:44:47 PM

Analysis Name  D:\Data\Shao Guang\SCAU J\20170810\e1p6.d

Method tune_mid_ESI+.m Operator BDAL@DE
Sample Name  huangjianfeng-kongbai Instrument maXis 4G 21242
Comment
Acquisition Parameter
Source Type ESI lon Polarity Positive Set Nebulizer 0.4 Bar
Focus Active Set Capillary 3500V Set Dry Heater 180 °C
Scan Begin 100 m/z Set End Plate Offset -500 vV Set Dry Gas 4.0 l/min
Scan End 2800 m/z Set Collision Cell RF 1500.0 Vpp Set Divert Valve Source
Intens,
x107
6
4
24
0-— ——— ———— ——
0.1 02 03 0.4 05 06 0.7 Time [min]
[-=-TIC +AIMS |
Intens, +MS, 0.5-0.8min #(27-45)
x10 624.1401
1.25
616.1023
1.00 518.0978 620.1059
0.75
5221227 6251434 633.1014
0.50 617.1057 6320686
) . 621.1278 627.1379 634.1041
619.1019 623.1385 6301029
0.25
0.00-=F T T T T T
614 616 618 620 622 624 626 628 630 632 634 m/z
Intens +MS, 0.5-0.8min #(27-45)
x104 624.1401
10] 616.1023 518.0078 619.1019
622.1227 625.1434 633.1014
05 817.1057 | 5191019 | 621.1278 | 6231385 L 630.1029
x‘POq' C27H27BrF3N304, M+nNa ,616.10)
6161029 6181010
1.004
0.75
050 617.1063 | 619.1042
025 A 620.1076
0.00"— T i ? i g v T T T T T T T T T T T T v T
614 616 618 620 622 624 626 628 630 632 634 m/z
Bruker Compass DataAnalysis 4.0 printed:  8/10/2017 4:47:21 PM Page 1 of 1

HRMS of target compound J15
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Display Report

Analysis Info Acquisition Date  8/10/2017 5:04:34 PM
Analysis Name  D:\Data\Shao Guang\SCAU J\20170810\e2p6.d

Method tune_mid_ES+.m Operator BDAL@DE

Sample Name  e2p6 Instrument maXis 4G 21242
Comment

Acquisition Parameter

Source Type ESI lon Polarity Positive Set Nebulizer 0.4 Bar
Focus Active Set Capillary 3500V Set Dry Heater 180 °C
Scan Begin 100 m/z Set End Plate Offset -500 vV Set Dry Gas 4.0 l/min
Scan End 2800 m/z Set Collision Cell RF~ 1500.0 Vpp Set Divert Valve Source

Intens,
x107

0 — L e e B e L B e s S | T, —

01 02 03 04 05 06 07 " Time [min]
[-==TIC +AIIMS |

Intens, +MS, 0.4-0.6min #(21-36)
x106 | 632.0065 534.0049

0.8
0.6
0.4

633.0988 635.0970
0.2

636.0995
638.4726
0.0 v —A-
630 632 634 636 638 640 642 644 646 m/z

Intens.{ WIS, 0.4-0.6min #(2136)
x108 6320065  634.0949

0.75
0.50
0.257

633.0088 | 635.0070
0 | s35.0085 638.4726
s CZ7H2TBIF3N305, MFniNa 632,10
6320078  634.0859

1.004
0.75

050 633.1012 635.0091
0.25

“ 636.1025
0.00 T T ' v 1 v )
630 632 634 636

638 640 642 644 648 mz

Bruker Compass DataAnalysis 4.0 printed:  8/10/2017 5:19:48 PM Page 1 of 1

285
286 HRMS of target compound J16
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Generic Display Report

Analysis Info
Analysis Name

Method

Sample Name

Comment

D\Data\Shao Guang\201505137#9¢c111.d
tune_mid.m
Co(NO3)2-phenmpy-1-3-rt

Acquisition Date  5/13/2015 9:47:35 PM

Operator

Instrument

SYsU
maxXis 4G

Intens.
x108
25
20
15
10
05

0.0

318.3003

556.1836

Jl

1088.3816

8343348

+MS, 0.7-0.7min #(42-44)

Lo

200

400

600

800 1000

1200 1400 miz

Intens,
x1

0.75

0.50

0.25

556.1836

557.1866

5581
L

888

+MS, 0.7-0.7min #(42-44)

0.00
6000
5000
4000
3000

2000

1000

556.1830

557.1863

558.1897

C27TH2TF4N304, M+nNa 556,18

554

958

558

560

s62 | 564

566 568 miz

287 Bruker Compass DataAnalysis 4.0

288
289

printed:

5/13/2015 10:21:33 PM

HRMS of target compound J17

70

Page 10of 1



Display Report

Analysis Info
Analysis Name
Method
Sample Name
Comment

D:\Data\Shao Guang\SCAU J\20170810\F2P6.d

tune_mid_ESI+.m

F2P6

Acquisition Date  8/10/2017 5:56:32 PM

BDAL@DE
maXis 4G

Operator

Instrument 21242

Acquisition Parameter

Source Type
Focus

Scan Begin
Scan End

ESI

Active
100 m/z
2800 m/z

lon Polarity

Set Capillary

Set End Plate Offset
Set Collision Cell RF

Positive
3500V
-500 v
1500.0 Vpp

0.4 Bar
180 °C
4.0 /min
Source

Set Nebulizer
Set Dry Heater
Set Dry Gas
Set Divert Valve

Intens,
x107

L e B e e e

07 " Time [min]

[-==-TIC +AIMS

Intens.
X105

0.8

06

0.4

02

572.1762

S

573.1787

574.1810
575.1220
A R

+MS, 0.3-0.7min #(19-39)

0.0

572

573

574 575 576

577

578 579 580 581 miz

Intens,
x10°

0.75
0.50
0.259

5721762

|

573.1787

574.} 810 5751220

+MS, 0.3-0.7min #(19-39)

B
1.00
0.754
050
025

5721779

573.1812

574.1846

C27H27F4N305, M+nNa ,572.18

0.00"—

572"

574 "575

577

578

Bruker Compass DataAnalysis 4.0

290
291

printed:

8/10/2017 6:43:46 PM

Page 1 of 1

HRMS of target compound J18
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Display Report

Analysis Info
Analysis Name
Method
Sample Name
Comment

AP4

D:\Data\shaoguang\AP4.d
tune_mid_ESI+.m

Acquisition Date  4/5/2018 4:22:52 PM

Operator
Instrument

BDAL@DE

maXis 4G 21242

Acquisition Parameter
Source Type ESI
Focus Active
Scan Begin 100 m/iz
Scan End 1500 m/z

lon Polarity

Set Capillary
Set End Plate Offset
Set Collision Cell RF

Positive
3500V
-500 vV
1500.0 Vpp

Set Nebulizer
Set Dry Heater
Set Dry Gas
Set Divert Valve

0.4 Bar
180 °C
4.0 /min
Source

E2P1d

AP4d

08 1.2 Time [min]

502.0539

701.4964

+MS, 0.3-0.7min #(17-44)

981.2154

1164.5515
sl 1 i

400

800

i ‘ 1400 miz

Intens. ]
502.0539

499.0920

1200
+MS, 0.3-0.7min #(17-44)

518.0756

502.0543

75 504.0515

C21H16CI2F3N304, M+nH ,502.05)

T T T T T T T T T T T

525 mlfz
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Display Report

Analysis Info
Analysis Name
Method
Sample Name
Comment

D:\Data\shaoguang\e1p4(2).d
tune_mid_ESI+.m

e1p4(2)

Acquisition Date  4/5/2018 5:32:58 PM

Operator
Instrument

BDAL@DE

maXis 4G 21242

Acquisition Parameter
Source Type ESI
Focus Active
Scan Begin 100 m/z
Scan End 1500 m/z

lon Pol

SetEn

Set Capillary
Set Collision Cell RF

Positive
3500V
-500 vV
1500.0 Vpp

larity
d Plate Offset

Set Nebulizer
Set Dry Heater
Set Dry Gas
Set Divert Valve

0.4 Bar
180 °C
4.0 I/min
Source

elpl(2).d

e1p42).d

1.2 Time [min]

546.0035

547.0281
20
543.0673

548.0011

550.0013

550.0278  551.9997 5545142

556.5299

+MS, 0.5-1.0min #(30-57)

542 544 546

548

550 552 554

556

‘ 558 560 miz

Intens. ]

1l‘n% 546.0035548.0011
75
501
o5 540.5355

e -

5519997 554.5142956-5299

+MS, 0.5-1.0min #(30-57)

561.9995563.9977

100
546.0038

L
C21H16BrCIF3N304, M+ni—| .546.00

0 T T 1 1

545

555

565 miz

Bruker Compass DataAnalysis 4.0
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295
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Display Report

Analysis Info Acquisition Date  4/5/2018 4:26:56 PM
Analysis Name  D:\Data\shaoguang\E2P4.d

Method tune_mid_ES+.m Operator BDAL@DE

Sample Name E2P4 Instrument maXis 4G 21242
Comment

Acquisition Parameter

Source Type ESI lon Polarity Positive Set Nebulizer 0.4 Bar
Focus Active Set Capillary 3500V Set Dry Heater 180 °C
Scan Begin 100 m/z Set End Plate Offset -500 vV Set Dry Gas 4.0 l/min
Scan End 1500 m/z Set Collision Cell RF~ 1500.0 Vpp Set Divert Valve Source
E1P4.d
Intens E2P4d
x1071
4 T N T T T e
] “\ /,
02 04 ‘ 06 08 ' 10 1.2 Time [min]
Intens. +MS, 0.3-0.8min #(17-45)
%] 562.0013 563.9994
60
404
20 577.9954 S79.9937
0 f T i “ ‘ T T T T — | T
560.0 562.5 565.0 567.5 570.0 5725 575.0 5775 miz
Intens. | +MS, 0.3-0.8min #(17-45))
[%] 562.0013 563.9994
60
40
20 577.9954 579.9937
| \ L |
[°'§] C21H16BrCIF3N305, M+nH ,562.00
100 563.9966
751 561,9987
504
251 l555.9938
L s s e e Sttt T T T
5575 560.0 562.5 565.0 567.5 570.0 5725 575.0 5775 580.0 m/z
Bruker Compass DataAnalysis 4.0 printed:  4/5/2018 5:06:51 PM Page 1 of 1
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Display Report

Analysis Info
Analysis Name
Method
Sample Name
Comment

F2P4

D:\Data\shaoguang\F2P4.d
tune_mid_ES+.m

Acquisition Date  4/5/2018 4:19:39 PM

Operator
Instrument

BDAL@DE

maXis 4G 21242

Acquisition Parameter
Source Type ESI
Focus Active
Scan Begin 100 m/z
Scan End 1500 m/z

lon Polarity

Set Capillary

Set End Plate Offset
Set Collision Cell RF

Positive
3500V
-500 v
1500.0 Vpp

0.4 Bar
180 °C
4.0 I/min
Source

Set Nebulizer
Set Dry Heater
Set Dry Gas
Set Divert Valve

F2Po.d

Intens,
x107

F2P4.d

1.2 Time [min]

20
497.1451 490.0026

502.0811

503.1972

+MS, 0.3-0.7min #(15-43)

518.0764

515.3390 |

Q T T
495.0 4975 500.0

5025 505.0

5075

5100

|
5125 515.0 5175 520.0 miz

Intens. ]
%

100
75

50

25
497.1451 499.0026

502.0811

503.1972

+MS, 0.3-0.7min #(15-43)

518.0764

515.3380

183
1004
75
50
254

502.0787

504.0760
503.1959 i
1

C21H16CIF4N305, M+nH ,502.08

"7 a5 500.0

5050

5075

510.0 5125 5175 miz

Bruker Compass DataAnalysis 4.0
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printed:
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Display Report

Analysis Info Acquisition Date  8/10/2017 7:37:08 PM
Analysis Name  D:\Data\Shao Guang\SCAU J\20170810L\AP7.d
Method tune_mid_ES+.m Operator BDAL@DE
Sample Name  AP7 Instrument maXis 4G 21242
Comment
Acquisition Parameter
Source Type ESI lon Polarity Positive Set Nebulizer 0.4 Bar
Focus Active Set Capillary 3500V Set Dry Heater 180 °C
Scan Begin 100 m/z Set End Plate Offset -500 vV Set Dry Gas 4.0 l/min
Scan End 2800 m/z Set Collision Cell RF~ 1500.0 Vpp Set Divert Valve Source
Intens,
x107
64
4
2
0— ——— ———— ——
0.1 02 03 0.4 0.5 0.6 0.7 Time [min]
[—TIC +AIIMS |
Intens, +MS, 0.2-0.4min #(9-25),
x106 578.1093
1.0
0.8
06
0.4+
5791114 580.1069
02
581.1087
0.0 rat 575.6002576.0985576.5990 I 562.1126
575 576 577 578 579 580 581 582 miz
Intens +MS, 0.2-0.4min #(9-25)
x108 578.1093
1.00
0.75
0.50 5791114 580.1069
0.251
0 575.6002576.0885 h h 581 ’3087
,(1%9._ C28H21CIF3N304, M+nNa .578.11
1.00 578.1065
0.754
050 5701008 560.1038
0.25 ﬂ h 581.1069
L T 1 e s . ] L L
576 577 578 579 580 581 582m/z
Bruker Compass DataAnalysis 4.0 printed: ~ 8/10/2017 8:51:12 PM Page 1 of 1
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Display Report

Analysis Info

Analysis Name  D:\Data\Sh

ao Guang\SCAU J\20170810\e1p7.d

Acquisition Date  8/10/2017 4:10:04 PM

Method tune_mid_ESI+.m Operator BDAL@DE
Sample Name  e1p7 Instrument maXis 4G 21242
Comment
Acquisition Parameter
Source Type ESI lon Polarity Positive Set Nebulizer 0.4 Bar
Focus Active Set Capillary 3500V Set Dry Heater 180 °C
Scan Begin 100 m/z Set End Plate Offset -500 vV Set Dry Gas 4.0 l/min
Scan End 2800 m/z Set Collision Cell RF 1500.0 Vpp Set Divert Valve Source
Intens,
x107
61
y N
r” \\
’f ‘\
\
4 ',’ N
[P \\\
!
24
!
o— - —— e —— -
0.1 02 03 0.4 0.5 06 0.7 Time [min]
[-=--TIC +AIIMS |
Intens. +MS, 0.3-0.8min #(19-47)
X105 622.0549 624.0529
1.5
1.0
623.0535 625.0518
05
b18.5212 626.0564
i GQEfZM 1 6285810 631.1071 633.9530
0.0 T L f ) T A T T r
620 622 624 626 628 630 632 634 m/z
Intens. 1 +MS, 0.3-0.8min #(19-47)
X108 622.0549 624.0529
15
1.0
05 638.0247 640.0235
‘ 6195212 | | 6285610 631.1071 635.4045 .
x‘?Oq' C28H21BrF3N304, M+nNa ,622.06)
622.0560 624.0541
1.004
0.75
0.50
0.25 h A
0.004— T — 71— —T T T T T T T T T T T T T
617.5 620.0 6225 625.0 6275 630.0 6325 635.0 637.5 m/z
Bruker Compass DataAnalysis 4.0 printed:  8/10/2017 4:16:43 PM Page 1 of 1
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Display Report

Analysis Info Acquisition Date  8/10/2017 9:55:39 PM
Analysis Name  D:\Data\Shao Guang\SCAU J\20170810M\E2P7.d

Method tune_mid_ESI+.m Operator BDAL@DE

Sample Name  AP1 Instrument maXis 4G 21242
Comment

Acquisition Parameter

Source Type ESI lon Polarity Positive Set Nebulizer 0.4 Bar
Focus Active Set Capillary 3500V Set Dry Heater 180 °C
Scan Begin 100 m/z Set End Plate Offset -500 vV Set Dry Gas 4.0 l/min
Scan End 2800 m/z Set Collision Cell RF~ 1500.0 Vpp Set Divert Valve Source

Intens,
x107

01 02 03 04 05 06 07 | Time [min]
[—TIC +AIMS |

Intens, +MS, 0.5-0.7min #(29-42)
x120é5_ 633»0303640'0284

656.0232
654.0245

1.5

0.51

00 A . L l N
‘ 635 640 645 650 655 660 m/z

Intens +MS. 0.5-0.7min #(29-42)
x10%% 638.0303540-0284 0232
X 654.0245950
15

1.0

o I

L
X‘POQ C28H21BrF3N304, M+nK ,638.03
1.00
0.759
0.504
0.254 I l

00f—+— 4 rn i b 4 L VL .
635 640 645 650 655 660  miz

Bruker Compass DataAnalysis 4.0 printed:  8/10/2017 10:06:19 PM Page 1 of 1
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Display Report

Analysis Info
Analysis Name
Method tune_mid_ESI+.m
Sample Name F2P7

Comment

D:\Data\Shao Guang\SCAU J\20170810\F2P7.d

Acquisition Date  8/10/2017 5:36:44 PM

BDAL@DE
maXis 4G

Operator

Instrument 21242

Acquisition Parameter
Source Type ESI
Focus Active
Scan Begin 100 m/z
Scan End 2800 m/z

lon Polarity

Set Capillary

Set End Plate Offset
Set Collision Cell RF

Positive
3500V
-500 vV
1500.0 Vpp

0.4 Bar
180 °C
4.0 /min
Source

Set Nebulizer
Set Dry Heater
Set Dry Gas
Set Divert Valve

Intens,
x107

0.4 0.5

LR s p e —

06 07 " Time [min]

[=TIC +AIMS

Intens. |
x10 578.1111

2.0

579.1145

05
580.1096

+MS, 0.4-0.6min #(25-38)

0.0+— )
576 578 580

582

584 586

588 590 502 miz

Intens.
x106 578.1111

" 579.1145
580.1096

+MS, 0.4-0.6min #(25-38)

594.1041

1.00 578.1100

0.75

050 579.1133
0.25 ﬁ 580.1084
1

1|
C28H21F4N304, M+nK ,578.11

0.00 T T T d v
576 578 580

582

584 586

588 590 582 | 594 miz

Bruker Compass DataAnalysis 4.0

printed:
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312

Display Report

Analysis Info

Acquisition Date  8/10/2017 4:49:07 PM

Analysis Name  D:\Data\Shao Guang\SCAU J\20170810\ap8.d

Method tune_mid_ESI+.m
Sample Name ap8
Comment

Operator
Instrument

BDAL@DE
maXis 4G 21242

Acquisition Parameter
Source Type ESI
Focus Active
Scan Begin 100 m/z
Scan End 2800 m/z

lon Polarity Positive
Set Capillary 3500V
Set End Plate Offset  -500 V

Set Collision Cell RF

1500.0 Vpp

Set Nebulizer 0.4 Bar
Set Dry Heater 180 °C
Set Dry Gas 4.0 l/min
Set Divert Valve Source

Intens,
x107

01 02

L e e e e

06 07 " Time [min]

[—TIC +AIMS

Intens.
%105 5500748
081
06

0.4

551.0774

5520722

553.0754

+MS, 0.3-0.5min #(19-31)

556.0234

554.0694
A

0.0 J L

549 550

551

552 553

g
554 555 556 m/z

Intens,
X105 550.0748
08

0.6
0.4
0.2

551.0774

552.0722
553.0754
A

+MS, 0.3-0.5min #(19-31)

554.0694
A

x‘P OQ.,
1.00 550.0810
0.755
0.50
0.25
0.00

551.0843

552.0782
553.0814
A T T

C25H19CIF3N304S, M+nH ,550.08

554.0739

549

551

552 553

554 ) T iz

Bruker Compass DataAnalysis 4.0

printed:  8/10/2017 5:21:54 PM
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HRMS of target compound J27
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Display Report

Analysis Info

Analysis Name

Method

Sample Name

Comment

tune_mid_ES+.m

E1P8

D:\Data\Shao Guang\SCAU J\20170810L\E1P8.d

Acquisition Date  8/10/2017 8:02:45 PM

Operator
Instrument

BDAL@DE
maXis 4G

21242

Acquisition Parameter

Source Type
Focus

Scan Begin
Scan End

ESI
Active
100 m/z
2800 m/z

lon Polarity

Set Capillary

Set End Plate Offset
Set Collision Cell RF

Positive
3500V
-500 vV
1500.0 Vpp

Set Nebulizer
Set Dry Heater
Set Dry Gas
Set Divert Valve

0.4 Bar
180 °C
4.0 I/min
Source

Intens,
x107

01

06 0.7

" Time [min]

[—TIC +AIMS

Intens,
x104]

594.0288

5950315

596.0270

597.0295

593-;633593,9594
M

e

A

604.0871
A

+MS, 0.3-0.6min #(15-33)

594

596 598

600

602

604

606 miz

Intens.
x105

06
04
0.24

595.0315

596.0270

B

597.0295

.IL 598.0263

604.0871

+MS, 0.3-0.6min #(15-33)

607.3893
P

x‘? Oq'

1.007
0.75
0.50
025

595.0338

596.0285

597.0317

|

5980244599 0276

CZ5HI1OBIFaN3 045, MnH .594.03

0.00

596

) 598 500

602

504

m/z

Bruker Compass DataAnalysis 4.0
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Display Report

Analysis Info

Acquisition Date  8/10/2017 4:58:53 PM

Analysis Name  D:\Data\Shao Guang\SCAU J\20170810\e2p8.d

Method tune_mid_ESI+.m Operator BDAL@DE
Sample Name  e2p8 Instrument maXis 4G 21242
Comment
Acquisition Parameter
Source Type ESI lon Polarity Positive Set Nebulizer 0.4 Bar
Focus Active Set Capillary 3500V Set Dry Heater 180 °C
Scan Begin 100 m/z Set End Plate Offset -500 vV Set Dry Gas 4.0 l/min
Scan End 2800 m/z Set Collision Cell RF~ 1500.0 Vpp Set Divert Valve Source
Intens,
x107
61
4
24
0-— ——— 77— ———— ——
0.1 02 03 0.4 0.5 06 0.7 Time [min]
[=TIC +AIMS |
Intens, +MS, 0.3-0.4min #(18-24)
X108 650.0285
3 648.0302
21
1 649.0329 | 651.0309
652.0249
658.1065 gs0 1056 662.1054
R O O O T T i
642 644 646 648 650 652 654 656 658 660 662 miz
Intens5 : +MS, 0.3-0.4min #(18-24)
)(103_ 648.0302 650.0285
2]
11 649.0329 651.0309
i 6520245 53,0086
x10q' C25H17BrF3N305S, M+nCH3CN ,648.03
650.0265
1.001 648.0284
0.751
050 649.0318 651.0297
025
600 6520224 6530266
646 647 648 649 650 651 652 653 654 m/z
Bruker Compass DataAnalysis 4.0 printed:  8/10/2017 5:01:09 PM Page 1 of 1

HRMS of target compound J29

82



Display Report

Analysis Info

Acquisition Date  8/10/2017 6:19:03 PM

Analysis Name  D:\Data\Shao Guang\SCAU J\20170810\F2P8.d
Method tune_mid_ESI+.m Operator BDAL@DE
Sample Name F2P8 Instrument maXis 4G 21242
Comment
Acquisition Parameter
Source Type ESI lon Polarity Positive Set Nebulizer 0.4 Bar
Focus Active Set Capillary 3500V Set Dry Heater 180 °C
Scan Begin 100 m/z Set End Plate Offset -500 vV Set Dry Gas 4.0 l/min
Scan End 2800 m/z Set Collision Cell RF 1500.0 Vpp Set Divert Valve Source
Intens,
x107
64

01 02

03 04 05 06 07 ' " Time [min]

[—TIC +AIMS

Intens,
x10

550.1050

551.1073

L

+MS, 0.4-0.6min #(22-37)

5521050
| 553.1054 560.0860 561.0885

Intens,
x10%

550

552 554 556 558 560 miz

550.1050

551.1073

|

+MS, 0.4-0.6min #(22-37)

552.1050 555 1054 560.0850 561.0885

x1 OQ.,

1.00
0.755
0.50
0.25
0.00

550.1054

551.1087

A

C25H19F4N3058, M+nH ,550.11

5521016 553 1045

552 554 ’ 556 " 558 560 " miz

Bruker Compass DataAnalysis 4.0
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printed: ~ 8/10/2017 6:35:09 PM Page 1 of 1

HRMS of target compound J30
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Display Report

Analysis Info
Analysis Name
Method
Sample Name
Comment

tune_mid_ES+.m
AP9

D:\Data‘\shaoguang\AP9.d

Acquisition Date  4/5/2018 4:10:08 PM

Operator
Instrument

BDAL@DE
maXis 4G

21242

Acquisition Parameter
Source Type ESI

Focus

Scan Begin
Scan End

Active
100 m/z
1500 m/z

lon Polarity

Set Capillary

Set End Plate Offset
Set Collision Cell RF

Positive
3500V

Set Nebulizer
Set Dry Heater

0.4 Bar
180 °C

-500 V
1500.0 Vpp

Set
Set

4.0 I/min
Source

Dry Gas
Divert Valve

E2P4.d

AP9.d

1.2 Time [min]

20

646.0949

648.0928

649.0047

650.99?3

657.3665

+MS, 0.2-0.8min #(13-45)

662.0685)

650

652

654 556

658 660 " miz

Intens. ]

646.0049

648.0028
‘ ‘ 6490047

+MS, 0.2-0.8min #(13-45)

657.3665

646.0939

648.0912

l ll 8400043

C29H20CIFEN304, M+nha ,646.09

646

648 650

652

654 656

558 560 miz

Bruker C
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320

ompass DataAnalysis 4.0

printed:

4/5/2018 5:08:45 PM
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Display

Report

Analysis Info

Analysis Name
Method

D:\Data\shaoguang\e1p9.d

Acquisition Date  4/5/2018 3:33:35 PM

tune_mid_ES+.m Operator BDAL@DE
Sample Name  e1p9 Instrument maXis 4G 21242
Comment
Acquisition Parameter
Source Type ESI lon Polarity Positive Set Nebulizer 0.4 Bar
Focus Active Set Capillary 3500V Set Dry Heater 180 °C
Scan Begin 100 m/z Set End Plate Offset -500 vV Set Dry Gas 4.0 l/min
Scan End 1500 m/z Set Collision Cell RF~ 1500.0 Vpp Set Divert Valve Source
AP9.d|
Intens. elpo.d
x1077
08 ' 10 1.2 Time [min]
Intens. +MS, 0.3-0.8min #(17-45)
%] 690.0438 692.0424
20
15
104
691.0465 693.0446
5
688.5345 689.0334 694.0471
ol ] | 6895333 690.4566 691.4503 692.4653 6934725 | .
688 689 690 691 692 693 694 miz
Intens. { +MS, 0.3-0.8min #(17-45)
[%] 690.0438 692.0424
204
107 691.0465 693.0446
| 688.5345 680.0334 6895333 690.4566 6924653 694.0471594.4949
8 C29H20BrF6N304, M+nNa ,690.04
1007 690.0434 692.0415
751
504 691.0467 693.0447
3 694.0480
0 —— e — —t R T R -
689 690 691 692 693 694 m/z
Bruker Compass DataAnalysis 4.0 printed:  4/5/2018 5:11:49 PM Page 1 of 1
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Display Report

Analysis Info
Analysis Name
Method
Sample Name
Comment

e2p9

D:\Data\shaoguang\e2p9.d
tune_mid_ESI+.m

Acquisition Date  4/5/2018 3:56:15 PM

Operator
Instrument

BDAL@DE

maXis 4G 21242

Acquisition Parameter
Source Type ESI
Focus Active
Scan Begin 100 m/z
Scan End 1500 m/z

lon Polarity
Set Capillary

Set End Plate Offset
Set Collision Cell RF

Positive

3500V
-500 vV
1500.0

0.4 Bar
180 °C
4.0 I/min
Source

Set Nebulizer
Set Dry Heater
Set Dry Gas

Vpp Set Divert Valve

el1p9.d

Intens. |
x107
6.59

6.0
559
5.0

e2p9.d

02

04

06

08 1.2 Time [min]

Intens.

%] 702.4984

30

20

10

702.4138
7022592 ‘

7031'3302

+MS, 0.2-0.8min #(13-46)

703.5008

703‘41 37

7022 702.4

7026

7028

7030

7032 703.4 7036 7038 miz

Intens,
[%H
722

721.4791

0127

723.0154

722.5265 ‘

7240111

723, E5299

+MS, 0.2-0.8min #(13-46)

7250137
7245316 7260124 727.0136

Y

722,

0122

723.0155

724.0103

C29H20BrFEN305, M+nK ,722.01

725.0135

726.0085 7270117

722

"2

724

T7s 0 T 727 miz

Bruker Compass DataAnalysis 4.0
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Display Report

Analysis Info
Analysis Name  D:\Data\shaoguang\F2P9.d

Acquisition Date  4/5/2018 4:06:52 PM

Method tune_mid_ES+.m Operator BDAL@DE
Sample Name F2P9 Instrument maXis 4G 21242
Comment

Acquisition Parameter

Source Type ESI lon Polarity Positive Set Nebulizer 0.4 Bar
Focus Active Set Capillary 3500V Set Dry Heater 180 °C
Scan Begin 100 m/z Set End Plate Offset -500 vV Set Dry Gas 4.0 l/min
Scan End 1500 m/z Set Collision Cell RF 1500.0 Vpp Set Divert Valve Source

e2p9.d

Intens,
x107
657,
6.0
55
co B

F2P9.d

02 04 06 08 10 1.2 Time [min]

Intens. +MS, 0.3-0.9min #(15-54)
(%] 646.1204

125
10.01

75 662.0676

5.0 647.1230

25 6490938

Ll 650.0965
0.0 T L T T rt

642 644 646 548 650 652 854 856 858 660 662miz

Intens,

+MS, 0.3-0.9min #(15-54)
[%] 646.1204

107
51 647.1230
643.0844 | ‘ 549‘13933
1 L L

1813 C29H20F7N305, M+nNa 646,12
546.1183

647.1217
l 648.1250
0 T T T - b g T T T T T T T T T
644 646 648 650 652 654 656 658 660 m/z

Bruker Compass DataAnalysis 4.0 printed:  4/5/2018 5:15:55 PM Page 1 of 1
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