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RUCHI
micrOTOF-Q Il 10330

Acquisition Parameter
Source Type ESI
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Scan Begin 50 m/z
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Operator
Instrument
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RUCHI
micrOTOF-Q Il 10330

Acquisition Parameter
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Method HRLCMS-20 Sept.m Operator RUCHI
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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 l/min
Scan End 3000 m/z Set Collision Cell RF 130.0 Vpp Set Divert Valve Waste
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12/9/2014 4:01:20 PM
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Acquisition Date  11/24/2014 1:02:43 AM

D:\Data\user data\2014\NOVEMBER\24 NOV\Dr.S.Kumar-MS-330_1-B,6_01_882.d

RUCHI
micrOTOF-Q Il 10330
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Instrument

Acquisition Parameter
Source Type ESI
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Scan Begin 50 m/z
Scan End 3000 m/z
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Analysis Name  D:\Data\user data\2015\FEB-2015\24-feb-2015\Dr.S _Kumar-AD-01-07.d

Method tune_low.m QOperator RUCHI

Sample Name AD-01-07 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
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Analysis Name  D:\Data\user data\2014\NOVEMBER\17 NOV\Dr.S Kumar-MS-269_1-B,6_01_773.d

Method HRLCMS-20 Sept.m Operator RUCHI

Sample Name Dr.S.Kumar-MS-269 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 /min
Scan End 3000 m/z Set Collision Cell RF 130.0 Vpp Set Divert Valve Waste
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Analysis Name  D:\Data\user data\2014\NOVEMBER\14 NOV\Dr.S.Kumar-MS-266_1-A,3_01_734.d
Method HRLCMS-20 Sept.m Operator RUCHI
Sample Name Dr.S Kumar-MS-266 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
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Analysis Name

Method HRLCMS-20 Sept.m
Sample Name Dr.S Kumar-MS-324
Comment

Acquisition Date

Operator
Instrument

11/17/2014 2:36:46 PM
D:\Data\user data\2014\NOVEMBER\17 NOV\Dr.S.Kumar-MS-324_1-C,2_01_777.d
RUCHI

micrOTOF-Q 11 10330

Acquisition Parameter
Source Type ESI
Focus Active
Scan Begin 50 m/z
Scan End 3000 m/z
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Set End Plate Offset
Set Collision Cell RF
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Set Dry Gas
Set Divert Valve
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Dr.S.Kumar-M$-324_1-C,2_01_777.d: UV Chromatogram, 200-400 nm
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Analysis Info Acquisition Date  11/17/2014 2:22:28 PM
Analysis Name  D:\Data\user data\2014\NOVEMBER\17 NOV\Dr.S Kumar-MS-320_1-B,8_01_775.d

Method HRLCMS-20 Sept.m Operator RUCHI

Sample Name Dr.S.Kumar-MS-320 Instrument micrOTOF-Q 1l 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 VvV Set Dry Gas 7.0 l/min
Scan End 3000 m/z Set Collision Cell RF 130.0 Vpp Set Divert Valve Waste
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[mAU

204
o] OH

-201
Intens. ] | ~ ] +MS, 2.9min #170

x1053
1 2742756
0.751 Z NH,

0.501

0,251 OCH,Ph
0.00] X 4371922 720.3536
' 100 200 300 400 500 600 700 800 miz

Intens +MS, 2.9min #170

x1093
o175 306.1511

0.507
0.254 307.1532

0.007 308.1543

C20H19NO2, M+nH ,306.15

20007 306.1489

10004
] 307.1522

308.1556
306.0 306.5 307.0 307.5 308.0 3085 miz
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Display Report

Analysis Info
Analysis Name

Method tune_low.m
Sample Name MS-342-VE
Comment

Acquisition Date  12/9/2014 4:06:55 PM

D:\Data\user data\2014\DECEMBER\09 DEC\Dr.S.Kumar-MS-342-VE.d

RUCHI
micrOTOF-Q II 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

Negative
2500V
-500 vV
130.0 Vpp

Set Nebulizer
Set Dry Heater
Set Dry Gas
Set Divert Valve

0.4 Bar
180 °C
4.0 I/min
Waste

Intens.
x109]

0.2

0.3

"Time [min]

—— TIC -All MS

Intens.q
x10%]

2.0

282.0762

-MS, 0.1-0.3min #(6-15)

OH

NH,

OCF;

200

'300

"400

"500 "800 700 "800 "900 1000 mz

282.0762

-MS, 0.1-0.3min #(6-15)

283.0786
284.0800

282.0736

C14H12NO2F3, M-nH ,282.07

283.0770
284.0803

282.00 282,25

282,50

282.75

283.00 28325 28350  283.75 284.00 284.25 miz

Bruker Compass DataAnalysis 4.0

printed: 12/11/2014 11:32:57 AM Page 1 of 1
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Display Report

Analysis Info Acquisition Date  11/17/2014 2:15:17 PM
Analysis Name  D:\Data\user data\2014\NOVEMBER\17 NOV\Dr.S Kumar-MS-295_1-B,7_01_774.d

Method HRLCMS-20 Sept.m Operator RUCHI

Sample Name Dr.S.Kumar-MS-295 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

Dr.S.Kumar-M$-295_1-B,7_01_774.d: TIC +All MS

e
Dr.S.Kumar-MS-295_1-B,7_01_774.d: UV Chromatogram, 200-400 nm|

1 2 3 1 5 Time [min]

200 22‘0 24‘10 2§0 2&}0 3?0 31‘10 3§O Wz‘lvelength [nm]

Intens 3 uv, 2.9-2.9min #(1689-1729),

257
251 O N

Intensﬁi, = +MS, 2.9-2.9min #(171-174)
x10%] 276.1407

] _ 437.1928 690.3424
200 400 600 800 1000 miz

intens, | +MS, 2.9-2.9min #171-174)
X107 276.1407

24 2771417
1 276.2773

C19H17NO, M+nH ,276.14]

2000 276.1383

1000
277.1416

276.0 276.2 276.4 276.6 276.8 277.0 277.2 miz

Bruker Compass DataAnalysis 4.0 printed: 11/17/2014 2:24:53 PM Page 1 of 1
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Display Report

Analysis Info
Analysis Name

Acquisition Date  11/24/2014 1:09:52 AM

D:\Data\user data\2014\NOVEMBER\24 NOV\Dr.S.Kumar-MS-332_1-B,7_01_883.d

Method HRLCMS-20 Sept.m Operator RUCHI
Sample Name Dr.S Kumar-MS-332 Instrument micrOTOF-Q Il 10330
Comment

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

3000 m/z

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 /'min
Waste

lon Polarity

Set Capillary

Set End Plate Offset
Set Collision Cell RF

Intens.
x1083

0.75
0.50]
0.25

Dr.S.Kumar-MS-332_1-B,7_01_883.d: TIC +All MS

InfR9 3
[mAUN4
x1057
0.507
0.251

O S Kumar-MS332 18,7 01_883.d. UV Chiomatogram, 200400 nm

0.00]

200

5 Time [min]

~

Hof” Y[

3?0 ngelength [nm]‘

Intens.
[mAU]]

UV, 3.3-3.5min #(1955-2067),

N

Intens 4
x105]

0.5

] 2141222
0.0-— L

+MS, 3.3-3.5min #(198-208)

356.0490
276.1397 A

Br

545.2241  625.1390

315.1502
BV T |

" 200

300 " 400 " 500 600 700 "800 "900  miz

Intens .

X1°5§ 354.0510
0.759
0.501
0.259
0.007

+MS, 3.3-3.5min #(198-208)
356.0490

355.0496 357.0515
JAN A

25001
2000
15007
1000

500

354.0488

C19H16BrNO, M+nH ,354.05
356.0468

355.0522 357.0501

0 T
353.5 354.0

354.5 355.0 355.5 356.0 356.5 357.0 3575 miz

Bruker Compass DataAnalysis 4.0

printed: 11/24/2014 3:26:21 AM Page 1 of 1
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Displ

ay Report

Analysis Info
Analysis Name

Method HRLCMS-20 Sept.m
Sample Name Dr.S.Kumar-MS-303
Comment

Acquisition Date  11/14/2014 12:55:22 PM

D:\Data\user data\2014\NOVEMBER\14 NOV\Dr.S.Kumar-MS-303_1-A,5_01_736.d

RUCHI
micrOTOF-Q Il 10330

Operator
Instrument

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

lon Polarity
Set Capillary

Set Collision Cell

Set End Plate Offset

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

RF  130.0 Vpp

Intens. |

x108
0.8

0.6 \ |

0.4
/0 |
o

0.2

Dr.S.Kumar-MS-303_1-A,5_01_736.d: TIC +All MS|

\
\
!ﬁ/_f e

Inteéhd
[MAU]

x1057

1.0

0.54
0.0

Dr.S.Kumar-MS-303_1-A,5_01_736.d: UV Chromatogram, 200-400 nm

220 25‘10 2§0 25}0

Tfme [Imin]

390 320 34‘10 360 quelength [nm]

Intens. ]
[mAU]

i
UV, 2.7-2.9min #(1602-1689),

OH

220.0546

330.3379 4152133

= N1 +MS, 2.7-2.9min #(162-170)

Cl

634.2591

100 "200° '300 400

"500

"600 "700° "800 "900° 4000  miz

Intens.
220.0546

221.0555
N

+MS, 2.7-2.9min #(162-170)

222.0502
223.0530

2000] 220.0524

1000+

221.0857
AN

C12H10CINO, M+nH ,220.05

222.0495
223.0528

2200 2205 2210

2215

2220 2225 '223.0 2235 miz

Bruker Compass DataAnalysis 4.0

printed:

11/14/2014 4:15:21 PM Page 1 of 1
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Display Report

Analysis Info
Analysis Name

Method tune_low.m
Sample Name AK-5-171
Comment

Acquisition Date  12/17/2014 2:01:34 PM

D:\Data\user data\2014\DECEMBER\16 DEC\Dr.S Kumar-AK-5-171.d

Qperator
Instrument

RUCHI
micrOTOF-Q Il 10330

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

Negative
2500 V
-500 V
100.0 Vpp

Set Nebulizer
Set Dry Heater
Set Dry Gas
Set Divert Valve

0.4 Bar
180 °C
4.0 I/min
Waste

Intens.

x10°
1.0

0.8

0.6+

0.4+

0.2+

0.0+—

X

" Time [min]

—— TIC -All MS

Intens.
144.9669

6000+

40004

20004

“MS, 0.4min #22)

240.1400

487.3060
T \l T T

" 200

N
e e e 4

500 " 600 700 "800 “miz

Intens.

40001 240.1400

30001
20004
10004

“MS, 0.4min #(22)

2411420

0
25001
20004
15004
10004

5004

0

240.1383

C16H19NO, M-nH ,240.14

2411416

242.1450

" 2400

2405 " 2410 " 2415 242.0 miz

Bruker Compass DataAnalysis 4.0

printed: 12/17/2014 2:33:29 PM Page 1 of 1

S21



Display Report

Analysis Info
Analysis Name

Acquisition Date

2/25/2015 1:53:18 PM

D:\Data\user data\2015\FEB-2015\25-feb-2015\Prof.S.Kumar-AK-5-130_1-B,1_01_1745.d

Method HRLCMS-20 Sept.m Operator RUCHI
Sample Name Prof.S.Kumar-AK-5-130 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
|nten'56-j Prof.S.Kumar-AK-5-130_1-B,1_01_1745.d: TIC +All MS
x10°4

1.0 I

Olﬁé \\ “"“ \ \\

Inteh9 7 L \ - —

Prof.S.Kumar-AK-5-130_1-B,1_01_1745.d: UV—ChTmatogram= 200-400 nm|
[mAU]1

x1 0257

Time [min]

200 220 240
Intens. ]
[MAUT3
7507
500
2507 OH z |

2§0 280 390 320 34‘10 3§O Wz‘ivelength [nm]
UV, 2.8-3.1min #(1651-1811),

D:
Intens. N Y +MS, 2.8-3.1min #(167-182)

X105 216.1041 |

701.5001
100 200 300 400 500 600 700 800 m/z

+MS, 2.8-3.1min #(167-182)
x1027 216.1041

217.1045

C13H13NO2, M+nH ,216.10
216.1019

217.1082
AN

" 2165 " 2170 " 2185  miz

Bruker Compass DataAnalysis 4.0 printed: 2/25/2015 3:00:11 PM Page 1 of 1
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Display Report

Analysis Info
Analysis Name

Method

Sample Name

Comment

Acquisition Date

Operator
Instrument

11/14/2014 12:48:14 PM
D:\Data\user data\2014\NOVEMBER\14 NOV\Dr.S Kumar-MS-298_1-A 4 _01_735.d

HRLCMS-20 Sept.m
Dr.S.Kumar-MS-298

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
Intenss Dr.S.Kumar-MS-298_1-A 4_01_735.d: TIC +All MS
X109
0.751 I\
[
0.504 |\
0.257 f / k
@A Br.S.Kumar-MS-298_1-A4_01_735.d. UV Chromatogram, 200-400 nm
[mAU]
x109 i
1.07 ]‘
0.59 ( ‘
0.09 A #JL__ -  —
‘ 1 2 T 3 4 5 Time[min]
200 220 ‘ 240 260 ‘ 280 ‘ 300 320 ‘ 340 ‘ 360 _ Wavelength [nm]
Intens . UV, 2.6-2.8min #(1518-1625),
[MAU]
OCH
26 OH 3
O,
NS
Intens5.7 I | +MS, 2.6-2.8min #(155-164)
X0 250.0659 = NH,
2,
Cl
1,
0 T T T T T
200 400 600 800 1000 m/z
|nten55_ +MS, 2.6-2.8min #(155-164)
X107 250.0659
2,
19 252.0618
251.0669 253.0620
0 C13H12CINO2, M+nH ,250.06)
20001 250.0629
10007 252.0601
251.0663
ol — L — A, s S R
250.0 250.5 251.0 2515 252.0 252.5 253.0 m/z
Bruker Compass DataAnalysis 4.0 printed: 11/14/2014 4.13:33 PM Page 1 of 1



Display Report

Analysis Info

Analysis Name

Method

Sample Name

Comment

tune_low.m
MS-2-22

Acquisition Date
D:\Data‘\user data\2014\DECEMBER\16 DEC\Dr.S.Kumar-MS-2-22.d

Operator
Instrument

RUCHI

12/17/2014 2:08:15 PM

micrOTOF-Q Il 10330

Acquisition Parameter

Source Type
Focus

Scan Begin
Scan End

ESI

Not active
50 m/z
3000 m/z

lon Polarity

Set Capillary

Set End Plate Offset
Set Collision Cell RF

Negative
2500V

-500 V
100.0 Vpp

Set Nebulizer
Set Dry Heater

0.4 Bar
180 °C

4.0 I/min
Waste

Set Dry Gas
Set Divert Valve

Intens.
x104

8

\

— 7/

01

Time fmin]

[— TIc-AIMS

Intens.

1500+

1000+

500

1449679

2741022

414.1058

T

OH

Cl

601.2445

. —e

-MS, 0.3min #16

NH,

300 400

"500

600

e

700 "800 "900 " iz

Intens. {

15004
10004
5004

274.1022

275.1044
N

276.0996

-MS, 0.3min #16

0
25001
20001
15004
10004

500

274.0993

2751027

276.0965

C16H18CINO, M-nH ,274.10

277.0997

274.0

274.5

275.0 2755

276.0

276.5 277.0 2775 miz

Bruker Compass DataAnalysis 4.0

printed:

12/17/2014 2:38:18 PM

Page 1 of 1
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Display Report

Analysis Info Acquisition Date  12/17/2014 2:03:49 PM
Analysis Name  D:\Data\user data\2014\DECEMBER\16 DEC\Dr.S.Kumar-MS-2-2.d

Method tune_low.m Operator RUCHI
Sample Name MS-2-2 Instrument micrOTOF-Q Il 10330
Comment

Acquisition Parameter

Source Type ESI lon Polarity Negative Set Nebulizer 0.4 Bar
Focus Not active Set Capillary 2500 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 100.0 Vpp Set Divert Valve Waste

Intens.
x109]

0.8
0.6
0.4
0.2

wr-- — — ——
0.1 0.2 0.3 0.4 0.5 Time [min]
TIC -All MS |

Intens.
x104]
2.5

M

OH -MS, 0.5min #28
144.9682

23 NH,

Cl

051

] 236.0298 532.2164
0 e —
100 200 300 400 500 600 700 800 m/z

Intens. -MS, 0.5min #28|
15007 236.0298

10007

5001 238.0273

07
25001 C12H9CINOF, M-nH ,236.03|
2000% 236.0273

15007
10007

El 238.0244
500§ 237.0306

€ I 239.0277
236.0 2365 237.0 2375 238.0 2385 239.0 miz

Bruker Compass DataAnalysis 4.0 printed: 12/17/2014 2:35:56 PM Page 1 of 1
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Display Report

Analysis Info
Analysis Name

Acquisition Date

D:\Data\user data\2014\FEB\21 FEB\Dr.S.Kumar-AK-5-90.d

2/21/2014 4:24:17 PM

Method tune_low.m Operator Amit
Sample Name AK-5-90 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-AK-5-90.d: TIC +All MS
x108 |
0.8+
0.6
0.41
0.2
0.1 02 03 0.4 05  Time [min]
Intens. +MS, 0.1-0.6min #(3-33)|
x104] 353.2670
NO, ’ 475.3263
3 (0]
284.0089
2,
Cl 537.3946
413.2661
17 217.1047
161.0936 \ 1 l l t
0 N N A Loy Jl\l n Illllll r.|.x LLA N TERRA N L A
100 200 300 400 500 600 m/z
Intens4., +MS, 0.1-0.6min #(3-33),
x10 284.0089
2_
1 286.0061
0 2850113 287.0102
2500 C13HBCINO3, M+nNa ,284.01
20001 284.0085
15001
10007 286.0056
5001
0 2850118 287.0089
'284.0 2845 '285.0 2855 '286.0 '286.5 '287.0 " miz
Bruker Compass DataAnalysis 4.0 printed: 2/21/2014 4:25:58 PM Page 1 of 1
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Display Report

Analysis Info
Analysis Name

Acquisition Date
D:\Data\user data\2014\DECEMBER\18 dec\Dr.S.Kumar-MS-2-20-2-1.d

12/18/2014 12:33:15 PM

Method tune_low_APCl.m Operator RUCHI
Sample Name MS-2-20-2-1 Instrument micrOTOF-Q Il 10330
Comment
Acquisition Parameter
Source Type APCI lon Polarity Negative Set Nebulizer 2.5Bar
Focus Not active Set Capillary 3500 V Set Dry Heater 200°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 100.0 Vpp Set Divert Valve Waste
Intens. ]
4000
1 ~—
3000 | -
1\
2000 \
1000 \
I N —
"ot T o2 03 | 04 05 06 07 ‘08 | 09 "10 " Time [min]
[—TIC-AIMS |
Intens. -MS, 0.7-0.7min #(40-42)
600 205.1623 N02
0]
400+ Q
2004
100 200 300 400 500 600 700 800 900 1000 mfz
Intens. { -MS, 0.7-0.7min #(40-42)
] 226.0524
100
50 jﬁ\\
04
25001 C13H9NO3, M-nH ,226.05
20003 226.0499
1500
1000
5003 2270532
D; 228.0566
226.00 226.25 226.50 226.75 227.00 227.25 227.50 227.75 228.00 m/z
Bruker Compass DataAnalysis 4.0 printed: 12/18/2014 1:00:57 PM Page 1 of 1

S27



Display Report

Analysis Info Acquisition Date  11/24/2014 11:49:53 PM
Analysis Name  D:\Data\user data\2014\NOVEMBER\25 NOV\Dr.S .Kumar-MS-334_1-A,5_01_908.d

Method HRLCMS-20 Sept.m Operator RUCHI

Sample Name Dr.S.Kumar-MS-334 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-MS-334_1-A,5_01_908.d: TIC +All MS
x107]
44 /\
2\ e N—
Inteng.i - Dr.S.Kumar-M8-334_1-A5_01_908.d: UV Chromatogram, 20&400 nm|
[MAU]
x104]
Intens.: Dr.S.Kumar-Ms-334_1-A,5_01_908.d: EIC 242.0815+0.2 +All MS|
6000
4000+ SN
20007 e )
07 _ ,/ ~— _
1 2 3 4 5 Time [min]
200 ‘ 2?0 ‘ 2£|10 ‘ 2§0 ‘ 2§D ‘ 390 ‘ 3%0 ‘ 34‘10 ‘ 3§O ) We‘weleng‘th [nm]
Intens J UV, 3.2-3.5min #(1911-2058),
[MAUL]
100
507
0] N02
Intens.: O +MS, 3.2-3.5min #(193-206)
J 242.0805
4000 163.0752 365.1358
2000+ \
Gi : 1 A J[L{“l wl AJ k A T : ‘ ‘ ‘ .
100 200 300 400 500 600 700 800 900 1000 m/z
Intens. | +MS, 3.2-3.5min #(193-206)
J 242.0805
4000+
2000+
J 243.0856
0 A 244.0896
C14H11NO3, M+nH ,242.08
2000{ 242.0812
10004
] 243.0845
ol N 244.0879
242.0 2425 243.0 2435 244.0 m/z
Bruker Compass DataAnalysis 4.0 printed: 11/25/2014 12:09:42 AM Page 1 of 1
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Display Report

Analysis Info Acquisition Date  11/29/2014 10:29:37 AM
Analysis Name  D:\Dataluser data\2014\OCTMBER\29 OCT\Dr.S.Kumar-MS-275-CRY_1-A 4_01_583.d

Method HRLCMS-20 Sept.m Operator RUCHI

Sample Name Dr.S.Kumar-MS-275-CRY 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/iz Set Collision Cell RF 130.0 Vpp Set Divert Valve Waste

Intens. | Dr.S.Kumar-MS-275-CRY_1-A/4_01_583.d: TIC +All MS

x108]

0.5

Intehd ] Dr.S.Kumar-MS-275-CRY_1-A,4_01_583.d: UV Chromatogram, 200-400 nm

mAUL]
x104]
01

Intens.] Dr.S.Kumar-MS-275-CRY_1-A,4_01_583.d: EIC 306.1099+0.2 +All MS

x104]

] Vi VAN

0 | | | = T R

1 2 3 4 5 Time [min]

200 220

240 ‘ 260 ‘ 280 300 320 340 360 Wavelength [nm]

i ‘
Intens. UV, 4.8-5.1min #(2825-3013),
[mAU]

253

257

Intens.] +MS, 4.8-5.1min #(284-302)

x1073 301.1544

] 365.1343
14 163.0747

] \ 441.2972 589.2300 g63 4584
0 || FEVRT I W Al Iy

100 2000 300 400 500 600 700 800 900 1000 mf=z

-

Intens. | (o) +MS, 4.8-5.1min #(284-302)

x104 306.1092

307.1125
A 308.1130

306.1101

307.1134
AN

C17H17NO3, M+nNa ,306.11

308.1168

"0 3085 3070 3075 3080 " T 3085 mz
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Display Report

Analysis Info
Analysis Name

Acquisition Date  11/29/2014 10:22:27 AM

D:\Data\user data\2014\OCTMBER\29 OCT\Dr.S.Kumar-MS-274-CRY_1-A,3_01_582.d

Method HRLCMS-20 Sept.m Operator RUCHI
Sample Name Dr.S.Kumar-MS-274-CRY 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 -600V Set Dry Gas 7.0 /min
Scan End 3000 m/z Set Collision Cell RF 130.0 Vpp Set Divert Valve Waste
|n1€n567 Dr.S.Kumar-MS$-274-CRY_1-A,3_01_582.d: TIC +All M3
x10!
1,
g o
Inteng.— Dr.S.Kumar-MS-274-CRY_1-A,3_01_582.d: UV Chromatogram, 200-400 nm
[mAU]
x104
D, —_
24
Intens. | Dr.S.Kumar-MS-274-CRY_1-A,3_01_582.d: EIC 327.9500+0.2 +All MS
1000+
- - - === T : e — e — e
1 2 3 4 Time [min]
200 220 240 260 280 300 320 340 360 Wavelength [nm]
Intens UV, 3.2-3.2min #(1855-1902),
[mAU]
100 N02
0] O,
\L
Intens. ] | +MS, 3.2-3.2min #(188-192)
x104 =
5] 365.1357 Br
301.1412
1.0
149.0232
0.5
| | 546.4888 714 5626
ootr-r———b L e
100 200 300 400 500 600 700 800 900 m/z
Intens.] +MS, 3.2-3.2min #(188-192)
327.9568 329.9552
1000+
5004
331.2794
0 N A
C13H8BrNO3, M+nNa ,327.96
20001 327.9580 329.9560
1000+
328.9613 330.9593
0l — D AN
3275 328.0 3285 329.0 3295 330.0 330.5 331.0 331.5 m/z
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Display Report

Analysis Info Acquisition Date  12/11/2014 12:29:52 PM
Analysis Name  D:\Data\user data\2014\DECEMBER\11 dec\Dr.S_Kumar-MS-2-8-N-R.d

Method tune_low_APCI.m Operator RUCHI

Sample Name MS-2-8-N-R Instrument micrOTOF-Q Il 10330
Comment

Acquisition Parameter

Source Type APCI lon Polarity Negative Set Nebulizer 2.5 Bar
Focus Not active Set Capillary 3500V Set Dry Heater 200 °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-MS-2-8-N-R.d: TIC -All MS
8000

7000+
6000

5000+

01 02 03 04 05  Time[min]

Intens. { -MS, 0.1-0.6min #(7-35)
] 2220574
2000

NO,

1500 e}

1000 NC Q

500
L 311.0450

L

100 200 300 400 500 00 700 800 900 1000  miz

Intens. | -MS, 0.1-0.6min #(7-35)
800 252.0553
600
400+
200+ 253.0593

07
25004 C14H8N203, M ,252.05

2000% 252.0529

15007
10007
500 253.0563

o] ‘ ‘ ‘ . 254.0596 ‘
252.0 2525 253.0 2535 254.0 254.5 miz

Bruker Compass DataAnalysis 4.0 printed: 12/11/2014 12:35:55 PM Page 1 of 1
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Display Report

Analysis Info Acquisition Date  11/27/2014 11:10:26 AM
Analysis Name  D:\Data\luser data\2014\NOVEMBER\27 nov\Dr.S.Kumar-MS-328.d

Method tune_low_APCIl.m Operator RUCHI

Sample Name MS-328 Instrument micrOTOF-Q II 10330
Comment

Acquisition Parameter

Source Type APCI lon Polarity Positive Set Nebulizer 2.5 Bar
Focus Not active Set Capillary 4500 V Set Dry Heater 200 °C
Scan Begin 50 m/z Set End Plate Offset -500 vV Set Dry Gas 4.0 /'min
Scan End 3000 m/z Set Collision Cell RF 130.0 Vpp Set Divert Valve Waste

Intens.
x108 |

0.8

0.6+

0.4+

0.2+

1 —_ 7 T
0.0 T T :

01 02 03 04 05 ‘ 0.6 Time [min]
— TIC +Al MS |

Intens. +MS, 0.1-0.2min £4-14)
x105] 338.3438 NO,
1.25
230.1203 O,
1.00

HsCO

453.?422 563.2251 663-??‘09

200 ' 400 600 800 1000 miz

a

Intens. | +MS, 0.1-0.2min #(4-14)
x104) 258.0785

] 259.0807
260.0837

2508% C14H11NO4, M+nH ,258.08
E 258.0761

5001 259.0794

260.0828
T T T T T
260.0

‘ ‘ ‘ ‘ 25‘9.0 I ‘ ‘ I ‘ I ‘ ‘ n‘w/z
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Display Report

Analysis Info
Analysis Name
Method
Sample Name
Comment

Acquisition Date

D:\Data\user data\2014\NOVEMBER\26 NOV\Dr.S.Kumar-MS-323-1-VE.d

tune_low_APCI.m
MS-323-1-VE

Qperator
Instrument

11/27/2014 10:49:33 AM

RUCHI
micrOTOF-Q Il 10330

Acquisition Parameter

Source Type
Focus

Scan Begin
Scan End

APCI

Not active
50 m/z
3000 m/z

lon Polarity

Set Capillary

Set End Plate Offset
Set Collision Cell RF

Negative
3500V
-500 V
130.0 Vpp

Set Nebulizer

2.5 Bar

Set Dry Heater
Set Dry Gas
Set Divert Valve

200 °C
4.0 /min
Waste

Intens.
x109]
3,

01

02

03

Time [miﬁ]

— TIC -AlMS

Intens.]

x10%) 242.0485

ot L

1
T

483.1630

332.0945

A

il

L

It

PhH,CO

-MS, 0.3-0.3min #(15-16)

O

200

300

"400

"500

"600 700"

"800 "900 | miz

Intens.

] 332.0945
6000+

4000
2000

333.0989

334.1043

-MS, 0.3-0.3min #(15-16)

04
25004
20007
1500
10003
5007
0i-

332.0917

333.0951

334.0984

C20H15NO4, M-nH ,332.09

"3320 "3305

"3330

"3335

"3340

"3345

"3350 miz

Bruker Compass DataAnalysis 4.0

printed:

11/27/2014 11:49:24 AM

Page 1 of 1



Display Report

Analysis Info
Analysis Name
Method
Sample Name
Comment

Acquisition Date
D:\Data\user data\2014\DECEMBER\11 dec\Dr.S_Kumar-MS-344-1.d

tune_low_APCIL.m
MS-344-1

Operator
Instrument

RUCHI
micrOTOF-Q Il 10330

12/11/2014 12:24:56 PM

Acquisition Parameter

Source Type
Focus

Scan Begin
Scan End

APCI

Not active
50 m/z
3000 m/z

lon Polarity

Set Capillary

Set End Plate Offset
Set Collision Cell RF

Negative
3500 V
-500 V
130.0 Vpp

Set Nebulizer
Set Dry Heater
Set Dry Gas
Set Divert Valve

2.5Bar
200 °C
4.0 I/'min
Waste

Intens.

Dr.S.Kumar-MS-344-1.d: TIC -All MS
x104

1.8

0.18 Time [min]

Intens.
5000

~MS, 0.0min #2)
311.0398

4000+
30004
F2CO

2000+

10004

84.9885 205.1579
0 l - L

100 200 1300 400 500 600 700 800 900 1000  miz

Intens. | -MS, 0.0min #(2)
311.0398

4000+

2000+
312.0423

313.0465
C14H8F3NO4, M ,311.04

0
25004
20004
15009
10004

5004

311.0400

312,0433
313.0467

0 T

3115 312.0 3125 313.0 3135 mz

Bruker Compass DataAnalysis 4.0 printed: 12/11/2014 12:31:59 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-MS-308
Comment

Acquisition Date  11/28/2014 4:36:50 PM

D:\Data\user data\201/A\OCTMBER\28 OCT\Dr.S.Kumar-MS-308_1-B,7_01_576.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
Intenség Dr.S.Kumar-MS-308_1-B,7_01_576.d: TIC +All MS]
x1099
1.0
Dr.S.Kumar-MS-308_1-B,7_01_576.d: UV Chromatogram, 200-400 nm
[mAUL]
x104]
01
Intens. | Dr.S.Kumar-MS-308_1-B,7_01_576.d: EIC 304.0984+0.2 +All MS
4000+
2000 / m\/
0 ‘ - -- -
1 2 3 4 5 Time [min]
200 220 240 260 . 280 300 320 340 360 Wavelength [nm]
Intens UV, 3.9-4.0min #(2287-2361),
[MAU]
100 NO,
507 -4
°? J o~
Intens‘i: AN N 4 3.9-4.0min #(230-237)
x10%] 321.1226 | —
] Z
1
o2l e
100 200 300 400 500 600 700 800 900 1000 m/z
Intens.; +MS, 3.9-4.0min #(230-237)
] 304.0951
20004
10004 305.0991
D: C19H13NO3, M+nH ,304.10
2000{ 304.0968
1000
— 305.1002
0l : : : . : . : .
303.8 304.0 304.2 304.4 304.6 304.8 305.0 305.2 3054 miz
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Display Report

Analysis Info

Analysis Name

Method

tune_wide _APCI_23.06.m

Sample Name MS-338+VE-1

Comment

Acquisition Date  11/27/2014 10:58:18 AM

D:\Data\user data\2014\NOVEMBER\27 nov\Dr.S.Kumar-MS-338+VE-1.d

Operator
Instrument

RUCHI
micrOTOF-Q Il 10330

Acquisition Parameter

Source Type
Focus

Scan Begin
Scan End

APCI lon Polarity
Not active Set Capillary

50 m/z Set End Plate Offset
3000 m/z Set Collision Cell RF

Positive
4000 V
-500 V
600.0 Vpp

Set Nebulizer 2.5 Bar
Set Dry Heater 200 °C
Set Dry Gas 4.0 I/min
Set Divert Valve Source

Intens .
x108
0.8
0.6

0.4

0.2

o1 o2

0.3

0.4

05  Time[min

TIC +AllMS

338.3427

663.4577

| .M ‘ALAJ.ALA{ U

Br

841.4206 922.0139
i I\ Ll

+MS, 0.1-0.3min #(6-18)
O,

O,

O

100 200 300 400

500

600 700

800

900 1000 miz

Intens ]
x104]
0.757
0.507
0.257
0.00

382.0064

383.0042

384.0050

+MS, 0.1-0.3min #(6-18)

385.0077

25001
20007
15004
10004

5004

382.0073

383.0107

384.0054

C19H12BrNO3, M+nH ,382.01

385.0086

‘3820 3825 3830

3835

'384.0

'384.5

‘3850 3855  mez

Bruker Compass DataAnalysis 4.0

printed:
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Display Report

Analysis Info Acquisition Date  11/29/2014 10:15:17 AM
Analysis Name  D:\Data\user data\2014\OCTMBER\29 OCT\Dr.S.Kumar-MS-259_1-A,2_01_581.d

Method HRLCMS-20 Sept.m Operator RUCHI

Sample Name Dr.S . Kumar-MS-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 -600 Vv Set Dry Gas 7.0 I/min
Scan End 3000 m/z Set Collision Cell RF 130.0 Vpp Set Divert Valve Waste
Intensa._ Dr.S.Kumar-MS-259_1-A,2_01_581.d: TIC +All MS
x10
1.09
0.54
Inthd. Dr.S.Kumar-MS-259_1-A,2_01_581.d: UV Chromatogram, 200-400 hm
[MmAU]
x10617 ~ —
U[ \ \/\/_,\//\ —~ \_,«“/\\\ /"//
24 L —
Intens..{ Dr.S.Kumar-M$-259_1-A,2_01_581.d: EIC 270.1069+0.2 +All MS|
4000+
2000+
or— . . . - . ; . S —
1 2 3 4 5 Time [min]
200 220 240 260 280 300 320 340 360 Wavelength [nm]
Intens. ] UV, 4.4-4.5min #(2579-2639),
[mAU]
1004
507
D,
In'fens4 +MS, 4.4-4 4min #(260-265)|
x10™ 365.1353
163.0754
1]
287.1379
663.4599
0 il abedeo ey o T 7866017 |
200 400 600 800 1000 m/z
Intens. ] O +MS, 4.4-4 4min #(260-265)
270.1118
30009
20004
10007 271.1148
0 C16H15NO3, M+nH ,270.11
20001 270.1125
1000+
271.1158
272.1192
270.00 270.25 270.50 270.75 271.00 271.25 271.50 271.75 272.00 272.25 m/z
Bruker Compass DataAnalysis 4.0 printed: 11/29/2014 11:45.37 AM Page 1 of 1
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Display Report

Analysis Info
Analysis Name

Acquisition Date  4/10/2014 1:16:14 AM

D:\Dataluser data\2014\APRIL\09 APR\Dr.S Kumar-AK-5-133_1-D,2_01_2247.d

Method HRLCMS-20 Sept.m Operator Amit
Sample Name Dr.S.Kumar-AK-5-133 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 -500V Set Dry Gas 7.0 l/min
Scan End 3000 m/z Set Collision Cell RF 130.0 Vpp Set Divert Valve W aste
Dr.S.Kumar-AK-5-133_1-D,2_01_2247.d: TIC +All MS|
/
A~ NN
Dr.S.Kumar-AK-5-133_1-D,2_01_2247.d: UV Chromatogram, 200-400 nm|
Dr.S.Kumar-AK-5-133_1-D,2_01_2247.d: EIC 244.0663 +All MS
o~ J ‘\\‘-,, o
1‘ é é 21 é Time tmin]
290 2?0 24‘10 2§0 ZE}O 3C|)0 3?0 34‘1-0 3@0 ‘Wavelength [nm]
Intens { UV, 2.8-2.9min #(1635-1682),
[mAU]4
0
Intens. | +MS, 2.8-2.9min #(165-169)
x104| 429.3716
21
0’ 1980672 244.0589 359.3132 L 565.4006
s e L I e L
100 200 300 400 500 600 m/z
NO,
Intens { +MS, 2.8-2.9min #(165-169)
] (0]
6000 244.0589
4000
] H,CO
2000
] 245.0622
A 246.0968
2500 C13HINO4, M+nH ,244.06|
20007 244.0604
15007
1000
500§ 245.0638
0: 246.0671
244.0 244.5 245.0 2455 246.0 246.5 m/z
Bruker Compass DataAnalysis 4.0 printed: 4/10/2014 1:27:10 AM Page 1 of 1
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Display Report

Analysis Info Acquisition Date  11/27/2014 11:56:05 AM
Analysis Name  D:\Dataluser data\2014\NOVEMBER\27 nov\Dr.S Kumar-MS-333.d

Method tune_low_APCl.m Operator RUCHI

Sample Name MS-333 Instrument micrOTOF-Q Il 10330
Comment

Acquisition Parameter

Source Type APCI lon Polarity Negative Set Nebulizer 2.5 Bar
Focus Not active Set Capillary 3500 V Set Dry Heater 200 °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.
x105

1.0
0.84
0.6
0.4

0.2

0.0

"005 @10 015 o207 To025 " 030 035 Time[min]
TIC -All MS |

Intens. -MS, 0.2min #10
x104] 247.0187

1.25] NO,
1.00] O

0.75]
473.2868 Cl Q OCHj,4
0.50

0.254

0.00 : "“‘l n l . sy : : : : :
100 200 300 400 500 600 700 800 900 1000 miz

Intensz( -MS, 0.2min #10
X107} 277.0165
0.757
0.507

0.257 278.0184 580.0175
0.00

25001 C13HB8CINO4, M 277.01

20001 277.0136

15007

10004
5004 278.0170

279.0145

279.0108

280.0140
2770 2175 | 2780 | 2785 2790 2795 2800 2805 miz
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Display Report

Analysis Info
Analysis Name

Method tune_low_APCI.m
Sample Name MS-2-6-R
Comment

Acquisition Date  12/11/2014 12:27:59 PM

D:\Data‘\user data\2014\DECEMBER\11 dec\Dr.S Kumar-MS-2-6-R.d

RUCHI
micrOTOF-Q Il 10330

Operator
Instrument

Acquisition Parameter

Source Type

Focus

Scan Begin

Scan End

APCI

Not active
50 m/z
3000 m/z

lon Polarity

Set Capillary

Set End Plate Offset
Set Collision Cell RF

Negative
3500V
-500 vV
130.0 Vpp

Set Nebulizer
Set Dry Heater
Set Dry Gas
Set Divert Valve

2.5Bar
200°C
4.0 l/min
Waste

Intens. ]
x104
3.04
2.54

2.04

0.5

Dr.S Kumar-MS-2-6-R.d: TIC -All MS

040 Time [min]

Intens.
8000

6000

4000+

2000+

234.9982

-MS, 0.0-0.2min #(1-13)

Cl F

"500

"600

‘7C‘)0‘ ——————— ‘QCIJOI T ‘10‘00‘ T ‘m‘/z

Intens.

4000+

2000+

264.9960

265.9985
AN

-MS, 0.0-0.2min #(1-13)

266.9951

267.9978

25001
20004
15004
10004

5001

264.9937

265.9970

C12H5CIFNO3, M ,264.99

266.9908

267.9941

265.0 265.5 266.0 266.5

267.0

2675 268.0 268.5 miz

Bruker Compass DataAnalysis 4.0
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Display Report

Analysis Info

Analysis
Method

Sample Name

Acquisition Date  1/12/2015 3:49:49 PM

Name D:\Dataluser data\2015\JAN-2015\12-JAN-2015\Dr.S Kumar-AK-5-216_1-C,7_01_1383.d
HRLCMS-20 Sept.m Operator RUCHI
Dr.S.Kumar-AK-5-216 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-AK-5-216_1-C,7_01_1383.d: TIC +All MS
x1061
0.51
|meQ1£, Dr.S.Kumar-AK-5-216_1-C,7_01_1383.d: UV Chromatogram, 200-400 nm
[mAU]]
X104 — e
] \( \ T __/—ﬁ/;_\ e -
2] " _
Intens‘i Dr.S.Kumar-AK-5-216_1-C,7_01_1383.d: EIC 346.1368+0.2 +All MS|
x10%7]
2,
0 . : ; ; : : i
1 2 3 4 5 6 Time [min]
200 220 240 260 280 300 320 340 360 Wavelength [nm]
Intens ] UV, 3.5-4.0min #(2070-2347),
(mAU]|
o] OH
N PN
Imensﬁ;z ! Z +MS, 3.5-3.9min #(209-235)
x10%] 346.1451
1]
1 274.2752
D: 159-ﬂ%§2 R 713.2620 883.3185
' 200 ‘ 400 ‘ 600 ‘ 800 ‘ 1000 ‘ miz
ImensA;: +MS, 3.5-3.9min #(209-235)
x10%] 346.1451
1
] 347.1489
ol 348.1519
] C22H21NO3, M-nH ,346.14
] 346.1438
2000+
10001
] 347.1471
348.1505
346.0 346.5 347.0 3475 348.0 3485 miz
Bruker Compass DataAnalysis 4.0 printed: 1/12/2015 4:53:25 PM Page 1 of 1
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Display Report

Analysis Info Acquisition Date  12/9/2014 3:38:21 PM
Analysis Name  D:\Data\user data\2014\DECEMBER\09 DEC\Dr.S.Kumar-AK-5-205.d

Method tune_low.m Operator RUCHI

Sample Name AK-5-205 Instrument micrOTOF-Q 1l 10330
Comment

Acquisition Parameter

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

Intens.
x10%1

0.8
0.6

0.4+

005 "0.10 0.15 020 025 0.30 0356  0.40Time [min]
——TIC -All MS |

Intens. 1 _MS, 0.2-0.4min #11-21)
x104 238.0676

2.0
NH
/

144.9644

487.?074 7134777
I\

200 400 600 800 1000 miz

Intens. | -MS, 0.2-0.4min #(11-21)
x10 238.0676

239.0702
240.0720

2508* C15H10FNO, M-nH ,238.07
238.0663

20004
15004
10004

5004 239.0696
240.0730

238.0 238.5 239.0 2395 240.0 2405 miz
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Display Report

Analysis Info

Analysis Name  D:\Dataluser data\2014\NOVEMBER\24 NOV\Dr.S Kumar-AK-5-193-1.d

Method tune_low.m Operator
Sample Name AK-5-193-1 Instrument
Comment

Acquisition Date

11/24/2014 5:37:23 AM

RUCHI
micrOTOF-Q Il 10330

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

Negative
2500 V
-500V
230.0 Vpp

Set Nebulizer
Set Dry Heater
Set Dry Gas
Set Divert Valve

0.4 Bar
180 °C
4.0 I/min
Waste

Intens.{
x10°
1.50+
1.25
1.00+

0.754

0.504

Dr.S.Kumar-AK-5-193-1.d: TIC -All MS

0.40 '0.45 Time [min]

Intens.
x104 296.1080
2.0

713.4768

057 487.3071

00 T  (1 1 TR | Ii

-MS, 0.3-0.4min #(15-21)

NH

200 400 600 800

1000 1200 miz

Intens.
x1043
2.0
1.59
1.09
0.5
0.0

296.1080

297.1122

-MS, 0.3-0.4min #(15-21)

298.1163

25001
20004
15004
10004

5007

296.1070

297.1103

C21H15NO, M-nH ,296.11

298.1137

296.0 296.5 297.0 2975

298.0 2985 miz

Bruker Compass DataAnalysis 4.0 printed: 11/24/2014 5:38:38 AM
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Display Report

Analysis Info Acquisition Date  11/24/2014 5:32:50 AM
Analysis Name  D:\Data\user data\2014\NOVEMBER\24 NOV\Dr.S.Kumar-AK-5-190.d

Method tune_low.m Operator RUCHI
Sample Name AK-5-190 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 -500v Set Dry Gas 4.0 I/min
Scan End 3000 m/z Set Collision Cell RF 130.0 Vpp Set Divert Valve Waste

Intens. ]
x1051
3.5

Dr.S.Kumar-AK-5-190.d: TIC -All MS

3.05
2.5%
2.0%
1.5%

1.0

01 0.2 0.3 0.4 0.5 0.6 Time [min]

Intens.|

-MS, 0.1-0.4min #(7-21)
x109 |

331.0940 / NH
0.8

o)

o8] Q

0.4+

0.2 262.1237

] 713.4717
0.0 - l ol L - 504"‘2516 —k - -
100 200 300 400 500 600 700 800 900 miz

Intens.J

4
X1 262.1237

-MS, 0.1-0.4min #(7-21)

1.5
1.09
05] 263.1269
0.0 2641291
2500 C18H17NO, M-nH ,262.12
50001 262.1226
15001
10007
5007 263.1260
D:

264.1293
262.0 2625 263.0 2635 264.0 miz
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Display Report

Acquisition Date  12/9/2014 12:05:26 PM
D:\Data\user data\2014\DECEMBER\09 DEC\Dr.S.Kumar-AK-2-13_1-A,4_01_1101.d

Analysis Info
Analysis Name

Method HRLCMS-20 Sept.m Operator RUCHI
Sample Name Dr.S.Kumar-AK-2-13 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
Intenssg Dr.S.Kumar-AK-2-13_1-A,4_01_1101.d: TIC +All MS
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Display Report

Analysis Info
Analysis Name

Method

Sample Name

Comment

Acquisition Date  11/17/2014 2:29:36 PM
D:\Data\user data\2014\NOVEMBER\17 NOV\Dr.S Kumar-MS-322_1-C,1_01_776.d
HRLCMS-20 Sept.m Operator RUCHI
Dr.S.Kumar-MS-322 Instrument micrOTOF-Q Il 10330

Acquisition Parameter

Source Type
Focus

Scan Begin
Scan End
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Active

50 m/z
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Set Nebulizer
Set Dry Heater
Set Dry Gas
Set Divert Valve
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Dr.S.Kumar-MS-322_1-C,1_01_776.d: UV Chromatogram, 200-400 nm
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Display Report

Analysis Info
Analysis Name

Method HRLCMS-20 Sept tune wide.m
Sample Name Dr.S.Kumar-MS-341
Comment

Acquisition Date  12/9/2014 2:49:18 PM

D:\Data\user data\2014\DECEMBER\09 DEC\Dr.S.Kumar-MS-341_1-A,6_01_1115.d

RUCHI
micrOTOF-Q Il 10330
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Source Type ESI
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Scanh Begin 50 m/z
Scan End 3000 m/z
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Dr.S.Kumar-MS-341_1-A,6_01_1115.d: UV Chromatogram, 200-400 nm

200

8 10 12 " Tirme [min]

SQO 3%0 360 ‘ queleng}h [nm]‘

Intens
[MAU

1007

UV, 7.0-7.7min #(4166-4579),

Intens.r
354.0338

+MS, 7.0-7.7min #(417-457)

200 400

600

1000 m/z

-
N\ 84'

B
=4

352.0352

353.0344

+MS, 7.0-7.7min #(417-457)
354.0338

355.0358

352.0332

353.0365

C19H14BrNO, M+nH ,352.03
354.0312

355.0345

"3520 "3525 '353.0

'3535

"354.0 "354.5 "355.0 miz

Bruker Compass DataAnalysis 4.0 printed:

12/11/2014 11:34:45 AM Page 1 of 1

S47



