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Display Report

Analysis Info Acquisition Date  5/14/2015 2:34:55 PM
Analysis Name  D:\Dataluser data\2015\MAY-2015\14-MAY-2015\Dr.S. Kumar-AA-86_1-B,3_01_2503.d

Method HRLCMS-20 Sept.m Operator RUCHI

Sample Name Dr.S.Kumar-AA-86 Instrument micrOTOF-Q Il 10330
Comment

Acquisition Parameter

Source Type ESI lon Polarity Positive Set Nebulizer 1.2 Bar
Focus Active Set Capillary 4500V Set Dry Heater 200°C
Scan Begin 50 m/z Set End Plate Offset -500 vV Set Dry Gas 7.0 I/min
Scan End 3000 m/z Set Collision Cell RF 130.0 Vpp Set Divert Valve Waste
lntenss" Dr.S.Kumar-AA-86_1-B,3_01_2503.d: TIC +All MS)|
X104
6_
4-
2 J
Inten®3 Dr.S. Kumar-AA-86_1-1) _01?5"4 UV Chromatogram, 200-400 nm
[mAU]
x10%] o
2]
13
OY
1 2 3 4 5 6 7 Time [min]
200 2?0 24}0 2!;50 22|30 390 3?0 31}0 3(|50 W?velength [nm
Intens + UV, 3.4-3.7min #(2039-2163),
[mAU]{
03
-104
Intens‘i_ +MS, 3.5-3.6min #(206-217)
x10% 2521400
29
17
o] 1901285 I 363.2461 5092826 6133277
100 200 300 400 500 600 700 800 900 miz
Intens 7 +MS, 3.5-3.6min #(206-217)|
x10%3 252.1400
2]
13
1 253.1425
03 AN
] C17H17NO, M+nH ,252.14|
2000; 252.1383
10001
1 253.1416
] N 2541450
252.0 2525 253.0 2535 254.0 2545 miz
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Display Report

Analysis Info Acquisition Date  3/5/2015 12:33:52 PM
Analysis Name  D:\Dataluser data\2015\MARCH-2015\05-mar-2015\Dr.S.Kumar-SJ-AA-122_1-A,3_01_1818.d

Method HRLCMS-20 Sept.m Operator RUCHI

Sample Name Dr.S.Kumar-SJ-AA-122 Instrument micrOTOF-Q Il 10330
Comment

Acquisition Parameter

Source Type ESI lon Polarity Positive Set Nebulizer 1.2 Bar
Focus Active Set Capillary 4500 V Set Dry Heater 200°C
Scan Begin 50 m/z Set End Plate Offset  -500 V Set Dry Gas 7.0 I/min
Scan End 3000 m/z Set Collision Cell RF 130.0 Vpp Set Divert Valve Waste

Intens.] Dr.S Kumar-SJ-AA-122_1-A,3_01_1818.d: TIC +All M3|

>
oS
) =)

-

L
\//\ Dr.S.Kumar-SJ-AA-122_1-A,3_01_1818.d: UV Chromatogram, 200-400 nm|

1 2 3 4 5 6 7 Time[min]

200 220 240 260 280 300 320 340 360 Wavelength [nm
Intens UV, 6.2-6.4min #(3720-3804),

Intenség +MS, 6.2-6.4min #(372-380)|
X105 320.1275

500 1000 ' 1500 2000 2500 m/z

Intenség +MS, 6.2-6.4min #372-380)
x10%4 3201275

0.54 321.1305
A

1 C18H16F3NO, M+nH ,320.13
1 320.1257

1 321.1290
1 N 322.1324

320.0 3205 3210 3215 322.0 miz
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Display Report

Analysis Info
Analysis Name

Method HRLCMS-20 Sept.m
Sample Name Dr.S.Kumar-SJ-AA-123
Comment

Acquisition Date
D:\Dataluser data\2015\MARCH-2015\05-mar-2015\Dr.S.Kumar-SJ-AA-123_1-A,4_01_1819.d
Operator

Instrument

3/5/2015 12:43:04 PM

RUCHI
micrOTOF-Q Il 10330

Acquisition Parameter
Source Type ESI
Focus Active
Scan Begin 50 m/z
Scan End 3000 m/z

lon Polarity

Set Capillary

Set End Plate Offset
Set Collision Cell RF

Positive
4500 V
-500 V
130.0 Vpp

Set Nebulizer
Set Dry Heater
Set Dry Gas
Set Divert Valve

1.2 Bar
200°C
7.0 l/min
Waste

Dr.S Kumar-SJ-AA-123_1-A,4_01_1819.d: TIC +All M3|

200 220 240 260

280

340 360

Time [min]

Wf.ivelen gth [nm

UVI, 5.7-5.8min #(3359-3436),

x10°3 336.1210

+MS, 5.7-5.8min #(338-344)

200 400

800

1000 m/z

%1083 336.1210

337.1248
A

+MS, 5.7-5.8min #(338-344)

336.1206

337.1239
A

C18H16F3NO2, M+nH ,336.12

338.1273

336.0 3365

337.0

3375

338.0 3385 miz

Bruker Compass DataAnalysis 4.0

printed:

3/5/2015 2:06:22 PM
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Display Report

Analysis Info
Analysis Name

Method HRLCMS-20 Sept.m
Sample Name Dr.S.Kumar-SJ-260
Comment

Acquisition Date
D:\Dataluser data\2015\MAY-2015\13-MAY-2015\Dr.S.Kumar-SJ-260_1-A,7_01_2462.d
Operator

Instrument

5/13/2015 12:41:40 PM

RUCHI
micrOTOF-Q Il 10330

Acquisition Parameter

Source Type ESI lon Polarity Positive Set Nebulizer 1.2 Bar
Focus Active Set Capillary 4500 V Set Dry Heater 200°C
Scan Begin 50 m/z Set End Plate Offset -500 V Set Dry Gas 7.0 I/min
Scan End 3000 m/z Set Collision Cell RF 130.0 Vpp Set Divert Valve Waste
Intens.J Dr.S.Kumar-SJ-260_1-A,7_01_2462.d: TIC +All M3]
%109
1.04
0.5
:/\\ ALLIL
|nte(l1f9—: hAL Dr.S Kumar-SJ-260_1-A,7_01_2462.d: UV Chromatogram, 200-400 nm|
[mAU]
x104] fo)
13
0
1 2 3 4 5 6 7 Time [min]
200 220 240 280 300 320 340 360 Wavelength [nm
Intens. UV, 3.3-3.4min #(1933-2018),
[MAUT]
200+
04
Intensﬁ.. +MS, 3.3-3.4min #(195-202)|
X109 294.1856
4-
24
i 609.3423
0 r . ; o : v y ’
200 400 600 800 1000 1200 1400 m/z
Intens.{ +MS, 3.3-3.4min #(195-202)|
x105 2941856
4_
29 2951884
0' 296.1895
] C20H23NO, M+nH ,294.19]
2000] 294.1852
1000
] 295.1886
0: 296.1919
294.0 2945 295.0 2055 296.0 2965 miz
Bruker Compass DataAnalysis 4.0 printed: 5/13/2015 2:40:50 PM Page 1 of 1
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Display Report

Analysis Info Acquisition Date  3/16/2015 2:23:37 PM
Analysis Name  D:\Dataluser data\2015\MARCH-2015\16 MAR-2015\Dr.S.Kumar-SJ-314_1-A,7_01_1888.d

Method HRLCMS-20 Sept.m Operator RUCHI

Sample Name Dr.S.Kumar-SJ-314 Instrument micrOTOF-Q Il 10330
Comment

Acquisition Parameter

Source Type ESI lon Polarity Positive Set Nebulizer 1.2 Bar
Focus Active Set Capillary 4500 V Set Dry Heater 200°C
Scan Begin 50 m/z Set End Plate Offset -500 V Set Dry Gas 7.0 I/min
Scan End 3000 m/z Set Collision Cell RF 130.0 Vpp Set Divert Valve Waste
Intenss; Dr.S.Kumar-SJ-314_1-A,7_01_1888.d: TIC +All M3]
x10°3
2
1§
IntenQ_ k)\ - Dr.S.Kumar-SJ-314_1-A,7_01_1888.d: UV Chromatogram, 200-400 nm|
Intens ] 1 I\ Dr.S Kumar-SJ-314_1-A,7_01_1888.d: EIC 362.166120.2 +All M3|
10009
O e T T AME Al e — Tt~ —
4 5 6 7 Time [min]
200 220 240 260 280 300 320 340 360 Wavelength [nm]
Intens. | UV, 6.0-6.2min #(3568-3653),
[mAUL]
0_
-204
Intens.g +MS, 6.0-6.1min #(358-366)|
1500§ 302.3067
E 149.0252 362.1747
10004
E 247 1115
g B 1 1Y PO T W | E—
04 bl ¥ ALk i : (Y ; PR ¥ r " :
300 400 500 600 700 miz
Intens.; +MS, 6.0-6.1min #(358-366)
1 362.1747
1000
500+
] 363.1763
0: C21H22F3NO, M+nH ,362.17]
20001 3621726
10004
] 363.1760
o VAN 364.1793
3620 3625 363.0 3635 364.0 3645 miz
Bruker Compass DataAnalysis 4.0 printed: 3/16/2015 2:34:12 PM Page 1 of 1
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Display Report

Analysis Info Acquisition Date  5/13/2015 12:01:56 PM
Analysis Name  D:\Dataluser data\2015\MAY-2015\13-MAY-2015\Dr.S.Kumar-SJ-250_1-A,4_01_2458.d

Method HRLCMS-20 Sept.m Operator RUCHI

Sample Name Dr.S.Kumar-SJ-250 Instrument micrOTOF-Q Il 10330
Comment

Acquisition Parameter

Source Type ESI lon Polarity Positive Set Nebulizer 1.2 Bar
Focus Active Set Capillary 4500 V Set Dry Heater 200°C
Scan Begin 50 m/z Set End Plate Offset -500 V Set Dry Gas 7.0 I/min
Scan End 3000 m/z Set Collision Cell RF 130.0 Vpp Set Divert Valve Waste
Intenss.- Dr.S.Kumar-SJ-250_1-A/4_01_2458.d: TIC +All E]|
x10°4
2-/\L
Intens 3 Dr.S.Kumar-SJ-250_1-A,4_01_2458.d: UV Chromatogram, 200-400 nm|
[mAU
X103
ool ’/L
0.04 v '&H
Intens. Dr.S.Kumar-SJ-250_1-A,4_01_2458.d: EIC 282.14510.2 +All M3|
x104 fo)
1]
= e
1 2 3 4 5 6 7 Time [min]
200 220 240 260 280 300 320 340 360 Wavelength [nm]
Intens.q UV, 2.7-2.9min #(1604-1674),
[MAUH
254
253
Intens. +MS, 2.7-2.8min #(163-169)|
X104 413.2651
23
13 1490237 2182107 5834688
o Ll l RN . 546.4910 725.5186
100 200 300 400 500 600 700 miz
Intens. +MS, 2.7-2.8min #(163-169)|
E 283.1085
30009
20003
1000 284.1149
3 N 284.3281 285.0830
0 —
] C16H14N203, M+nH ,283.11
2000] 283.1077
10004
1 284.1110
] N 285.1144
283.00 283.25 283 50 28375 284.00 28425 28450 284.75 285.00 28525 miz
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Display Report

Analysis Info
Analysis Name

Method

Sample Name

Comment

Acquisition Date  3/16/2015 12:41:22 PM

D:\Dataluser data\2015\MARCH-2015116 MAR-2015\Dr.S . Kumar-SJ-313_1-A,6_01_1881.d

HRLCMS-20 Sept.m
Dr.S.Kumar-SJ-313

RUCHI
micrOTOF-Q Il 10330

Operator
Instrument

Acquisition Parameter

Source Type ESI lon Polarity Positive Set Nebulizer 1.2 Bar
Focus Active Set Capillary 4500 V Set Dry Heater 200°C
Scan Begin 50 m/z Set End Plate Offset -500 V Set Dry Gas 7.0 I/min
Scan End 3000 m/z Set Collision Cell RF 130.0 Vpp Set Divert Valve Waste
|nten56- Dr.S.Kumar-SJ-313_1-A,6_01_1881.d: TIC +All M3]
x10°%]
1.0 /\
0.51
1 1 N k
|nte(l1f§-§ \7\ Dr.S Kumar-SJ-313_1-A,6_01_1881.d: UV Chromatogram, 200-400 nm|
(mAUE NO,
53
x10°7
1.04
0.5
0.0 - = — " —
S T R "Time [min]
200 220 240 260 280 300 320 340 360 Wavelength [nm
Intens ] UV, 5.8-5.9min #(3433-3518),
[mAUT
259
03
-253
Intenst_;: +MS, 5.8-5.9min #(345-352)
X103 351.0978
0.5
0.0 . T : . . r T
500 1000 1500 2000 2500 m/z
Intens. | +MS, 5.8-5.9min #(345-352)
x10°] 351.0978
0.5
] 352.0994
0.0 VAN
1 C17H13F3N203, M+nH ,351.10]
20007 351.0951
1000+
1 352.0984
01 N 353.1018
351.0 3515 3520 3525 353.0 miz
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Display Report

Analysis Info

Analysis Name

Method

Sample Name

Comment

HRLCMS-20 Sept.m
Dr.S.Kumar-SJ-264

Acquisition Date  5/13/2015 12:50:51 PM

D:\Dataluser data\2015\MAY-2015\13-MAY-2015\Dr.S . Kumar-SJ-264_1-A,8_01_2463.d

RUCHI
micrOTOF-Q Il 10330

Operator
Instrument

Acquisition Parameter

Source Type ESI lon Polarity Positive Set Nebulizer 1.2 Bar
Focus Active Set Capillary 4500 V Set Dry Heater 200°C
Scan Begin 50 m/z Set End Plate Offset -500 V Set Dry Gas 7.0 I/min
Scan End 3000 m/z Set Collision Cell RF 130.0 Vpp Set Divert Valve Waste
Intens Dr.S.Kumar-SJ-264_1-A,8_01_2463.d: TIC +All E]|

D S Kumar-SJ-264_T-A,8_07_2463.d. UV Chromatogram, 200-400 nm]

1 2 3 1 5 6 7 "Time [min]
200 220 240 260 280 300 320 340 360 Wavelength [nm
Intens. UV, 2.6-2.8min #(1531-1647),
[mAUH
2009
1005\
o1
Intens.j +MS, 2.6-2.8min #(156-166)|
x10%] 274.2729
44
24 218.2103 413.2638
6] 1781582 | L £17.2252
100 i 200 " 300 400 500 ' 600 m/z
Intens ] +MS, 2.6-2.8min #(156-166)
x104 2561121
4_
2_
1 257.1148
0 AN
7 CT6HT4FNO, M*nH ,256.11
o_— 256.1132
10007
3 257.1166
1 A 258.1199
256.0 2565 257.0 2575 258.0 2585 miz
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Display Report

Analysis Info

Analysis Name

Method

Sample Name

Comment

Acquisition Date  3/5/2015 12:24:42 PM

D:\Dataluser data\2015\MARCH-2015\05-mar-2015\Dr.S.Kumar-SJ-AA-121_1-A,2 01_1817.d
HRLCMS-20 Sept.m
Dr.S.Kumar-SJ-AA-121

RUCHI
micrOTOF-Q Il 10330

Operator
Instrument

Acquisition Parameter

Source Type
Focus

Scan Begin
Scan End

ESI
Active
50 m/z
3000 m/z

1.2 Bar
200°C
7.0 l/min
Waste

Set Nebulizer
Set Dry Heater
Set Dry Gas
Set Divert Valve

Positive
4500 V
-500 V
130.0 Vpp

lon Polarity

Set Capillary

Set End Plate Offset
Set Collision Cell RF

Intens]
x108]

Dr.S Kumar-SJ-AA-121_1-A,2_01_1817.d: TIC +All M|

~Dr.5.Kumar-SJ-AA121_1-A,2_071_1817.d UV Chromatogram, 200-400 nm

220

Time [min]

2‘}0 2{?0 2§0 31.10 3@0 Wf.ivelen gth [nm

UV, 6.2-6.4min #(3675-3798),

+MS, 6.2-6.4min #(368-380)
324.1021

100

200 300 400 500 7600 " 700 800 900 1000 miz

324.1021

+MS, 6.2-6.4min #(368-380),

325.1060

3241006

C17H13F4NO, M+nH ,324.10

326.1073

325.1039
A

324.0

3245 325.0 3255 326.0 miz

Bruker Compass DataAnalysis 4.0

printed: 3/5/2015 2:04:35 PM Page 1 of 1
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Display Report

Analysis Info
Analysis Name

Method tune_low.m
Sample Name  AA-138
Comment

Acquisition Date  4/24/2015 4:58:12 PM

D:\Dataluser data\2015\April-2015\24-April-2015\Dr.S.Kumar-AA-138.d

RUCHI
micrOTOF-Q Il 10330

Operator
Instrument

Acquisition Parameter
Source Type ESI
Focus Not active
Scan Begin 50 m/z
Scan End 3000 m/z

0.4 Bar
180 °C
4.0 l/min
Waste

Set Nebulizer
Set Dry Heater
Set Dry Gas
Set Divert Valve

Positive
4600 V
-500 V
130.0 Vpp

lon Polarity

Set Capillary

Set End Plate Offset
Set Collision Cell RF

Intens 1
x10%

fe2)

wm

w

N

ES
I Ay U AP W A Py AP PRSP AP RT R

Dr.S.Kumar-AA-138.d: TIC +All M3]

F5;C

-
N

Cl

0.2

0.4 0.6 0.8 1.0 1.2 Time [min]

Intens.

6000
40004

2000
2440918

L

150.1273
0 LLLA L

340.0687

+MS, 0.2-0.2min #(10-12),

506.5284

200

400 ) 600 800 1000 miz

Intens.]

1 340.0687
6000+

4000
2000

+MS, 0.2-0.2min #(10-12),

p— 342.0664
/.\ 343)0\670 344.0528

07
25003
20003
15003
10003

5003
0:

340.0711

C17H13CIF3NO, M+nH ,340.07|

342.0682
341.0744
343.0715

340.0 3405

341.0 3415 3420 3425 343.0 3435 344.0 m/z

Bruker Compass DataAnalysis 4.0

printed: 4/24/2015 5:28:04 PM Page 1 of 1
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Display Report

Analysis Info
Analysis Name

Acquisition Date  5/13/2015 12:11:06 PM

D:\Dataluser data\2015\MAY-2015\13-MAY-2015\Dr.S . Kumar-SJ-252_1-A,5_01_2459.d

Method HRLCMS-20 Sept.m Operator RUCHI
Sample Name Dr.S.Kumar-SJ-252 Instrument micrOTOF-Q Il 10330
Comment

Acquisition Parameter
Source Type ESI
Focus Active
Scan Begin 50 m/z
Scan End 3000 m/z

1.2 Bar
200°C
7.0 l/min
Waste

Set Nebulizer
Set Dry Heater
Set Dry Gas
Set Divert Valve

Positive
4500 V
-500 V
130.0 Vpp

lon Polarity

Set Capillary

Set End Plate Offset
Set Collision Cell RF

4\

Dr.S.Kumar-SJ-252_1-A,5_01_2459.d: TIC +All Mg

]
ey Dr.S Kumar-SJ-252_1-A,5_01_2459.d: UV Chromatogram, 200-400 nm|

200 220 240

"Time [min]

260 280 300 320 340 360 Wavelength [nm

UV, 2.9-3.0min #(1680-1749),

J 149.9243 218.?110 l

+MS, 2.9-3.0min #(170-176)
413.2657

316.0323

L 639.0665 803.:5437

100 200

300 400 500 600 700 800 miz

316.0323

+MS, 2.9-3.0min #(170-176),
318.0299

317.0355 319.0343
A VN

316.0332

C16H14BrNO, M+nH ,316.03]
318.0312

317.0365 319.0345
A A

318.5

317.0 318.0 319.0 3195 miz

Bruker Compass DataAnalysis 4.0

printed: 5/13/2015 2:40:05 PM Page 1 of 1
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Display Report

Analysis Info Acquisition Date  2/26/2015 12:51:02 PM
Analysis Name  D:\Dataluser data\2015\FEB-2015\26-FEB-2015\Dr.S.Kuamr-AA-118_1-A,3_01_1764.d

Method HRLCMS-20 Sept.m Operator RUCHI

Sample Name Dr.S.Kuamr-AA-118 Instrument micrOTOF-Q Il 10330
Comment

Acquisition Parameter

Source Type ESI lon Polarity Positive Set Nebulizer 1.2 Bar
Focus Active Set Capillary 4500 V Set Dry Heater 200°C
Scan Begin 50 m/z Set End Plate Offset -500 V Set Dry Gas 7.0 I/min
Scan End 3000 m/z Set Collision Cell RF 130.0 Vpp Set Divert Valve Waste
Intenséz Dr.S Kuamr-AA-118_1-A,3_01_1764.d: TIC +All M3]|
x10°]
159 FsC
1.0 fo)
053
] N " N
|nte(l1f§: 1 Dr.S.Kuamr-AA-118_1-A,3_01_1764.d: UV Chromatogram, 200-400 nm|
[mAUH 7z
%1057 Br
13
0]
1 2 3 4 5 6 Time [min]
200 220 240 260 280 300 320 340 360 Wavelength [nm
Intens. | UV, 5.0-5.3min #(2961-3130),
[mAU]
200+
04
Intens. +MS, 5.0-5.3min #(297-313)|
X103 386.0205
2]
13
1 306.1093
04 T 1 T T T T
200 400 600 800 1000 m/z
Intenss.; +MS, 5.0-5.3min #(297-313)|
X104 384.0224 386.0205
1]
] 385.0223 387.0201
03 A A
] C17H13BrF3NO, M+nH ,384.02
20003 384.0205 386.0186
10004
1 385.0239 387.0218
0l ; . A T ; T A T
383.5 384.0 3845 385.0 3855 386.0 386.5 387.0 387.5 m/z
Bruker Compass DataAnalysis 4.0 printed: 2/26/2015 1:04:50 PM Page 1 of 1
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Display Report

Analysis Info Acquisition Date  5/14/2015 12:24:12 PM
Analysis Name  D:\Dataluser data\2015\MAY-2015\14-MAY-2015\Dr.S. Kumar-AA-88_1-B,2_01_2492.d

Method HRLCMS-20 Sept.m Operator RUCHI

Sample Name Dr.S.Kumar-AA-88 Instrument micrOTOF-Q Il 10330
Comment

Acquisition Parameter

Source Type ESI lon Polarity Positive Set Nebulizer 1.2 Bar
Focus Active Set Capillary 4500 V Set Dry Heater 200°C
Scan Begin 50 m/z Set End Plate Offset  -500 V Set Dry Gas 7.0 I/min
Scan End 3000 m/z Set Collision Cell RF 130.0 Vpp Set Divert Valve Waste

Intensé_ Dr.S.Kumar-AA-88_1-B,2_01_2492.d: TIC +All E]|
x10°9]

0.64

Inte(llrg.: OMe Dr.S.Kumar-AA-88_1-B,2_01_2492.d: UV Chromatogram, 200-400 nm|

1 2 3 1 5 6 7 Time[min]

200 220 240 260 280 300 320 340 360 Wavelength [nm
Intens.] UV, 3.0-3.2min #(1779-1857),

Intenst_; +MS, 3.0-3.1min #(180-187)|
x10% 268.1343

L 541.2677
100 200 300 400 500 " 600 700 800 900 m/z

Intensﬁ.é +MS, 3.0-3.1min #(180-187))
x10%3  268.1343

13 269.1353

N
3 CT7H17NOZ, M*nH 26813
268.1332

o] 270.1399
268.00 26825 268.50 268.75 269.00 269.25 269.50 269.75 270.00 270.25 " miz

269.1365
FAN

Bruker Compass DataAnalysis 4.0 printed: 5/14/2015 2:13:29 PM Page 1 of 1
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Display Report

Analysis Info Acquisition Date  3/24/2015 12:47:14 PM
Analysis Name  D:\Dataluser data\2015\MARCH-2015\24-MAR-2015\Dr.S. Kumar-AA-126_1-A,2_01_2002.d

Method HRLCMS-20 Sept.m Operator RUCHI

Sample Name Dr.S.Kumar-AA-126 Instrument micrOTOF-Q Il 10330
Comment

Acquisition Parameter

Source Type ESI lon Polarity Positive Set Nebulizer 1.2 Bar
Focus Active Set Capillary 4500 V Set Dry Heater 200°C
Scan Begin 50 m/z Set End Plate Offset -500 V Set Dry Gas 7.0 I/min
Scan End 3000 m/z Set Collision Cell RF 130.0 Vpp Set Divert Valve Waste
Intensé_ Dr.S.Kumar-AA-126_1-A,2_01_2002.d: TIC +All E]|
x10°4
0.84
0.6
0.4
0.21 OMe
N
|nte(l1f§-2 | Dr.S.Kumar-AA-126_1-A,2_01_2002.d: UV Chromatogram, 200-400 nm|
[mAU] s
X Oéé \/\/_"
1 -
_2§
_3§
R D R A e
200 220 240 260 280 300 320 340 360 Wavelength [nm]
Intens. ] UV, 5.9-6.0min #(3518-3565),
[mAU]]
0_
-204
-404
Intens.: +MS, 5.9-6.0min #(353-357)|
x10°} 336.1222
4.
24
0 T —T—T T T T —r—T T T T v T
100 200 300 400 500 600 700 800 900 1000 m/z
Intens5._ +MS, 5.9-6.0min #(353-357)|
x10°] 3361222
4.
2_
1 337.1229
0 A
] C18H16F3NO2, M+nH ,336.12
20001 336.1206
10004
] 337.1239
1 N 338.1273
336.0 3365 337.0 3375 338.0 3385 miz
Bruker Compass DataAnalysis 4.0 printed: 3/24/2015 3:21:26 PM Page 1 of 1
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Display Report

Analysis Info
Analysis Name

Method HRLCMS-20 Sept.m
Sample Name Dr.S.Kumar-AA-105
Comment

Acquisition Date  5/15/2015 11:30:58 AM

D:\Dataluser data\2015\MAY-2015\15-MAY-2015\Dr.S. Kumar-AA-105_1-A,4_01_2510.d

RUCHI
micrOTOF-Q Il 10330

Operator
Instrument

Acquisition Parameter

Source Type ESI lon Polarity Positive Set Nebulizer 1.2 Bar
Focus Active Set Capillary 4500 V Set Dry Heater 200°C
Scan Begin 50 m/z Set End Plate Offset -500 V Set Dry Gas 7.0 I/min
Scan End 3000 m/z Set Collision Cell RF 130.0 Vpp Set Divert Valve Waste
Intenss._ Dr.S.Kumar-AA-105_1-A,4_01_2510.d: TIC +All E]|
x10°
6.
44
2 [
1 ALLL
inten®3 piai Dr.S.Kumar-AA-105_1-A,4_01_2510.d: UV Chromatogram, 200-400 nm)|
[mAU]] (o]
x10%] (o)
13
0] v
R D "Time [min]
200 220 240 260 280 300 320 340 360 Wavelength [nm
Intens UV, 2.9-3.1min #(1706-1807),
[mAU
504
0]
Intens. | +MS, 2.9-3.1min #(173-182)|
x10% 294.0668
4
% |l 4261451
0' . N . i . 565.1443 . . .
300 400 500 600 700 800 m/z
Intens. | +MS, 2.9-3.1min #(173-182)|
x104] 272.0839
4.
21 55 274.0813
0' A 275.0847
] C16H14CINO, M+nH ,272.08
20007 272.0837
10004 . 274.0808
0: A 275.0841
272.0 2725 273.0 2735 274.0 2745 275.0 2755 miz
Bruker Compass DataAnalysis 4.0 printed: 5/15/2015 2:44:21 PM Page 1 of 1
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Display Report

Analysis Info
Analysis Name

Method HRLCMS-20 Sept tune wide.m
Sample Name Dr.S.Kumar-SJ-AA-125
Comment

Acquisition Date  3/19/2015 1:11:31 PM

D:\Dataluser data\2015\MARCH-2015\19-MAR-2015\Dr.S. Kumar-SJ-AA-125_1-A,5_01_1939.d

RUCHI
micrOTOF-Q Il 10330

Operator
Instrument

Acquisition Parameter
Source Type ESI
Focus Not active
Scan Begin 50 m/z
Scan End 3000 m/z

lon Polarity

Set Capillary

Set End Plate Offset
Set Collision Cell RF

1.2 Bar
200°C
7.0 l/min
Waste

Set Nebulizer
Set Dry Heater
Set Dry Gas
Set Divert Valve

Positive
4500 V
-500 V
600.0 Vpp

Intens 3

%1069
1.009

0.753 F,C
0.503
0.25] N

Dr.S Kumar-SJ-AA-125_1-A,5_01_1939.d: TIC +All M|

Inf2R93
[mAUY

X104
13

Dr.S.Kumar-SJ-AA-125_1-A,5_01_1939.d: UV Chromatogram, 200-400 nm|

200 220 240

260 280

14 Time [min]

390 3?0 3‘}0 3{.30 IW avelength [nm]

UV, 7.5min #4484,

340.0679

+MS, 7.5min #448

" 1000

1500 2000 2500 miz

340.0679

341.0705
A

+MS, 7.5min #448]

342.0648
343.0675

340.0711

341.0744
A

C17H13CIF3NO, M+nH ,340.07|

342.0682
343.0715

340.0 3405

341.0 3415

342.0 3425 343.0 3435 344.0 miz

Bruker Compass DataAnalysis 4.0

printed:

3/19/2015 2:57:38 PM Page 1 of 1
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Display Report

Analysis Info
Analysis Name

Method

Sample Name

Comment

Acquisition Date  5/14/2015 12:15:03 PM

D:\Dataluser data\2015\MAY-2015\14-MAY-2015\Dr.S . Kumar-SJ-267_1-B,1_01_2491.d

HRLCMS-20 Sept.m
Dr.S.Kumar-SJ-267

RUCHI
micrOTOF-Q Il 10330

Operator
Instrument

Acquisition Parameter

Source Type
Focus

Scan Begin
Scan End

ESI
Active
50 m/z
3000 m/z

1.2 Bar
200°C
7.0 l/min
Waste

Set Nebulizer
Set Dry Heater
Set Dry Gas
Set Divert Valve

Positive
4500 V
-500 V
130.0 Vpp

lon Polarity

Set Capillary

Set End Plate Offset
Set Collision Cell RF

Intens. |
x105]

Dr.S.Kumar-SJ-267_1-B,1_01_2491.d: TIC +All Mg

NH /NN

Dr.S.Kumar-SJ-267_1-B,1_01_2491.d: UV Chromatogram, 200-400 nm|

NO,

220

"Time [min]

240 260 280 300 320 340 360 Wavelength [nm

UV, 2.8-2.9min #(1619-1712),

Al N

+MS, 2.8-2.9min #(164-172)
283.1097

l 413.l2695 508.?335 579.1999 852.1882

200

300 400 500 600 1700 "800 900 1000 miz

283.1097

+MS, 2.8-2.9min #(164-172),

. 285.1255

283.1077

C16H14N203, M+nH ,283.11

285.1144

284.1110
AN

283.0

2835 2840 2845 285.0 2855 miz

Bruker Compass DataAnalysis 4.0

printed: 5/14/2015 2:15:59 PM Page 1 of 1
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Display Report

Analysis Info Acquisition Date  3/16/2015 12:59:42 PM
Analysis Name  D:\Dataluser data\2015\MARCH-2015\16 MAR-2015\Dr.S.Kumar-SJ-317_1-A,8_01_1883.d

Method HRLCMS-20 Sept.m Operator RUCHI

Sample Name Dr.S.Kumar-SJ-317 Instrument micrOTOF-Q Il 10330
Comment

Acquisition Parameter

Source Type ESI lon Polarity Positive Set Nebulizer 1.2 Bar
Focus Active Set Capillary 4500 V Set Dry Heater 200°C
Scan Begin 50 m/z Set End Plate Offset  -500 V Set Dry Gas 7.0 I/min
Scan End 3000 m/z Set Collision Cell RF 130.0 Vpp Set Divert Valve Waste

Intense.é Dr.S.Kumar-SJ-317_1-A,8_01_1883.d: TIC +All E]|
);180 F3C
0753
0.503
0.25%

(o]

z NO
N)\(\( 2

] N
InfeR9] 1 /) Dr.5.Kumar-SJ-317_1-A.8_01_1883.d. UV Chromatogram, 200-400 nm

[mAUH
x104]

1 2 3 1 5 6 7 Time[min]

200 220 240 260 280 300 320 340 360 Wavelength [nm
Intens UV, 5.7-5.9min #(3406-3491),

Intens.] +MS, 5.7-5.9min #(342-349)|
X107 351.0968

302.3044 I
300 320 340 360 380 400 420 440 460 480 miz

Intenss.. +MS, 5.7-5.9min #(342-349)
x10°7 351.0968

352.0992
0.0 VAN

C17H13F3N203, M+nH ,351.10]

PP Wi ST

2000 351.0951

10004
] 352.0984
o ' ' _A . 3531018 ’
351.0 3515 352.0 3525 353.0 3535 miz

Bruker Compass DataAnalysis 4.0 printed: 3/16/2015 2:20:24 PM Page 1 of 1
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Display Report

Analysis Info
Analysis Name

Method HRLCMS-20 Sept.m
Sample Name Dr.S.Kumar-AA-62
Comment

Acquisition Date

Operator
Instrument

5/14/2015 1:41:16 PM

D:\Dataluser data\2015\MAY-2015\14-MAY-2015\Dr.S. Kumar-AA-62_1-B,7_01_2498.d

RUCHI
micrOTOF-Q Il 10330

Acquisition Parameter

Source Type ESI lon Polarity Positive Set Nebulizer 1.2 Bar
Focus Active Set Capillary 4500 V Set Dry Heater 200°C
Scan Begin 50 m/z Set End Plate Offset -500 V Set Dry Gas 7.0 I/min
Scan End 3000 m/z Set Collision Cell RF 130.0 Vpp Set Divert Valve Waste
Intenség Dr.S.Kumar-AA-62_1-B,7_01_2498.d: TIC +All E]|
x10°9
0.75 NS
0.50 |
04255 = NH
3 1
293 oM Dr.S.Kumar-AA-62_1-B,7_01_2498.d; UV Chromatogram, 200-400 nm
[mAUJ} o e
x103] 1
19
0' - e e
) 4 5 6 7 Time [min]
200 220 240 260 280 300 320 340 360 Wavelength [nm
Intens. UV, 2.8-3.0min #(1677-1778),
[mAU]g
25
03
2253
Intens. +MS, 2.9-3.0min #(170-179)
x107] 298.1457
4-
2_
0' ) 617.2628
100 200 300 400 500 600 700 800 900 1000 miz
Intenss._ +MS, 2.9-3.0min #170-179))
x107] 298.1457
4_
2.
| 299.1477
0 VAN
] C18HT9NO3, M+nH ,298 14
2000] 298.1438
1000
] 299.1471
] N 300.1505
29800 29825 29850 29875  299.00 29925 29950 29975  300.00  300.25 "miz
Bruker Compass DataAnalysis 4.0 printed: 5/14/2015 2:06:04 PM Page 1 of 1
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Display Report

Analysis Info
Analysis Name

Acquisition Date  5/9/2015 12:33:52 PM

D:\Dataluser data\2015\MAY-2015\09-may-2015\Dr.S.Kumar-AA-151.d

Method tune_low.m Operator RUCHI
Sample Name  AA-151 Instrument micrOTOF-Q Il 10330
Comment

Acquisition Parameter
Source Type ESI
Focus
Scan Begin
Scan End

50 m/z

Not active

3000 m/z

0.4 Bar
180 °C
4.0 l/min
Waste

Set Nebulizer
Set Dry Heater
Set Dry Gas
Set Divert Valve

Positive
4600 V
-500 V
130.0 Vpp

lon Polarity

Set Capillary

Set End Plate Offset
Set Collision Cell RF

Intens.{
x1097
4_

—

Dr.S.Kumar-AA-151.d: TIC +All M3]

A

OMe

\

,

OMe

02

Fs;C
| N
s
04 " 06 ' 08 ) 10 ' 12 Time [min]

102.1313
0 e

+MS, 0.1-0.1min #(4-7)
150.1054

274.2736

475.3289
246.2412

A L L ol

318.]1101 362.12413 413.12669
A A

al N

50 100

200 1250 300 35 400 " 450 500 " miz

Intens ]
- 388.1143

+MS, 0.1-0.1min #(4-7)

388.1131

CT9H18F3NO3, M+nNa ,368.11

389.1164
390.1198

388.0

3885 389.0 3895 390.0 3905 391.0m/z

Bruker Compass DataAnalysis 4.0

printed: 5/9/2015 12:48:39 PM Page 1 of 1
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Display Report

Analysis Info

Acquisition Date  5/15/2015 11:40:08 AM
Analysis Name  D:\Dataluser data\2015\MAY-2015\15-MAY-2015\Dr.S.Kumar-AA-116_1-A,5_01_2511.d

Method HRLCMS-20 Sept.m Operator RUCHI
Sample Name Dr.S.Kumar-AA-116 Instrument micrOTOF-Q Il 10330
Comment
Acquisition Parameter
Source Type ESI lon Polarity Positive Set Nebulizer 1.2 Bar
Focus Active Set Capillary 4500 V Set Dry Heater 200°C
Scan Begin 50 m/z Set End Plate Offset -500 V Set Dry Gas 7.0 I/min
Scan End 3000 m/z Set Collision Cell RF 130.0 Vpp Set Divert Valve Waste
Intenss._ Dr.S.Kumar-AA-116_1-A,5_01_2511.d: TIC +All E]|
x10°
64 N
4 I
2] f NH
1
Inteng.; CI Dr.S.Kumar-AA-116_1-A,5_01_2511.d: UV Chromatogram, 200-400 nm|
[MAUR (o)
X104
3 Ci
R D R A Y e
290 2?0 2‘}0 2t|30 2§0 390 320 3‘}0 3(.30 IWavelength an]
Intens UV, 3.4-3.5min #(2030-2085),
[MAUH
0.
-204
-40-
Intens4.: +MS, 3.5-3.5min #(206-210)|
e 304.2620
1 218.2116
] 246.2436
0.5 1781596
ool Ll N L 4132674 5635520 6350635
) 100 200 300 400 500 600 miz
Intens: +MS, 3.5-3.5min #(206-210)
] 306.0452
— 308.0430
4000+
20007 L‘u062715 307.0490 309.0448 310.0398
0 AN D VAN
] C16H13CI2NO, M+nH ,306.05}
2000; 306.0447
] 308.0418
1000+
] 907:0450 309.0451 310.0388
1 T T IA T T T lA T lA T
306.0 306.5 307.0 307.5 308.0 308.5 309.0 309.5 310.0 3105 miz
Bruker Compass DataAnalysis 4.0 printed: 5/15/2015 2:53:10 PM Page 1 of 1
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Display Report

Analysis Info Acquisition Date  3/31/2015 12:04:56 PM
Analysis Name  D:\Dataluser data\2015\MARCH-2015\31-mar-2015\Dr.S.Kumar-AA-129-1.d

Method tune_wide.m Operator RUCHI

Sample Name  AA-129-1 Instrument micrOTOF-Q Il 10330
Comment

Acquisition Parameter

Source Type ESI lon Polarity Positive Set Nebulizer 0.4 Bar
Focus Not active Set Capillary 4500 V Set Dry Heater 180 °C
Scan Begin 50 m/z Set End Plate Offset  -500 V Set Dry Gas 4.0 I/min
Scan End 3000 m/z Set Collision Cell RF  600.0 Vpp Set Divert Valve Waste

Intensé Dr.S.Kumar-AA-129-1.d: TIC +All M)
%1007
1.2

1.0

0.8+

" Time [min]

Intens.] +MS, 1.4-1.5min #(86-88)
374.0320

50007

40007

30009
] 506.5292
20001

1000] 1012.0523

] 663.4472
0 , : e . . . .
200 400 600 800 1000 1200 iz

Intens. +MS, 1.4-1.5min #(86-88)
374.0320

4000 376.0294

2000
] 375.0334 377.0330 378.0262
A A

C17H12CI2F3NO, M+nH ,374.03

01
25003
20003
15003 376.0292
10003

5003 375.0354 377.0325 378.0262
RE /\ PAN N\

374.0321

374.0 3745 375.0 3755 376.0 3765 377.0 3775 3780 miz

Bruker Compass DataAnalysis 4.0 printed: 3/31/2015 1:16:03 PM Page 1 of 1
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Display Report

Analysis Info Acquisition Date  5/14/2015 12:42:33 PM
Analysis Name  D:\Dataluser data\2015\MAY-2015\14-MAY-2015\Dr.S. Kumar-AA-80_1-B,4_01_2494.d

Method HRLCMS-20 Sept.m Operator RUCHI

Sample Name Dr.S.Kumar-AA-80 Instrument micrOTOF-Q Il 10330
Comment

Acquisition Parameter

Source Type ESI lon Polarity Positive Set Nebulizer 1.2 Bar
Focus Active Set Capillary 4500 V Set Dry Heater 200°C
Scan Begin 50 m/z Set End Plate Offset -500 V Set Dry Gas 7.0 I/min
Scan End 3000 m/z Set Collision Cell RF 130.0 Vpp Set Divert Valve Waste
Intenss._ Dr.S.Kumar-AA-80_1-B,4_01_2494.d: TIC +All E]|
%10
6_
4 | N
24 s
] f NH ClI
Inteng.; Dr.S.Kumar-AA-80_1-B,4_01_2494.d: UV Chromatogram, 200-400 nm|
[mAU (o)
x10%
23
13
1 2 3 4 5 6 7 Time [min]
200 220 240 260 280 300 320 340 360 Wavelength [nm
Intens UV, 2.9-3.2min #(1723-1893),
[mAUH
253
-259
Intens. +MS, 3.0-3.2min #(175-191)|
x10% 272.0858
1
0: 138.9951 218.2119 L 549.1695
100 200 300 400 500 600 " 700 miz
Intenss: +MS, 3.0-3.0min #(175-178)
x1033 272.0858
¢ 274.0816
o] 273.0874 A 2750841
] C16H14CINO, M+nH ,272.08
20007 272.0837
1000; 273.0870 ZFA0A0
] A A 275.0841
2720 2725 273.0 2735 274.0 2745 275.0 2755  miz
Bruker Compass DataAnalysis 4.0 printed: 5/14/2015 2:07:24 PM Page 1 of 1
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Display Report

Analysis Info Acquisition Date ~ 4/23/2015 4:19:15 PM
Analysis Name  D:\Dataluser data\2015\April-2015122-April-2015\Dr.S.Kumar-AA-143.d

Method tune_low.m Operator RUCHI

Sample Name  AA-143 Instrument micrOTOF-Q Il 10330
Comment

Acquisition Parameter

Source Type ESI lon Polarity Positive Set Nebulizer 0.4 Bar
Focus Not active Set Capillary 4600 V Set Dry Heater 180 °C
Scan Begin 50 m/z Set End Plate Offset -500 V Set Dry Gas 4.0 l/min
Scan End 3000 m/z Set Collision Cell RF 330.0 Vpp Set Divert Valve Waste
Intens. |
x105
1.6 Cl
1.44
12
0.1 02 03 04 05 06 07 0.8 Time [min]
[ TiIc+AIMS ]
Intens‘i: +MS, 0.4-0.4min #(24-26)|
x10% 340.0716
3:
2]
1]
N e —
200 400 600 800 1000 1200 1400 m/z
Intens‘é +MS, 0.4-0.4min #(24-26)|
x10%3 340.0716
3
23
13 341.0739 3420691
E / 343.0705
03 - /\ C17H13CIF3NO, M+nH ,340.07|
25003 MR 2R
2000; 340.0711
15003
jposé 341.0744 3420682
2003 A /\ 343.0715
340.0 3405 341.0 3415 342.0 3425 343.0 3435  miz
Bruker Compass DataAnalysis 4.0 printed: 4/23/2015 4:26:05 PM Page 1 of 1

S25



Display Report

Analysis Info Acquisition Date  5/22/2015 11:01:58 AM
Analysis Name  D:\Dataluser data\2015\MAY-2015\22-MAY-2015\Dr.S. Kumar-AA-66_1-A,6_01_2585.d

Method HRLCMS-20 Sept.m Operator RUCHI

Sample Name Dr.S.Kumar-AA-66 Instrument micrOTOF-Q Il 10330
Comment

Acquisition Parameter

Source Type ESI lon Polarity Positive Set Nebulizer 1.2 Bar
Focus Active Set Capillary 4500 V Set Dry Heater 200°C
Scan Begin 50 m/z Set End Plate Offset  -500 V Set Dry Gas 7.0 I/min
Scan End 3000 m/z Set Collision Cell RF 130.0 Vpp Set Divert Valve Waste

Intens.] Dr.S.Kumar-AA-66_1-A,6_01_2585.d: TIC +All E]|

o Sl o

Inteh93 Dr.S.Kum _1-A.6_01_2565.d. UV Chromatogram, 200-400 nm

1 2 3 4 5 6 7 Time[min]

200 220 240 260 280 300 320 340 360 Wavelength [nm
Intens. UV, 2.8-2.9min #(1641-1703),

Intens +MS, 2.8-2.9min #(166-171)|
x10°7 306.1107

100 200 300 400 500 600 700 800 900 m/z

Intensé: +MS, 2.8-2.9min #(166-171)
x10%3 306.1107

1 307.1134
A

] C17H14F3NO, M+nH ,306.11
306.1100

307.1134
1 AN 308.1167

306.0 3065 307.0 3075 308.0 miz

Bruker Compass DataAnalysis 4.0 printed: 5/22/2015 11:31:03 AM Page 1 of 1
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Display Report

Analysis Info Acquisition Date  5/19/2015 4:56:49 PM
Analysis Name  D:\Dataluser data\2015\MAY-2015\19-MAY-2015\Dr.S Kumar-AA-158-1.d

Method tune_low.m Operator RUCHI

Sample Name ~ AA-158-1 Instrument micrOTOF-Q Il 10330
Comment

Acquisition Parameter

Source Type ESI lon Polarity Positive Set Nebulizer 0.4 Bar
Focus Not active Set Capillary 4600 V Set Dry Heater 180 °C
Scan Begin 50 m/z Set End Plate Offset -500 vV Set Dry Gas 4.0 I/min
Scan End 3000 m/z Set Collision Cell RF 130.0 Vpp Set Divert Valve Waste
Intens. Dr.S.Kumar-AA-158-1.d: TIC +All MS]|
X105
Br.
6_
4 NH
44 [o)
2.
0 T v T T . T v T T v g v . T v T g v T 7
0.2 0.4 0.6 0.8 1.0 1.2 1.4 1.6 1.8 Time [min]
Intens4._ +MS, 0.2-0.3min #(10-17),
x10 2742751
8_
6_
44
1 339.9959
24 2462429 | 3042617
1 413.2664 471265 5785123
102.1270 R (Y T | S l .
100 200 300 400 500 600 m/z
Intens. ] +MS, 0.2-0.3min #(10-17)|
x10% 339.9959 341.9935
23
13
1 340.9982 342.9958
1 N\ VAN
25003 C16H16BrNO, M+nNa ,340.03
20003 340.0307 342.0288
15003
10003
500-; 341.0341 343.0320
0t— —4 . { . —— , /
340.0 3405 3410 3415 342.0 3425 343.0 m/z
Bruker Compass DataAnalysis 4.0 printed: 5/19/2015 5:02:43 PM Page 1 of 1
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Display Report

Analysis Info
Analysis Name

Method

Sample Name

Comment

Acquisition Date  5/8/2015 2:59:14 PM

D:\Dataluser data\2015\MAY-2015\08-MAY-2015\Dr.S. Kapur-AA-162_1-A,7_01_2423.d

HRLCMS-20 Sept.m
Dr.S.Kapur-AA-162

RUCHI
micrOTOF-Q Il 10330

Operator
Instrument

Acquisition Parameter

Source Type ESI lon Polarity Positive Set Nebulizer 1.2 Bar
Focus Active Set Capillary 4500V Set Dry Heater 200°C
Scan Begin 50 m/z Set End Plate Offset -500 vV Set Dry Gas 7.0 I/min
Scan End 3000 m/z Set Collision Cell RF 130.0 Vpp Set Divert Valve Waste
Intens. 4 Dr.S.Kapur-AA-162_1-A7_01_2423.d: TIC +All MS]|
x109] F5C
] 3
24
13
Intens 3 -162_1-A,7_01_2423.d: UV Chromatogram, 200-400 nm|
[MAUR
43
6%
-0.53
-1.03
-1.53
I T T T S T T 2 ™y
200 2?0 24}0 2!’3‘0 22|30 390 3?0 31}0 3(|50 W?velength [nm
Intens.{ UV, 4.3-4.4min #(2556-2595),
[mAUH
401
204
0_
Intens‘i; +MS, 4.3-4.4min #(257-260)|
xS 2182133
4] 384.0219
] 274.2757
] 150.1299 4583520
o1 Y WUNUUW Pl B \ e . . . . . .
200 400 600 800 1000 m/z
Intens. | +MS, 4.3-4.4min #(257-260)|
x104] 384.0219 386.0197
057
385.0286 387.0251
0.0 A\
] C17H13BrF3NO, M+nH ,384.02|
2000 384.0205 386.0186
10007
] 385.0239 387.0218
384.0 384.5 385.0 385.5 386.0 386.5 387.0 387.5 m/z
Bruker Compass DataAnalysis 4.0 printed: 5/8/2015 3:42:01 PM Page 1 of 1
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Display Report

Analysis Info

Analysis Name

Method HRLCMS-20 Sept.m
Sample Name Dr.S.Kumar-AA-157
Comment

Acquisition Date  5/18/2015 11:58:39 AM

D:\Dataluser data\2015\MAY-2015\18-MAY-2015\Dr.S . Kumar-AA-157_1-A,4_01_2523.d

RUCHI
micrOTOF-Q Il 10330

Operator
Instrument

Acquisition Parameter

Source Type ESI lon Polarity Positive Set Nebulizer 1.2 Bar
Focus Active Set Capillary 4500 V Set Dry Heater 200°C
Scan Begin 50 m/z Set End Plate Offset -500 vV Set Dry Gas 7.0 I/min
Scan End 3000 m/z Set Collision Cell RF 130.0 Vpp Set Divert Valve Waste
H
Intens. | Dr.S.Kumar-AA-157_1-A4_01_2523.d: TIC +All M3
x10
4_
) Cl NH
2_
< o 7
Inteng.: T ~ Dr.S.Kumar-AA-157_1-A,4_01_2523.d: UV Chromatogram, 200-400 nm|
[MAUH
x10%
1.03
0.5§
0.0
I T T S S T "Time [min]
200 2?0 2110 2(I30 22|30 390 3?0 31}0 3!|50 W?velength [nm
Intens. UV, 2.8-2.9min #(1674-1713),
[MAUT]
4004
200+
0-
Intens‘i_ +MS, 2.9-2.9min #(170-172)
X107} 2720857
2_
0' 1501301 X | 413.2725 628.5623
100 200 300 400 500 600 700 800 900 1000 m/z
Intens. +MS, 2.9-2.9min #(170-172)|
K104 2720857
2-
] o 274.0830
5 it 2752790
] C16H14CINO, M+nH ,272.08}
20007 272.0837
1009 273.0870 ok
0: I\ 275.0841
T 2120 27125 2730 2735 '274.0 2745 2750 2755 miz
Bruker Compass DataAnalysis 4.0 printed: 5/18/2015 3:22:27 PM Page 1 of 1
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Display Report

Analysis Info Acquisition Date  5/7/2015 2:53:26 PM
Analysis Name  D:\Dataluser data\2015\MAY-2015\07-MAY-2015\Dr.S.Kumar-AA-163_1-C,2_01_2410.d

Method HRLCMS-20 Sept.m Operator RUCHI

Sample Name Dr.S.Kumar-AA-163 Instrument micrOTOF-Q Il 10330
Comment

Acquisition Parameter

Source Type ESI lon Polarity Positive Set Nebulizer 1.2 Bar
Focus Active Set Capillary 4500V Set Dry Heater 200°C
Scan Begin 50 m/z Set End Plate Offset -500 vV Set Dry Gas 7.0 I/min
Scan End 3000 m/z Set Collision Cell RF 130.0 Vpp Set Divert Valve Waste
Intens. Dr.S Kumar-AA-163_1-C,2_01_2410.d: TIC +All M3
%1073
2 F3C
19 o
] 1
Intens. /'\//\ 7, Dr.S.Kumar-AA-163_1-C,2_01_2410.d: UV Chromatogram, 200-400 nm|
(AU cl N
x105]
29
13
1 2 3 4 5 6 7 Time [min]
200 2?0 24}0 2!;50 22|30 390 3?0 31}0 3!|50 W?velength [nm
Intens. UV, 4.4-4.5min #(2598-2660),
[mAUH
7503
500
2503
Inten%: TVS, 4.4-4 5min 7(261-266)
X103 340.0726
0.54
0 02 150.1274218'12113
’ 1000 200 300 400 500 600 700 800 900 1000 miz
Intens. +MS, 4.4-4.5min #(261-266)|
%105 340.0726
0.753
0.503
0.253 342.0693
0,003 941,075 A 343.0723
T C17H13CIF3NO, M+nH ,340.07|
20005 340.0711
10007 sto7ad 342.0682
] A A 343}\)715
T 3400 T 3405 | 3410 | 3415 3420 3425 | 3430 3435 3440  mkz
Bruker Compass DataAnalysis 4.0 printed: 5/7/2015 3:28:15 PM Page 1 of 1
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Display Report

Analysis Info Acquisition Date ~ 3/30/2015 2:38:16 PM
Analysis Name  D:\Dataluser data\2015\MARCH-2015\30-MAR-2015\Dr.S. Kumar-SJ-AA-127_1-B,2_01_2033.d

Method HRLCMS-20 Sept.m Operator RUCHI

Sample Name Dr.S.Kumar-SJ-AA-127 Instrument micrOTOF-Q Il 10330
Comment

Acquisition Parameter

Source Type ESI lon Polarity Positive Set Nebulizer 1.2 Bar
Focus Active Set Capillary 4500V Set Dry Heater 200°C
Scan Begin 50 m/z Set End Plate Offset -500 vV Set Dry Gas 7.0 I/min
Scan End 3000 m/z Set Collision Cell RF 130.0 Vpp Set Divert Valve Waste

Intense.; Dr.S Kumar-SJ-AA-127_1-B,2_01_2033.d: TIC +All Mg
x10°3

159

1.03

0.53
Inteh9T—

[MAUH
X104

DrASAKumarr—‘SJ—AA-127_V1V—B,2_01_2033.d: uv CHromaieram, 200-400 nm|

4 5 6 7 Time [min]

200 2?0 24}0 2!;50 2§0 390 3?0 31}0 360 W?Vélength [nm

Intens 4 uv, 5.7—5..9min #(3378-3486),

intens +MS, 5.7-5.9min #(340-350)
x10° 312.0680

200 400 600 ' 800 ' 1000 ' 1200 " miz

intens.J +MS, 5.7-5.9min #(340-350)
x10%3 312.0680

313.0695
A 314.0640

C15H12F3NOS, M+nH ,312.07|

312.0664

1 313.0698
A 314.0624

3120 3125 3130 | 3135 314.0

miz

Bruker Compass DataAnalysis 4.0 printed: 3/30/2015 3:24:35 PM Page 1 of 1
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Display Report

Analysis Info Acquisition Date  5/18/2015 11:41:16 AM
Analysis Name  D:\Dataluser data\2015\MAY-2015\18-MAY-2015\Dr.S.Kumar-SJ-310_1-A,2_01_2521.d

Method HRLCMS-20 Sept.m Operator RUCHI

Sample Name Dr.S.Kumar-SJ-310 Instrument micrOTOF-Q Il 10330
Comment

Acquisition Parameter

Source Type ESI lon Polarity Positive Set Nebulizer 1.2 Bar
Focus Active Set Capillary 4500 V Set Dry Heater 200°C
Scan Begin 50 m/z Set End Plate Offset -500 vV Set Dry Gas 7.0 I/min
Scan End 3000 m/z Set Collision Cell RF 130.0 Vpp Set Divert Valve Waste
Intenss.' Dr.S.Kumar-SJ-310_1-A2_01_2521.d: TIC +All M§|
x10°
4_
2_
NH
Intend Dr.S.Kumar-SJ-310_1-A,2_01_2521.d: UV Chromatogram, 200-400 nm|
[mAU]] S
X109 (o) »
) i
e ———
2 3 4 5 6 7 Time [min]
200 2?0 24}0 2(I30 2§0 390 3?0 31}0 3(|50 W?velength [nm
Intens. UV, 2.8-3.0min #(1676-1753),
[MAUH
253
-253
E A
Intensss +MS, 2.9-3.0min #(170-176)
x10°3 228.1019
15;
1.03
0.5§
0.0t —— —
100 200 300 400 500 600 700 800 900 1000 m/z
Intens.{ +MS, 2.9-3.0min #(170-176)|
x105] 226.1019
1.5§
1.0
053 2291038
00 A CTAFRTINGZ, M+
] , M+nH ,228.10|
20005 228.1019
10007
] 229.1052
] A 230.1086
228.0 2285 229.0 2205 230.0 2305 miz
Bruker Compass DataAnalysis 4.0 printed: 5/18/2015 3:20:28 PM Page 1 of 1
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Display Report

Analysis Info Acquisition Date  5/7/2015 2:44:18 PM
Analysis Name  D:\Dataluser data\2015\MAY-2015\07-MAY-2015\Dr.S.Kumar-AA-139_1-C,1_01_2409.d

Method HRLCMS-20 Sept.m Operator RUCHI

Sample Name Dr.S.Kumar-AA-139 Instrument micrOTOF-Q Il 10330
Comment

Acquisition Parameter

Source Type ESI lon Polarity Positive Set Nebulizer 1.2 Bar
Focus Active Set Capillary 4500 V Set Dry Heater 200°C
Scan Begin 50 m/z Set End Plate Offset  -500 V Set Dry Gas 7.0 I/min
Scan End 3000 m/z Set Collision Cell RF 130.0 Vpp Set Divert Valve Waste

Intens.s Dr.S.Kumar-AA-139_1-C,1_01_2409.d: TIC +All E]|
x10°3

Inteng.: 0 Dr.S.Kumar-AA-139_1-C,1_01_2409.d: UV Chromatogram, 200-400 nm|

1 2 3 4 5 6 7 "Time [min]

200 220 240 260 280 300 320 340 360 Wavelength [nm

Intenjj_ UVI, 2.9-3.0min #(1687-1741),
[mAl

200—\/_~_¥

04
Intens.4 +MS, 2.9-2.9min #(170-174)|

x10%]
01753 364.0794

0.503
0_25% 164.1437

1 296.0901
0.00—— Ly I oo ; , . — r .
100 200 300 400 500 600 700 800 900 m/z

Intens J +MS, 2.9-2.9min #(170-174),

x1043 296.0901
0.75
0.50

0.253 297.0933
0.00 AN

20009

298.0944
C15H12F3NO2, M+nH ,296.09

296.0893

1000
5 297.0926
1 /\ 298.0960

296.0 296.5 297.0 2975 298.0 2985 miz

0
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Display Report

Analysis Info Acquisition Date  5/18/2015 11:50:25 AM
Analysis Name  D:\Dataluser data\2015\MAY-2015\18-MAY-2015\Dr.S.Kumar-AA-148_1-A,3_01_2522.d

Method HRLCMS-20 Sept.m Operator RUCHI

Sample Name Dr.S.Kumar-AA-148 Instrument micrOTOF-Q Il 10330
Comment

Acquisition Parameter

Source Type ESI lon Polarity Positive Set Nebulizer 1.2 Bar
Focus Active Set Capillary 4500 V Set Dry Heater 200°C
Scan Begin 50 m/z Set End Plate Offset -500 V Set Dry Gas 7.0 I/min
Scan End 3000 m/z Set Collision Cell RF 130.0 Vpp Set Divert Valve Waste
Intenss._ Dr.S.Kumar-AA-148_1-A,3_01_2522.d: TIC +All MS)
x10
4_
2.
Inteng.: Dr.S.Kumar-AA-148_1-A,3_01_2522.d: UV Chromatogram, 200-400 nm|
[mAU]3
X103
33
2]
13
0:----.-' ——— T T——T—T 77— 7T
1 4 5 6 7 Time [min]
200 220 240 260 280 300 320 340 360 Wavelength [nm
Intens UV, 2.9-3.0min #(1687-1803),
[MAUR
1003
503
0}
Intens. ] +MS, 2.9-3.0min #(170-181)|
x10% 239.1197
1]
ol — L : : — — . — :
100 200 300 400 500 600 700 800 900 m/z
Intenss.: +MS, 2.9-3.0min #(170-181)|
x10%] 239.1197
1]
] 240.1211
0] A
] C15H14N20, M+nH ,239.12)
2000] 239.1179
10004
1 240.1212
1 A 241.1246
239.0 2395 2400 2405 241.0 2415 miz
Bruker Compass DataAnalysis 4.0 printed: 5/18/2015 3:18:31 PM Page 1 of 1
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Display Report

Analysis Info
Analysis Name

Method

Sample Name

Comment

Acquisition Date  5/7/2015 3:02:36 PM
D:\Dataluser data\2015\MAY-2015\07-MAY-2015\Dr.S.Kumar-AA-159_1-C,3_01_2411.d
HRLCMS-20 Sept.m Operator RUCHI
Dr.S.Kumar-AA-159 Instrument micrOTOF-Q Il 10330

Acquisition Parameter

Source Type ESI lon Polarity Positive Set Nebulizer 1.2 Bar
Focus Active Set Capillary 4500 V Set Dry Heater 200°C
Scan Begin 50 m/z Set End Plate Offset -500 V Set Dry Gas 7.0 I/min
Scan End 3000 m/z Set Collision Cell RF 130.0 Vpp Set Divert Valve Waste
Intens.] Dr.S.Kumar-AA-159_1-C,3_01_2411.d: TIC +All E]|
Fs;C
P — ) - S _
K/) Dr.S.Kumar-AA-159_1-C,3_01_2411.d: UV Chromatogram, 200-400 nm)|
0_ e \
R D "Time [min]
200 220 240 260 280 300 320 340 360 Wavelength [nm
Intens. UV, 2.7-2.9min #(1605-1682),
[MAUH
1004
507
0]
Intens. ] +MS, 2.7-2.8min #(163-169)|
x10 307.1051
2 150.1285
0 Y U T U Alages 6192160 . __ '
100 200 300 400 500 600 700 800 900 1000 m/iz
Intens +MS, 2.7-2.8min #(163-169)|
x104 307.1051
2_
ol 3034061 309.1150
] C16H13F3N20, M+nH ,307.11
20007 307.1053
1000
1 308.1086
] A 309.1120
307.0 307.5 308.0 3085 309.0 3095 miz
Bruker Compass DataAnalysis 4.0 printed: 5/7/2015 3:29:10 PM Page 1 of 1
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Display Report

Analysis Info
Analysis Name

Method HRLCMS-20 Sept.m
Sample Name Dr.S.Kumar-AA-102
Comment

Acquisition Date
D:\Dataluser data\2015\MAY-2015\15-MAY-2015\Dr.S.Kumar-AA-102_1-A,3_01_2509.d

Operator

Instrument

5/15/2015 11:21:50 AM

RUCHI
micrOTOF-Q Il 10330

Acquisition Parameter

Source Type ESI lon Polarity Positive Set Nebulizer 1.2 Bar
Focus Active Set Capillary 4500 V Set Dry Heater 200°C
Scan Begin 50 m/z Set End Plate Offset -500 V Set Dry Gas 7.0 I/min
Scan End 3000 m/z Set Collision Cell RF 130.0 Vpp Set Divert Valve Waste
|nten565 Dr.S.Kumar-AA-102_1-A,3_01_2509.d: TIC +All E]|
x10%9
14005 A
0.75§ | ,‘ \\
050y \ J A
0253 / \ NH ~ | \ e
3/ N 1 7 — SN—— — i, T
Inf&R0] Br.5. Kumar-AA-102_1-A.3_07_2509.d: UV Chromatogram, 200-400 nm
[mAUY (o)
x10%] |
0.5
0.0] .
I T T T S Y- T T 2R S
200 2?0 2‘}0 2(?0 2§0 390 3?0 31.10 3(:}0 Wflivelength [nm
Intens UV, 3.2-3.4min #(1869-2031),
[MAU]
0_
-204
-404
Intens.; +MS, 3.2-3.4min #(188-204)|
x10% 288.1403
0.5
] 2182115 | 597.2534
0.0 , — . —— . ) y . T .
100 200 300 400 500 600 700 800 900 m/z
Intenss.: +MS, 3.2-3.4min #(188-204)|
x10%4 288.1403
0.5]
5 03 289f1\420 290.1354
1 C20H17NO, M+nH ,288.14|
2000; 288.1383
1000
] 289.1416
0: 290.1450
288.0 2885 289.0 2895 290.0 2905 miz
Bruker Compass DataAnalysis 4.0 printed: 5/15/2015 2:42:58 PM Page 1 of 1
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Display Report

Analysis Info Acquisition Date  4/24/2015 5:00:05 PM
Analysis Name  D:\Dataluser data\2015\April-2015124-April-2015\Dr.S.Kumar-AA-140.d

Method tune_low.m Operator RUCHI

Sample Name  AA-140 Instrument micrOTOF-Q Il 10330
Comment

Acquisition Parameter

Source Type ESI lon Polarity Positive Set Nebulizer 0.4 Bar
Focus Not active Set Capillary 4600 V Set Dry Heater 180 °C
Scan Begin 50 m/z Set End Plate Offset  -500 V Set Dry Gas 4.0 I/min
Scan End 3000 m/z Set Collision Cell RF 130.0 Vpp Set Divert Valve Waste

Intens Dr.S.Kumar-AA-140.d: TIC +All M3]

x106

01 02 03 04 05 06 07 08 09 Time[min

Intens. +MS, 0.2-0.2min #(9-10)|

5
x10 356.1261

1 2742742

414f3i§53252 701.4903
0.0 IO N | WP o 6113515 |

200 400 600 800 1000

m/z

Intens.] +MS, 0.2-0.2min #(9-10)

X105 356.1261
0.753
0.507
0.257 357.1285

0.00f 358.1318

25003
20003
15003
10003
5003
0:

356.1257

357.1290
358.1324

C21H16F3NO, M+nH ,356.13]

356.0 3565 357.0 3575 358.0 3585

m/z

Bruker Compass DataAnalysis 4.0 printed: 4/24/2015 5:29:08 PM Page 1 of 1

S37



Display Report

Analysis Info Acquisition Date  5/15/2015 11:12:41 AM
Analysis Name  D:\Dataluser data\2015\MAY-2015\15-MAY-2015\Dr.S. Kumar-AA-97_1-A,2_01_2508.d

Method HRLCMS-20 Sept.m Operator RUCHI

Sample Name Dr.S.Kumar-AA-97 Instrument micrOTOF-Q Il 10330
Comment

Acquisition Parameter

Source Type ESI lon Polarity Positive Set Nebulizer 1.2 Bar
Focus Active Set Capillary 4500 V Set Dry Heater 200°C
Scan Begin 50 m/z Set End Plate Offset  -500 V Set Dry Gas 7.0 I/min
Scan End 3000 m/z Set Collision Cell RF 130.0 Vpp Set Divert Valve Waste

Intense.— Dr.S.Kumar-AA-97_1-A,2_01_2508.d: TIC +All E]|
x10°7

0.6+
0.4+

wid NH ™o b,

Inteh9 é\ Dr.S.Kumar-AA-97_1-A.2_07_2508.d. UV Chromatogram, 200-400 nm
(o)

[mAUJ]

5]
x1 02_

1

0

3 1 5 6 7 Time[min]

200 220 240 260 280 300 320 340 360 Wavelength [nm]

Intenj.: UV, 2.7-2.8min #(1572-1641),
[mAUH

200
1003

Intens 1 +MS, 2.7-2.8min #(160-166)|
X103 176.1088

o
T LA

00 L 475.3273 701.4972
’ 1000 200 300 400 500 600 700 800 900 1000 miz

Intens.] +MS, 2.7-2.8min #160-166)
x105] 176.1088

=
wn

1771113
A

C11H13NO, M+nH ,176.11
176.1070

9 177.1103
A

176.0 1765 177.0 1775 178.0 178.5 179.0 miz

Bruker Compass DataAnalysis 4.0 printed: 5/15/2015 2:45:31 PM Page 1 of 1
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Display Report

Analysis Info Acquisition Date ~ 4/23/2015 4:21:58 PM
Analysis Name  D:\Dataluser data\2015\April-2015122-April-2015\Dr.S.Kumar-AA-144.d

Method tune_low.m Operator RUCHI

Sample Name  AA-144 Instrument micrOTOF-Q Il 10330
Comment

Acquisition Parameter

Source Type ESI lon Polarity Positive Set Nebulizer 0.4 Bar
Focus Not active Set Capillary 4600 V Set Dry Heater 180 °C
Scan Begin 50 m/z Set End Plate Offset  -500 V Set Dry Gas 4.0 I/min
Scan End 3000 m/z Set Collision Cell RF 330.0 Vpp Set Divert Valve Waste

Intens.
x105]
2.54

02 04 06 0.8 1.0 12 1.4 16 1.8 Time [min]
[—TIC +AIMS ]

Intenss: +MS, 0.1-0.1min #(4-5)|
102 2440954

1.00]

0.75]

202.0840
100 200 300 400 500 600 700 800 900 m/z

Intenssz +MS, 0.1-0.1min #(4-5))
x10%3 244.0954

] 245.0981
VAN

3 C12H12F3NO, M+nH ,244.09
244.0944

5003 245.0977
N

244.0 2445 2450 2455 246.0 246.5miz

Bruker Compass DataAnalysis 4.0 printed: 4/23/2015 4:27:19 PM Page 1 of 1
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Display Report

Analysis Info Acquisition Date  4/23/2015 4:10:21 PM
Analysis Name  D:\Dataluser data\2015\April-201522-April-2015\Dr.S.Kumar-AA-141-1.d

Method tune_low.m Operator RUCHI

Sample Name  AA-141-1 Instrument micrOTOF-Q Il 10330
Comment

Acquisition Parameter

Source Type ESI lon Polarity Positive Set Nebulizer 0.4 Bar
Focus Not active Set Capillary 4600 V Set Dry Heater 180 °C
Scan Begin 50 m/z Set End Plate Offset  -500 V Set Dry Gas 4.0 I/min
Scan End 3000 m/z Set Collision Cell RF 130.0 Vpp Set Divert Valve Waste

Intens.
x1064

1.0

0.8+

02 04 06 0.8 1.0 12 1.4 Time [min]
[—TIC +AIMS ]

Inten 54 +MS, 0.7-0.8min #(39-45)|
x10 286.1426

344.0504
|

1620709
100 200 300 400 500 600 700 800 900 1000  miz

Inten 54_ +MS, 0.7-0.8min #(39-45)|
x10% 286.1426

2 287.1451
N\

C15H18F3NO, M+nH ,286.14
286.1413

5007 287.1447
3 A\ 288.1480

286.0 2865 287.0 2875 288.0 2885 miz

Bruker Compass DataAnalysis 4.0 printed: 4/23/2015 4:23:42 PM Page 1 of 1
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Display Report

Analysis Info Acquisition Date  5/14/2015 1:32:07 PM
Analysis Name  D:\Dataluser data\2015\MAY-2015\14-MAY-2015\Dr.S.Kumar-SJ-259_1-B,6_01_2497.d

Method HRLCMS-20 Sept.m Operator RUCHI

Sample Name Dr.S.Kumar-SJ-259 Instrument micrOTOF-Q Il 10330
Comment

Acquisition Parameter

Source Type ESI lon Polarity Positive Set Nebulizer 1.2 Bar
Focus Active Set Capillary 4500 V Set Dry Heater 200°C
Scan Begin 50 m/z Set End Plate Offset -500 V Set Dry Gas 7.0 I/min
Scan End 3000 m/z Set Collision Cell RF 130.0 Vpp Set Divert Valve Waste
Intenss._ Dr.S.Kumar-SJ-259_1-B,6_01_2497.d: TIC +All E]|
x10
o] I
44 ~N
2 I Z
] NH
IntenQ._ Dr.S.Kumar-SJ-259_1-B,6_01_2497.d: UV Chromatogram, 200-400 nm|
T T T 7T T Time(min]
200 220 240 260 280 300 320 340 360 Wavelength [nm
Intens. | UV, 2.6-2.8min #(1558-1651),
[mAU]]
-50+
Intens.E +MS, 2.7-2.8min #(158-166)|
X103 2241093
1.55
1.0
053
1 146.0607 \
0.04 T rk T T T — — T T T T
100 200 300 400 500 600 700 800 900 m/z
Intenss.g +MS, 2.7-2.8min #(158-166)|
x10 224.1093
’|A5E
1.0
0.53 2251109 2261222
0.0 A FAN
] C15H13NO, M+nH ,224.11
20007 2241070
1000
] 225.1103
o A 226.1137
224.0 2245 225.0 2255 226.0 2265 miz
Bruker Compass DataAnalysis 4.0 printed: 5/14/2015 2:14:38 PM Page 1 of 1
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Display Report

Analysis Info Acquisition Date ~ 4/23/2015 4:13:32 PM
Analysis Name  D:\Dataluser data\2015\April-2015122-April-2015\Dr.S.Kumar-AA-142.d
Method tune_low.m Operator RUCHI
Sample Name  AA-142 Instrument micrOTOF-Q Il 10330
Comment
Acquisition Parameter
Source Type ESI lon Polarity Positive Set Nebulizer 0.4 Bar
Focus Not active Set Capillary 4600 V Set Dry Heater 180 °C
Scan Begin 50 m/z Set End Plate Offset -500 V Set Dry Gas 4.0 I/min
Scan End 3000 m/z Set Collision Cell RF 130.0 Vpp Set Divert Valve Waste
Intens.
x1057
02 0.4 06 0.8 1.0 Time [min]
[—TIC +AIMS ]
Intenss_ +MS, 0.9-0.9min #(53-55)|
x10°| 2920970
0.84
0.64
0.4+
0.2
1 148.0563 U 413.2675
100 200 300 400 500 600 700 800 900 1000 m/z
Intenssg +MS, 0.9-0.9min #(53-55)|
x10°3 292.0970
0.753
0.503
0.25§ 293.0998
0.00 o C16H12F3NO, M+nH ,292.09|
25003 § WP gegey
2000; 292.0944
15003
10003
5003 293.0977
F SN 294.1011
29200 29225 29250 20275 29300 29325 29350 29375  294.00  294.25 miz
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Display Report

Analysis Info

Analysis Name

Method

Sample Name

Comment

Acquisition Date  5/8/2015 2:40:55 PM

D:\Dataluser data\2015\MAY-2015\08-MAY-2015\Dr.S.Kapur-AA-164_1-A,5_01_2421.d
HRLCMS-20 Sept.m
Dr.S.Kapur-AA-164

RUCHI
micrOTOF-Q Il 10330

Operator
Instrument

Acquisition Parameter

Source Type
Focus

Scan Begin
Scan End

ESI
Active

50 m/z
3000 m/z

1.2 Bar
200°C
7.0 l/min
Waste

Set Nebulizer
Set Dry Heater
Set Dry Gas
Set Divert Valve

Positive
4500 V
-500 V
130.0 Vpp

lon Polarity

Set Capillary

Set End Plate Offset
Set Collision Cell RF

Intens.
x1087
0.8
0.61
0.4
0.2

Dr.S Kapur-AA-164_1-A5_01_2421.d: TIC +All MS]

Inteh93
[MAUH
x1053
0.503
0.253

Dr.S.Kapur-AA-164_1-A,5_01_2421.d: UV Chromatogram, 200-400 nm)|

0.003

200

220

"Time [min]

240 260 280 300 320 340 360 Wavelength [nm

Intens. |
[mAU]]

UVI, 3.2-3.4min #(1893-2001),

+MS, 3.2-3.4min #(191-201)
320.1280

100

200

300 400 500 600 700 800 900 1000 m/z

Intens. |

320.1280

+MS, 3.2-3.4min #(191-201),

321.1295
VAN

320.1257

C18H16F3NO, M+nH ,320.13

321.1290
322.1324

0 T
320.00

320.25

32050 32075 32100 32125 32150 32175 32200 32225  32250miz

Bruker Compass DataAnalysis 4.0
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Display Report

Analysis Info
Analysis Name

Acquisition Date  5/7/2015 3:11:45 PM
D:\Dataluser data\2015\MAY-2015\07-MAY-2015\Dr.S.Kumar-AA-161_1-C,4_01_2412.d

Method HRLCMS-20 Sept.m Operator RUCHI
Sample Name Dr.S.Kumar-AA-161 Instrument micrOTOF-Q Il 10330
Comment

Acquisition Parameter

Source Type ESI lon Polarity Positive Set Nebulizer 1.2 Bar
Focus Active Set Capillary 4500 V Set Dry Heater 200°C
Scan Begin 50 m/z Set End Plate Offset -500 V Set Dry Gas 7.0 I/min
Scan End 3000 m/z Set Collision Cell RF 130.0 Vpp Set Divert Valve Waste
Intensé; Dr.S.Kumar-AA-161_1-C,4_01_2412.d: TIC +All E]|
x1097
1.0
] F,;C
05 3
AN N (0]
|nte(l1f9—- | Dr.S.Kumar-AA-161_1-C,4_01_2412.d: UV Chromatogram, 200-400 nm|
[mAUH s 7,
x104] N
44
24
0..
R R R "Time [min
200 220 240 260 280 300 320 340 360 Wavelength [nm
Intens ] UV, 3.7-3.8min #(2177-2262),
[mAUR
500
250
Intens.; +MS, 3.7-3.8min #(219-227)
x10°7 334.1430
0.5
0.0 r : : : T
500 1000 1500 2000 2500 m/z
Intens. +MS, 3.7-3.8min #(219-227)|
x10%3 334.1430
0.753
0.509
0.253 3351451
0.003 A
C19H18F3NO, M+nH ,334.14
2000; 334.1413
1000
] 335.1447
9 336.1480
334.0 3345 335.0 3355 336.0 3365 miz
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Display Report

Analysis Info
Analysis Name

Acquisition Date  5/19/2015 11:21:22 AM
D:\Dataluser data\2015\MAY-2015\19-MAY-2015\Dr.S.Kumar-AA-161-LS_1-A,2_01_2540.d

Method HRLCMS-20 Sept.m Operator RUCHI
Sample Name Dr.S.Kumar-AA-161-LS Instrument micrOTOF-Q Il 10330
Comment

Acquisition Parameter

Source Type ESI lon Polarity Positive Set Nebulizer 1.2 Bar
Focus Active Set Capillary 4500 V Set Dry Heater 200°C
Scan Begin 50 m/z Set End Plate Offset -500 V Set Dry Gas 7.0 I/min
Scan End 3000 m/z Set Collision Cell RF 130.0 Vpp Set Divert Valve Waste
Intens 3 Dr.S.Kumar-AA-161-LS_1-A,2_01_2540.d: TIC +All M3]
%1063 F;C
39
2]
b N
13
E N
|[nt?£§j INTT Dr.S.Kumar-AA-161-LS_1-A,2_01_2540.d: UV Chromatogram, 200-400 nm
mAUT]
X105 (o)
2.
0_ T T T T T T T T T T T T X 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
1 2 S 4 § 6 7 Time [min]
200 220 2‘}0 2(?0 2§0 390 3?0 31‘10 3@0 Wflivelength [nm
Intens ] UV, 3.6-3.7min #(2102-2195),
[MAU]
504
0]
501
Intens6 E +MS, 3.6-3.7min #(213-221)
X104 3341442
04505 686.2505
0.25
0,003 L 519.6803
i 100 200 300 400 500 600 700 800 900 1000 miz
Intensés +MS, 3.6-3.7min #(213-221)|
X105 3341442
0507
025 3351463
0.0073 JAN
S C19H18F3NO, M+nH ,334.14]
20005 334.1413
10007
] 335.1447
] A 336.1480
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Display Report

Analysis Info Acquisition Date  5/19/2015 12:22:32 PM
Analysis Name  D:\Data\user data\2015\MAY-2015\19-MAY-2015\Dr.S Kumar-SK-01-453-1V_1-A,7_01_2546.d

Method HRLCMS-20 Sept.m Operator RUCHI

Sample Name Dr.S.Kumar-SK-01-453-1V Instrument micrOTOF-Q Il 10330
Comment

Acquisition Parameter

Source Type ESI lon Polarity Positive Set Nebulizer 1.2 Bar
Focus Active Set Capillary 4500 vV Set Dry Heater 200°C
Scan Begin 50 m/z Set End Plate Offset  -500 V Set Dry Gas 7.0 I/min
Scan End 3000 m/z Set Collision Cell RF 130.0 Vpp Set Divert Valve Waste

Intens. 4 n
x10%] NS \/CF3
3 |

Dr.S.Kumar-SK-01-453-1V_1-A7_01_2546.d: TIC +All MS|

Intend3 v - Dr.S.Kumar-SK-01-453-1V_1-A,7_01_2546.d: UV Chromatogram, 200-400 nm)|

-2

é % T :I'im'e[r'nin]

200 220 240 260 280 300 320 340 360 Wavelength [nm
Intens.] UV, 3.0-3.1min #(1800-1861),
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Display Report

Analysis Info Acquisition Date ~ 5/13/2015 4:59:00 PM
Analysis Name  D:\Dataluser data\2015\MAY-2015\13-MAY-2015\Dr.S.Kumar-SK-01-443-VE-A.d

Method tune_low_neg.m Operator RUCHI

Sample Name SK-01-443-VE-A Instrument micrOTOF-Q Il 10330
Comment

Acquisition Parameter

Source Type ESI lon Polarity Negative Set Nebulizer 0.4 Bar
Focus Not active Set Capillary 2500V Set Dry Heater 180 °C
Scan Begin 50 m/z Set End Plate Offset -500 V Set Dry Gas 4.0 I/min
Scan End 3000 m/z Set Collision Cell RF 130.0 Vpp Set Divert Valve Waste
L1
Intens. Dr.S.Kumar-SK-01-443-VE-A.d: TIC -All MS]|
x104 CF;
64
NH
4_
(o)
NO
5] 2
0 e T o e e T i e e s e P e P R o e e o ey
0.1 0.2 0.3 0.4 0.5 0.6 0.7 0.8 Time [min]
Intens. -MS, 0.4-0.4min #(23-24)
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50004
4000
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10007 “
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I || FTNOTY 1 N T L S
100 200 300 400 500 600 700 800 900 m/z
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4000+
20001 350.0857
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;I & W U
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Display Report

Analysis Info Acquisition Date  5/13/2015 5:00:50 PM
Analysis Name  D:\Dataluser data\2015\MAY-2015\13-MAY-2015\Dr.S . Kumar-SK-01-444-VE-A.d

Method tune_low_neg.m Operator RUCHI

Sample Name  SK-01-444-VE-A Instrument micrOTOF-Q Il 10330
Comment

Acquisition Parameter

Source Type ESI lon Polarity Negative Set Nebulizer 0.4 Bar
Focus Not active Set Capillary 2500V Set Dry Heater 180 °C
Scan Begin 50 m/z Set End Plate Offset  -500 V Set Dry Gas 4.0 lI/min
Scan End 3000 m/z Set Collision Cell RF 130.0 Vpp Set Divert Valve Waste

Intensﬁ._ Dr.S.Kumar-SK-01-444-VE-A.d: TIC -All M)
x10

1254 .
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1.00§
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Display Report

Analysis Info

Acquisition Date  5/19/2015 11:30:36 AM

Analysis Name  D:Dataluser data\2015\MAY-2015\19-MAY-2015\Dr.S. Kumar-SJ-340-11_1-A,3_01_2541.d

Method HRLCMS-20 Sept.m Operator RUCHI
Sample Name Dr.S.Kumar-SJ-340-11 Instrument micrOTOF-Q Il 10330
Comment

Acquisition Parameter

Source Type
Focus

Scan Begin
Scan End

ESI lon Polarity Positive Set Nebulizer 1.2 Bar
Active Set Capillary 4500V Set Dry Heater 200 °C
50 m/z Set End Plate Offset -500 V Set Dry Gas 7.0 |/min
3000 m/z Set Collision Cell RF 130.0 Vpp Set Divert Valve Waste

Dr.S.Kumar-SJ-340-11_1-A3_01_2541.d: TIC +All MS}

Dr.S.Kumar-SJ-340-11_1-A,3_01_2541.d: UV Chromatogram, 200-400 nm)|

U
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Display Report

Analysis Info Acquisition Date  9/16/2014 3:06:06 PM
Analysis Name  D:\Data\user data\201A\SEPT\16 SEPT\Dr.S.Kumar-SJ-231-IlI-VE.d

Method tune_low.m Operator RUCHI

Sample Name  SJ-231-lll-VE Instrument micrOTOF-Q Il 10330
Comment

Acquisition Parameter

Source Type ESI lon Polarity Negative Set Nebulizer 0.4 Bar
Focus Not active Set Capillary 2500V Set Dry Heater 180 °C
Scan Begin 50 m/z Set End Plate Offset -500 vV Set Dry Gas 4.0 I/min
Scan End 3000 m/z Set Collision Cell RF 150.0 Vpp Set Divert Valve Waste

Intens4.: Dr.S.Kumar-SJ-231-1IFVE.d: TIC -All M)
x10%]
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