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HRMS spectra of compound 1a

@ENHAC
s/\/©/
OAc

Display Report

Analysis Info
Analysis Name

Acquisition Date  9/15/2014 3:23:33 PM
D:\Dataluser data\2014\SEPT\15 SEPT\Dr.S.Kumar-DP-513.d

Method tune_low.m Operator RUCHI
Sample Name DP-513 Instrument micrOTOF-Q Il 10330
Comment

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

Positive
4600 V
-500 V
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.
x10%

64

Dr.S.Kumar-DP-513.d: TIC +All M|

045 Time [min

Intens.
x105]

0.5

0.0y

274.2733
1 i

366.1141

709.12376

+MS, 0.2-0.2min #(9-12)

" 200

300

400

500

600

" 700

800

900 miz

Intens.]

x105
2.0

1.53
1.03
0.59
0.0

366.1141

3671167
VAN

368.1124

+MS, 0.2-0.2min #(9-12)

25003
20003
15003
10003

500

366.1134

367.1168

C19H21NO3S, M+nNa ,366.11

368.1094
T T o~
368.0

366.0 " 3665 " 367.0 " 3675 3685 miz

Bruker Compass DataAnalysis 4.0 printed: 71112015 2:41:44 PM Page 1 of 1
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HRMS spectra of compound 1b

Display Report

Analysis Info

Analysis Name

Method
Sample Name
Comment

DP-535

Acquisition Date
D:\Dataluser data\2014\NOVEMBER\17 NOVADr.S.Kumar-DP-535.d
tune_low.m Operator

Instrument

11/17/2014 4:25:10 AM

RUCHI
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

Positive
4600 V
-500 V
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. |
x10

64

Dr.S.Kumar-DP-535.d: TIC +All M|

0.1

02 03

0.4

05

" Time [min]

Intens.
x105]

0.5

0.0

352.1003

274.2762

L1

Al

475.3259
1

701.4932
A

+MS, 0.3-0.4min #(18-23)

200

400

600

800

1000 miz

Intens.]

x105
2.0

1.53
1.03
0.59
0.0

352.1003

353.1028

354.0989

+MS, 0.3-0.4min #(18-23)

25003
20009
15003
10003

5009

352.0978

353.1011

354.0938

C18H19NO3S, M+nNa ,352.10

'352.0

3525

353.0

3535

354.0

"354.5

3550 miz

Bruker Compass DataAnalysis 4.0

printed:

11/17/2014 5:05:02 AM

Page 1 of 1
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HRMS spectra of compound 1c

@EN HACc F
s/\/@
OAc

Display Report

Analysis Info
Analysis Name

Acquisition Date  11/14/2014 5:15:29 PM

D:\Dataluser data\201 ANOVEMBER14 NOV\Dr.S . Kumar-DP-532.d

Method tune_low.m Operator RUCHI
Sample Name DP-532 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-DP-532.d: TIC +All MS]
x1087
0.8
0.6
0.4
0.05 0.10 0.15 0.20 0.25 0.30 0.35 Time [min]
Intensﬁ._ +MS, 0.1-0.2min #(6-13),
x10 274.2759
1.54
370.0912
1.04
0.51 2182123
4753271
l | i 701.4960
0.0y b Al AL R i . ; . :
100 200 300 400 500 600 700 800 900 1000 m/z
Intens.] +MS, 0.1-0.2min #(6-13)|
x105
370.0912
1.04
0.5
371.0924 372.0890
0.0 A S S TERTEFNGTS e 37009
25007 » MniNa 370,
20003 370.0884
15004
10004
3 371.0917
200 372.0844
0 ; T 1 T T T
369.5 370.0 3705 371.0 3715 3720 3725 m/z
Bruker Compass DataAnalysis 4.0 printed: 11/14/2014 5:47:14 PM Page 1 of 1
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HRMS spectra of compound 1d

@[N HAC Cl
s/\/@
OAc

Display Report

Analysis Info
Analysis Name

Method HRLCMS-20 Sept.m
Sample Name Dr.S.Kumar-DP-515
Comment

Acquisition Date  9/12/2014 2:31:25 PM

D:\Dataluser data\2014\SEPT\12 sept\Dr.S.Kumar-DP-515_1-A,6_01_60.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 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-DP-515_1-A,6_01_60.d: TIC +All MS]
x10!
1.004 ~
[ \/
0.759 TERA "
0.50§ , /J .
025/ e ~——_ T~
/ N~ —_—— o
Intens. Dr.S.Kumar-DP-515_1-A,6_01_60.d: UV Chromatogram, 200-400 nm
[mAUN
x105
2.
11
0] i
1 2 3 4 5 Time [min]
200 2?0 2lI10 2(I50 2§0 390 3?0 34}0 3(|50 Walavelength [nm
Intens ] UV, 2.6-2.7min #(1504-1597),
[mAU]
10004
5004
Inten%' +MS, 2.6-2.7min #(153-161)
x10% 304.0569
1.0 386.0602
0.54
00 166'P3|24 \ l L N 749.1286
' 100 200 300 400 500 600 700 800 900 miz
Intenss. +MS, 2.6-2.7min #(153-161)
x10 386.0602
1.04
0.51 388.0562
N 389.0586
00 CIBHTBCING3S, MnNa ;386.06|
20001 386.0588
1000+ 388.0560
387;{621 389)9592
386.0 3865 387.0 3875 388.0 '388.5 389.0 3895 " miz
Bruker Compass DataAnalysis 4.0 printed: 7112015 2:43:01 PM Page 1 of 1



HRMS spectra of compound 1e

@ENHAC NG
S/\/O/
OAc

Display Report

Analysis Info
Analysis Name

Method

Sample Name

Comment

Acquisition Date  11/14/2014 5:17:40 PM

D:\Dataluser data\2014\NOVEMBER\14 NOV\Dr.S.Kumar-DP-534.d
tune_low.m

DP-534

RUCHI
micrOTOF-Q Il 10330

Operator
Instrument

Acquisition Parameter

Source Type
Focus

Scan Begin
Scan End

ESI

Not active

50 m/z

3000 m/z

0.4 Bar
180 °C
4.0 I/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.
x10

Dr.S.Kumar-DP-534.d: TIC +All MS)

040 Time [min]

Intens.
x109]

1.257
1.00+
0.754
0.504
0.254

0.00

2742751

+MS, 0.1-0.1min #(3-8),
3821106

l 475.3260 741.2283
e A

Ll

200

400 600 800 1000 " miz

Intens.
x105]

0.5

0.0

382.1106

+MS, 0.1-0.1min #(3-8),

383.1124
384.1084

25003
20004
15007
10003

5001

382.1083

C19H21NO4S, M+nNa ,382.11

383.1117

%,

384.1044

" 3820

" 3825

"383.0 3835 3840 "3845 miz

Bruker Compass DataAnalysis 4.0

printed: 11/14/2014 5:47:58 PM Page 1 of 1
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HRMS spectra of compound 1f

@EN HAc
STY :
OAc

Display Report

Analysis Info
Analysis Name

Method HRLCMS-20 Sept.m
Sample Name Dr.S.kumar-DP-533
Comment

Acquisition Date  9/30/2014 12:08:00 PM

D:\Dataluser data\2014\SEPT\30 SEPT\Dr.S.kumar-DP-533_1-C,2_01_279.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 End Plate Offset
Set Collision Cell RF

Positive
4500 V
-500 V
130.0 Vpp

1.2 Bar
200 °C
7.0 I/min
Waste

Set Nebulizer
Set Dry Heater
Set Dry Gas
Set Divert Valve

Intens.
x1084

4
2

Dr.S.kumar-DP-533_1-C,2_01_279.d: TIC +All M§]

Intend;
[mAUJ

" = ek

Dr.S kumar-DP-533_1-C,2_01_279.d: UV Chromatogram, 200-400 nm|

Intens 1
x108

0.5

0.0 ——

Dr.Skumar-DP-533_1-C,2_01_279.d: EIC 358.148020.2 +All M)

200 220 240 260

Time [min]

W
e
-

2§0 390 3?0 34}0 360 Wavelength [nm

Intens.]
[mAU]
600+

400
200+

UV, 2,83 3min #(1645-1933),

0.
Intens.

X108 358.1465
168.0483

2761413

+MS, 2.8-3.3min #(167-194)
530.7016

725.2370
1 i

100 7200 300 400

500 600 700 800 900 " miz

Intens.
X103 358.1465

+MS, 2.8-3.3min #(167-194)

3591463 360.1424

20001 358.1447

10004

C18H25NO3S, M+nNa ,358.15

359.1481

360.1407
~

358.0 3585

359.0 ' 3595 360.0 360.5 miz

Bruker Compass DataAnalysis 4.0

printed: 9/30/2014 2:06:05 PM Page 1 of 1
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HRMS spectra of compound 1g

@EN HAc OQ
S
OAc

Display Report

Analysis Info
Analysis Name

Acquisition Date  9/16/2014 3:01:55 PM

D:\Data\user data\2014\SEPT\16 SEPT\Dr.S.Kumar-DP-523.d

Method tune_low.m Operator RUCHI
Sample Name DP-523 Instrument micrOTOF-Q Il 10330
Comment

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

Positive
4600 V
-500 V
230.0 Vpp

Set Nebulizer
Set Dry Heater
Set Dry Gas
Set Divert Valve

0.4 Bar
180°C
4.0 l/min
Waste

Intens.
x105]

3i54

2.5

2.0

Dr.S.Kumar-DP-523.d: TIC +All MS]

045" Time [min

Intens.]
x10%;
1.254
1.004
0.75
0.50

0.254

0.00 =

274.2745
218.2114
bl

+MS, 0.3-0.3min #(15-16)
402.1152

781.2377

701 .5926

100

200

400 500 600 700 "800 "900 1000 " miz

Intens.
x105]

0.5

0.0

402.1152

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

403.1170
404.1134

25003
20009
15003
10003

5003

402.1134

C22H21NO3S, M+nNa ,402.11

403.1168
404.1095

4020

" 4025

4030 4035 4040 4045 miz

Bruker Compass DataAnalysis 4.0

printed: 9/16/2014 3:10:10 PM Page 1 of 1
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HRMS spectra of compound 1h

NHAc
as\ v Q
OAc
Qualitative Compound Report
Data File DP-521.D Sample Name DP-521
Sample Type Position 2
Instrument Name GCQTOF User Name Agilent-PC\admin
Acq Method IISER_GENERAL_HP5_80_V30.M Acquired Time  11-Jun-15 2:07:43 PM
IRM Calibration Status S oA Method iISER13MAY 2013.m
Comment
Expected Barcode Sample Amount
Dual Inj Vol 0.1 TuneName Install_tune.ei.tune_1_4_13.t
une.xml
TunePath D:\MassHunter\GCMS\117200 TuneDateStamp 41954.1706
\
MSFirmwareVersion G.7200.01.09 OperatorName Agilent-PC\admin
RunCompletedFlag TRUE
Compound Table
DAt
Compound Label RT Mass Abund Formula Tgt Mass | (ppm) MFG Formula DB Formula
Cpd 1: C16 H21 N O3 S 7491 307.1291 8028|C16 H21 N O3 S 307.1242 15.85] C16 H21 N O3 S Cl6 H21 N O3 S
Compound Label m/z RT Algorithm Mass
Cpd1: C16 H21 NO3S  |307.1289 7.491  Find By Formula 307.1291
x10 4 |Cpd 1: C16 H21 N O3 S: +EI EIC(289.1131, 307.1237, 312.1029, 330.1134) Scan DP-521.D
1 21104 1
2 7491
15
1
0.5
0
4 5 6 7 8 9 10 11 12 13 14 15 16 17 18 19 20 21 22 23 24 25 26 27 28 29 30
Counts vs. Acquisition Time (min)
MS Spectrum

x10 3 |Cpd 1: C16 H21 N O3 S: + FBF Spectrum (7.471-7.541 min) DP-521.D Subtract

307.)289
[C16H2NOaS]+

O - NWAEGOON

120 140 160 180 200 220 240 260 280 300 320 340 360 380 400 420 440 460 480
Counts vs. Mass-to-Charge (m/z)

MS Zoomed Spectrum
x10 3 |Cpd 1: C16 H21 N O3 S: + FBF Spectrum (7.471-7.541 min) DP-521.D Subtract

307.)1289
[C16H2{NO3S]+

SO - N W A OO N

330.1029
| (IC16H21NO3S]+Na)+
s
1

200 205 300

305 310 315 320 326 330 335
Counts vs. Mass-to-Charge (m/z)

MS Spectrum Peak List
243 z |Abund Formula Tfon
289.1129] 1 130.38|C16H21NO3S |M+[-20]
290.112] 1 43|C16H21NO3S IMf['HZO]

Agilent Technologies Page 1 of 2 Printed at: 3:37 PM on:11-06-15



HRMS spectra of compound 1i

NHAc

C(S\\‘

OAc

Display Report

Analysis Info
Analysis Name
Method
Sample Name
Comment

Acquisition Date  11/17/2014 4:27:47 AM
D:\Dataluser data\2014\NOVEMBER\17 NOV\Dr.S.Kumar-DP-536.d
tune_low.m Operator RUCHI
DP-536 Instrument micrOTOF-Q Il 10330

Acquisition Parameter

Source Type
Focus

Scan Begin
Scan End

ESI

Not active
50 m/z
3000 m/iz

lon Polarity

Set Capillary

Set End Plate Offset
Set Collision Cell RF

Positive
4600 V
-500 V
130.0 Vpp

Set Nebulizer
Set Dry Heater
Set Dry Gas
Set Divert Valve

0.4 Bar
180°C
4.0 l/min
Waste

Intens A
x108
1.0
0.8
0.6
0.4

0.2

0.0+———

Dr.S.Kumar-DP-536.d: TIC +All MS]

Time [min]

Intens_|
x104

168.0473

274.2754

ILL,

+MS, 0.6-0.7min #(38-39)
360.1620

543.0484
bbby

656.9452

AR T SV

" 200

400 " 500 600 700 "800 iz

360.1620

+MS, 0.6-0.7min #(38-39)

361.1640
362.1606

0
25004
20004
15004
10004

5004

360.1604

C18H27NO3S, M+nNa ,360.16)|

361.1637
362.1564

73600

" 3605

T3610 "3615 "362.0 3625 " miz

Bruker Compass DataAnalysis 4.0

printed: 11/17/2014 5:06.06 AM Page 1 of 1



HRMS spectra of compound 1j

@ENHBZ
s/\/©/
OAc

Display Report

Analysis Info Acquisition Date  11/17/2014 4:30:38 AM
Analysis Name  D:\Dataluser data\2014\NOVEMBER\17 NOV\Dr.S.Kumar-DP-540.d

Method tune_low.m Operator RUCHI

Sample Name DP-540 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  230.0 Vpp Set Divert Valve Waste

Intens. Dr.S.Kumar-DP-540.d: TIC +All MS
x108]

0.9

0.05 0.10 0.15 0.20 0.25 0.30 035 0.40 Time [min]

Intens. +MS, 0.0min #(2),

5
x10 2742758
25]

2.0

1.0 428.1306

218.2117
0.5

| 4753251 5125035
0.0 ; - r i N — ; —h e
50 100 150 200 250 300 350 400 450 500 m/z

Intens. +MS, 0.0min #(2)
X105

0.759

0.504

0.25 429.1331
430.1307
0.00

25004 C24H23NO3S, M+nNa ,428.13
428.1291

20004
15003
10004

5001 429.1324

4301252 431.1283
4300 430.5 "431.0 " miz

4280 4285 429.0 4295

Bruker Compass DataAnalysis 4.0 printed: 11/17/2014 5:08:25 AM Page 1 of 1
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HRMS spectra of compound 1k

@[NHBZ
S/\/O
OAc

Display Report

Analysis Info
Analysis Name
Method
Sample Name
Comment

HRLCMS-20 Sept.m
Dr.S.Kumar-DP-549

Acquisition Date  6/10/2015 2:49:30 PM
D:\Dataluser data\2015\JUNE-2015\10-JUNE-2015\Dr.S.Kumar-DP-549_1-A,5_01_2744.d

Operator
Instrument

RUCHI
micrOTOF-Q Il 10330

Acquisition Parameter

Source Type
Focus

Scan Begin
Scan End

ESI
Active
50 m/z
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 I/min
Waste

Intens.
x1083
1.004

0.753
0.503
0.253
InfeR93
[MAUJ3

X105
0.507

0.254
0.00

Dr.S Kumar-DP-549_1-A,5_01_2744.d: TIC +All M§

Dr.S.Kumar-DP-549_1-A,5_01_2744.d: UV Chromatogram, 200-400 nm

"Time [min]

200
Intens.
[mAU]]

2?0 2‘}0 2(I50 2§0 390 3?0 34}0 360 Wavelength [nm

UV, 4.3-4 4min #(2559-2621),

+MS, 4.3-4.4min #(258-263)
398.1786

230.0632
14 338.1566

817.3325

[ r T r . .'l T
800

200 300 400

500 600 700 miz

+MS, 4.3-4.4min #(258-263)
398.1786

399.1802
A\ 400.1781

C23H27NO3S, M+nH ,398.18

20001 398.1784

10004
399.1818
400.1745

400.0

398.0 " 3985 3990 3995 4005 miz

Bruker Compass DataAnalysis 4.0 printed: 6/10/2015 3:03:43 PM Page 1 of 1
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HRMS spectra of compound 1m

NHAC

D

Analysis Info Acquisition Date  9/22/2014 1:18:09 PM
Analysis Name  D)\Data\user data\2014\SEPT\22 SEPT\Dr.S Kumar-DP-525_1-A,5_01_180.d

Display Report

Method HRLCMS-20 Sept.m Operator RUCHI
Sample Name Dr.S_Kumar-DP-525 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 miz Set End Plate Offset -500 Y Set Dry Gas 7.0 Umin
Scan End 3000 miz Set Collision Cell RF 130.0 Vpp Set Divert Valve Waste
Inlenss.‘ Dr.S . Kumar-DP-525_1-A,5_01_180.d: TIC +All M5
¥10
1_
|[nlelAW§]-- Dr.8.Kumar-DP-525_1-A5_01_180.d: UV Chromatogram, 200-400 nm|
m.
x103
[y . — — — . . —
|nl€n85— Dr.5 Kumar-DP-525_1-A 5_01_180.d: EIC 334 152802 +All M5
®10
2_
1_
1 2 3 4 5 Time [min]
200 22|0 21}0 2@0 2@0 3[|]D 3?[1 3?[] 3§D Wzlwelength [nm]
Intens. UV, 2.6-2.7min #(1561-1615),
[mALUY
400——
200 S~ —
InLen%: +MS3, 2.6-2.Tmin #(157-162)
x10 2741276
4 334.1483
1680489 I
1_
100 200 300 400 500 600 0O 800 900 1000 miz
Intens +MS, 2.6-2 Tmin #{157-162)
x105 334 1483
i
1.04 ||
|
0.5 |
o (" 3351490 336.1457
’ C18H23NO35, M+nH 334 15
2000 334.p14?1
10007 |
| | 3351505
/1 A 336.1431
33400 33425 33450 33475 33500 33525 33550 33575 336.00 33625 " miz
Bruker Compass DataAnalysis 4.0 printed: 9/22/2014 1:43:15 PM Page 1 of 1
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HRMS spectra of compound 2a

Display Report

Analysis Info

Analysis Name

Method

Sample Name

Comment

Acquisition Date  11/18/2014 11:52:43 PM

D:\Dataluser data\201 ANOVEMBER19 NOV\Dr.S.Kumar-DP-548_1-A,4_01_805.d

HRLCMS-20 Sept.m
Dr.S.Kumar-DP-548

Operator RUCHI

Instrument

micrOTOF-Q Il 10330

Acquisition Parameter

Source Type
Focus

Scan Begin
Scan End

ESI
Active
50 m/z
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

Intens.
x106]
0.8

0.6
0.4

0.2 /’\

Dr.S Kumar-DP-548_1-A,4_01_805.d: TIC +All MS|

A
N

Intdh9 T
[mAU]
x105]

1

0

Dr.S.Kumar-DP-548_1-A,4_01_805.d: UV Chromatogram, 200-400 nm)

200

220 240

Time [min]

3?0 34}0 3!I30 IWavelength [n m]

Intens.
[mAUH

204

-20

UV, 3.0min #1739,

Intens.
x1053
0.759

0.503
0.253
0.00

2841125

166.0320 | i

+MS, 3.0min #1786

589.1960

100 200

300

400 500 600 700 800 900 1000 miz

Intens.
x1053
0.759

0.50%
0.253

2841125

+MS, 3.0min #176|

285;1\1 =) 286.1096

0.00

20004

10004

284.1104

C17H17NOS, M+nH ,284.11

285/'\11 37 286.1063

284.0 2845

285.0 2855 286.0 286.5 miz

Bruker Compass DataAnalysis 4.0

printed: 11/19/2014 3:01:53 AM Page 1 of 1
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HRMS spectra of compound 2b

Display Report

Analysis Info

Comment

Acquisition Date  6/4/2015 10:39:53 AM
Analysis Name  D:\Dataluser data\2015\JUNE-2015\04-june-2015\Dr.S.Kumar-DP-535-E.d
Method tune_low.m
Sample Name DP-535-E

Operator
Instrument

RUCHI
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

Positive
4600 V
-500 vV
130.0 Vpp

Set Nebulizer
Set Dry Heater
Set Dry Gas
Set Divert Valve

0.4 Bar
180 °C
4.0 l/min
Source

Intens.
x105)

01

02

0.8 0.9 Time [min]

[—TIC +AIMS

Intens.
x10
1.254

1.00+

0.754

0.50+

0.254

124.0219
0.00—=—=+ .l'.

i bk

274.2750

100

20

| W

4141521

374.1597

506.5324

At bbe i ik

614.7231  701.4940
Li N

A

+MS, 0.5-0.6min #(32-37)

805.9089

500

600

700

Ts00 | mkz

Intens. ]

20004

10004

270.0953

271.0982
JAN

+MS, 0.5-0.6min #(32-37)

272.0958

0
25004
20004
15003
10003

5004

270.0947

2710980
JAN

C16H15NOS, M+nH ,270.10)

272.0907

270.0

2705

271.0

2715

2720

2725 miz

Bruker Compass DataAnalysis 4.0

printed:

6/4/2015 11:45:51 AM
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HRMS spectra of compound 2c

F

Display Report

Analysis Info

Analysis Name

Method
Sample Name
Comment

Acquisition Date  4/24/2015 4:46:02 PM

D:\Data\user data\2015\April-2015\24-April-2015\Dr.S.Kumar-DP-580.d
tune_low.m
DP-580

Operator
Instrument

RUCHI

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

Positive
4600 V
-500 V
130.0 Vpp

Set Nebulizer
Set Dry Heater
Set Dry Gas
Set Divert Valve

0.4 Bar
180°C
4.0 l/min
Waste

Intens.
x109

64

Dr.S.Kumar-DP-580.d: TIC +All MS]

" Time [min]

Intens.
x105
1.254

1.00+

0.754

0.50+

0.254

0.00

274.

Il

+MS, 0.4-0.4min #(24-26)
2747

310.0672

388.0651 528.5100
b |Ill\ PO I ¢ " f75'§255 st

L | 701.4080

" 200

" 300 " 400 "s00 600 700 " 800 m/z

Intens_]
x104
64

310.0672

+MS, 0.4-0.4min #(24-26)

311.0697
A\ 312.0651

0l

310.0672

C16H14FNOS, M+nNa ,310.07|

311.0705

312.0632

73100

T T T T T a T T T T T T T T T

3105 311.0

T 312.0 3125 miz

Bruker Compass DataAnalysis 4.0

printed: 412412015 4:53:06 PM Page 1 of 1
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Cl

HRMS spectra of compound 2d

Display Report

Analysis Info
Analysis Name

Method tune_low.m
Sample Name DP-556
Comment

Acquisition Date

D:\Data\user data\2015\April-2015\24-April-2015\Dr.S.Kumar-DP-556.d

Operator R
Instrument

4/24/2015 4:32:26 PM

UCHI

micrOTOF-Q Il 10330

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

lon Polarity

Set Capillary

Set End Plate Offset
Set Collision Cell RF

Set Nebulizer
Set Dry Heater
Set Dry Gas
Set Divert Valve

Positive
4600 V
-500 V
130.0 Vpp

0.4 Bar
180°C
4.0 l/min
Waste

Intens.
x105
5.

Dr.S.Kumar-DP-556.d: TIC +All MS]

4_

3]

2]

14

0 —— ——— v
01 0.2

“o3 o4 7 o5 " o8

" Time [min]

Intens.
x1044

1.0
0.8
0.6-
0.41

274.2753

0.24

262.0464
I}

0.0

286.1431

296.1401

| I 304.0579
|||| Jlllll_l W

344.0499

360.0295

ol l eI

386.0608

+MS, 0.3min #(17)

I 402.0351413.2664
N la I

260 280

300 320

340 360 380

00 | mz

Intens
800
600+
4001
200

304.0579

304.2619

306.0571

+MS, 0.3min #(17)

PAS

0
25004

20004
15004
10003

5004

304.0557

305.0591

C16H14CINOS, M+nH ,304.06]

306.0528

307.0561

"304.0 3045

"305.0 "3055

"306.0 3065

"307.0

3075 miz

Bruker Compass DataAnalysis 4.0

printed:

4/24/2015 4:52:13 PM
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HRMS spectra of compound 2e

Display Report

Analysis Info Acquisition Date  6/29/2015 1:26:44 PM

Analysis Name

Method

Sample Name

Comment

HRLCMS-20 Sept.m

Dr.S.Kumar-DP-534-R3

Operator R

Instrument

D:\Dataluser data\2015\JUNE-2015\29-JUNE-2015\Dr.S.Kumar-DP-534-R3_1-A,4_01_2942.d

UCHI

micrOTOF-Q Il 10330

Acquisition Parameter

Source Type
Focus

Scan Begin
Scan End

ESI
Active
50 m/z
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

Intens.
x109]

Dr.S.Kumar-DP-534-R3_1

-A4_01_2942.d: TIC +All MS

Dr.S.Kumar-DP-534-R3_1-A,4_01_2942.d: UV Chromatogram, 200-400 nm|

220 240

260

280

300

320 340

7 Time [min]

360 W?velength [nm

Intens.
[mAUT

50+

UV, 2.6-2.8min #(1539-1649),

Intens.
x105
1.59

1.0
0.5
0.0

192.{)482

A La

300.1080

621.1881

+MS, 2.6-2.8min #(156-166)

200

300 400

500

600 700

800 900 miz

Intens. ]
x10%
1.5

1.03
0.5
0.0

300.1080

301.1097
A

302.1054

+MS, 2.6-2.8min #(156-166)

2000

10004

300.1064

301.1097
A

302.1023

C17H17NO2S, M+nH ,300.11

300.0

3005

301.0

302.0

3025 miz

Bruker Compass DataAnalysis 4.0

printed:

6/29/2015 2:21:27 PM

Page 1 of 1



HRMS spectra of com

pound 2f

Qualitative Compound Report

Data File DP-533(R2).D Sample Name  DP-533(R2)
Sample Type Position 2
Instrument Name GCQTOF User Name Agilent-PC\admin
Acq Method IISER_GENERAL_HP5_80_V30.M Acquired Time  05-Jun-15 5:11:32 PM
IRM Calibration Status DA Method iISER13MAY 2013.m
Comment
Expected Barcode Sample Amount
Dual Inj Vol 0.1 TuneName Install_tune.ei.tune_1 4 _13.t
une.xml
TunePath D:\MassHunter\GCMS\117200 TuneDateStamp 41954.1706
\
MSFirmwareVersion G.7200.01.09 OperatorName Agilent-PC\admin
RunCompletedFlag TRUE
Compound Table
L}
Compound Label RT Mass Abund Formula Tgt Mass | (ppm) MFG Formula DB Formula
Cpd 1: C16 H21 NO S 7.175] 275.1375) 34844|C16 H21N O S 275.1344 11.3 Cl16 H2INOS Cl16 H21NOS

Compound Label m/z RT Algorithm Mass
Cpd1: C16 H21 NOS 275.1369 7.175 Find By Formula 275.1375

x104[Cpd 1:C16 H2IN O

1 71547 1
7 7475
6
5
4
3
2
1 1793
8.542
0 AL

S: +El EIC(257.1233, 275.1338, 280.1130, 298.1236) Scan DP-533(R2).D

4567809

MS Spectrum

10 11 12 13 14 15 16 17 18 19 20 21 22 23 24 25 26 27 28 29 30
Counts vs. Acquisition Time (min)

x104[cpd 1:C16H21N O

3
25
2
15
1
05

S: + FBF Spectrum (7.158-7.201 min) DP-533(R2).D Subtract

275.)369
[C16H2NOS]+

MS Zoomed Spectrum

1éo1401601302602201@&330230360&03&03@3&04604&04&04&04&0

vs. Mass-to-Charge (m/z)

x104[Cpd 1:C16 H21N O

3
25
2
15
1
05
0

§: + FBF Spectrum (7.158-7.201 min) DP-533(R2).D Subtract
275.)369
[C16H2INOS]+

. ]
256 258 260 262 264 266 268 270 272 274 276 278 280
Coun m/z)

ts vs. Mass-to-Charge (|

MS Spectrum Peak List

m/z z [Abund Formula [fon
257.1255( 1 891.77|C16H21NOS M+[-H20]
275.1369| 1 34843.55/C16H21NOS M+
276.1403| 1 7313.62|C16H21NOS M+

Agilent Technologies

Page 1 of 2

Printed at: 5:44 PM on:05-06-15
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HRMS spectra of compound 2g

Ac
N

Display Report

Analysis Info Acquisition Date  11/18/2014 11:59:52 PM
Analysis Name  D:\Dataluser data\2014\NOVEMBER\19 NOVADr.S. Kumar-DP-547_1-A,5_01_806.d

Method HRLCMS-20 Sept.m Operator RUCHI

Sample Name Dr.S.Kumar-DP-547 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

Intense.- Dr.S.Kumar-DP-547_1-A,5_01_806.d: TIC +All MY}

x10
0.757
0.50
0.259

T -

InfeR9; Dr.S.Kumar-DP-547_1-A.5_01_806.d. UV Chromatogram, 200-400 nrm
[mAU]

x105]

14

7 2 3 4 5 Time[min]

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

Intens. U\/I, 3.0-3.3min #(1758-1912),

Intens4._ +MS, 3.0-3.2min #(179-193)
x10 320.1127

13 163.0754 365.1366

o X , 4| N 661.1949

100 200 300 400 500 600 700m/z

Intens. TS, 3,03 2min #(179-193)
x104 3201127

13 321.1143
A 3221145

C20H17NOS, M+nH ,320.11

20001 320.1104

10004
3211137

322.1064

320.0 3205 321.0 3215 3220 3225 miz

Bruker Compass DataAnalysis 4.0 printed: 6/2/2015 12:51:51 PM Page 1 of 1
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HRMS spectra of compound 2h

Ac
N
S
Display Report
Analysis Info Acquisition Date  6/2/2015 4:42:50 PM
Analysis Name  D:\Dataluser data\2015\JUNE-2015\02-JUNE-2015\Dr.S.Kumar-DP-564.d
Method tune_low.m Operator RUCHI
Sample Name DP-564 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/iz Set Collision Cell RF 130.0 Vpp Set Divert Valve Waste

Intens. Dr.S.Kumar-DP-564.d: TIC +All MS
x106

1.04
0.64
0.4

0.2

0.0 T v T v g v v . T g T T T
02 0.4 0.6 0.8 1.0 12 Time [min]

intens. +MS, 0.4-0.6min #(22-33)
x10 2241116

15 288.1046

0.5

124.0215 417.6530
l L l 475.3247 683.1749
00 " i WAl Lol i |

100 200 E T Ta00 "s00 600 700 miz

Intens, TS, 0.4-0.6rmin #22-33)
x10%3 2481102
0.753

0.504

0.253

250.1119
0.00 M
25009 C14HT7NOS, M+nH 248 11

248.1104

20004
15004
10004

E 2491137
200 AN 250.1063

248.0 2485 2490 2495 250.0 2505 miz

Bruker Compass DataAnalysis 4.0 printed: 6/2/2015 5:08:30 PM Page 1 of 1
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HRMS spectra of compound 2i

Ac
N

Display Report

Analysis Info
Analysis Name

Method tune_low.m
Sample Name DP-536-R2
Comment

Acquisition Date

D:\Data\user data\2015\JUNE-2015\04-june-2015\Dr.S.Kumar-DP-536-R2.d
Operator

Instrument

6/4/2015 10:42:06 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

Positive
4600 V
-500 V
130.0 Vpp

Set Nebulizer
Set Dry Heater
Set Dry Gas
Set Divert Valve

0.4 Bar
180 °C
4.0 l/min
Waste

Intens.
x106]

1.250

1.225

1.2004

1.1754

0.025 0.050 0.075

0.125

0.150 0.175

0.200

0.225 " Time [min]

[ TiIc+AIMS

Intens.

x103] 296.1699

2.0

05 \
1260372
0 1 l ! ln W .

462.7233
" L a

+MS, 0.1-0.1min #(3-5)

100 200 300

400

500

600 700"

800

900" | 1000 miz

278.1587

279.1599
VAN

+MS, 0.1-0.1min #(3-5)

280.1560

0
25004
20004
15003
10003

5004

278.1573

279.1606
JAN

C16H23NOS, M+nH ,278.16]

280.1533

278.0 2785

2790

2795

280.0

280.5 miz

Bruker Compass DataAnalysis 4.0

printed:

6/4/2015 11:47:11 AM

Page 1 of 1
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HRMS spectra of compound 2j

Bz
N
S
Display Report
Analysis Info Acquisition Date  6/1/2015 5:01:46 PM
Analysis Name  D:\Dataluser data\2015\JUNE-2015\01-JUNE-2015\Dr.S.Kumar-DP-554-1.d
Method tune_wide.m Operator RUCHI
Sample Name DP-554-1 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 vV Set Dry Gas 4.0 l/min
Scan End 3000 m/z Set Collision Cell RF 600.0 Vpp Set Divert Valve Waste

Intense.- Dr.S.Kumar-DP-554-1.d: TIC +All M3|
x10

2.0

.0+

01 02 03 04 05 06  Time[min]

Intens. +MS, 0.1min #(7)
713.2266

368.1090

4753273
| ‘ 873.6223
0 i " A

100 200 300 400 500 600 700 800 900 1000 m/z

Intens.] +MS, 0.1min #(7)

X1°§_ 368.1090

370.1075
C22H19NOS, M+nNa ,368.11

368.1080

369.1113

5004
370.1040
o A%

368.0 3685 369.0 369.5 370.0 3705 miz

Bruker Compass DataAnalysis 4.0 printed: 6/2/2015 12:56:17 PM Page 1 of 1
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HRMS spectra of compound 2k

Qualitative Compound Report

Data File
Sample Type

Instrument Name

Acq Method

IRM Calibration Status

Comment

Expected Barcode

Dual Inj Vol

TunePath

0.1

DP-598.D

GCQTOF

IISER_GENERAL_HPS_80_V30.M

Sample Amount

TuneName

D:\MassHunter\GCMS\1\7200 TuneDateStamp
\

Sample Name DP-598

Position 1

User Name Agilent-PC\admin
Acquired Time  05-Jun-15 4:38:34 PM
DA Method HISER13MAY 2013.m

Install_tune.ei.tune_1_4_13.t
une.xml

41954.1706

MSFirmwareVersion G.7200.01.09 OperatorName Agilent-PC\admin
RunCompletedFlag TRUE
Comp: d Table
DAt

Compound Label RT Mass I Abund I Formula I Tgt Mass | (ppm) I MFG Formula I DB Formula
| Cpd 1: C21 H23 N O S| 16.324]  337.1513] 1079]C21 H23 NO S | 337.15]  3.68 C21H23NOS | C21H23NOS |
Compound Label m/z RT Algorithm Mass
Cpd1: C21 H23NOS 337.1521 16.324 Find By Formula 337.1513

x103[Cpd 1:C21 H23NOS: +
1

4

MS Spectrum

0 : : -
4 5 6 7 8 9 1011 12 13
Coul

El EIC(319.1389, 337.1495, 342,1287, 360.1393) Scan DP-598.D
4155
11.526

14 15 16 17 18 19 20 21 22 23 24 25 26 27 28 29 30
nts vs. Acquisition Time (min)

x10 3 [Cpd 1: C21 H23 N O S: + FBF Spectrum (16.214-16.504 min) DP-598.D Subtract

1
08
0.6
04
02

0

337.4521
[C21H2BNOS}+

L

MS Zoomed Spectrum

120 140 160 180 200 220 240 260 280 300 320 340 360 380 400 420 440 460 480
Counts vs. Mass-to-Charge (m/z)

x10 3|Cpd 1: C21 H23 N O S: + FBF Spectrum (16.214-16.504 min) DP-598.D Subtract

1
08
06
0.4

02

0

337521
[C21H2BNOS|+

318 320 322 324 326 32
Co

8 330 332 334 336 338 340 342 344 346 348
unts vs. Mass-to-Charge (m/z)

MS Spectrum Peak List

m/z z [Abund Formula Ion
319.1399] 1 103.38|C21H23NOS M+[-H20]
320.1485| 1 31.97[c21H23N0S M-+[-H20]
337.1521) 1 1079.15|C21H23NOS M+
338.1541] 1 227.3[c21H23N0S M+
339.1374] 1 60.86|C21H23NOS M+

Agilent Technologies

Page 1 of 2

Printed at: 5:15 PM on:05-06-15

S24



HRMS spectra of compound 21

Bz
N

Display Report

Analysis Info
Analysis Name

Acquisition Date  6/2/2015 4:45:48 PM

D:\Dataluser data\2015\JUNE-2015\02-JUNE-2015\Dr.S. Kumar-DP-562-R.d

Method tune_low.m Operator RUCHI
Sample Name DP-562-R Instrument micrOTOF-Q Il 10330
Comment

Acquisition Parameter

Source Type ESI

Focus

Scan Begin

Scan End

Not active
50 m/z
3000 m/z

lon Polarity

Set Capillary

Set End Plate Offset
Set Collision Cell RF

Positive
4600 V
-500 V
130.0 Vpp

Set Nebulizer
Set Dry Heater
Set Dry Gas
Set Divert Valve

0.4 Bar
180 °C
4.0 l/min
Waste

Intens.
x108)]

0.8

0.4
0.2

0.0

Dr.S.Kumar-DP-562-R.d: TIC +All MS

05 06

Time [min]

Intens.
x10%

228.0484

328.1382
4241203

679.5105 773.2290
< o

+MS, 0.1-0.2min #(7-12)

869.2096

i

600

"800 900

1000 miz

310.1265

311.0183

+MS, 0.1-0.2min #(7-12)

312.1264

310.1260

311.1293

C19H19NOS, M+nH ,310.13]

3121220

310.0

3110

312.0

3125 m/iz

Bruker Compass DataAnalysis 4.0

printed:

6/2/2015 5:07:12 PM

Page 1 of 1



HRMS spectra of compound 3a

F

Display Report

Analysis Info
Analysis Name

Acquisition Date  4/24/2015 4:43:39 PM

D:\Data\user data\2015\April-2015\24-April-2015\Dr.S. Kumar-DP-566-1.d

Method tune_low.m Operator RUCHI
Sample Name DP-566-1 Instrument micrOTOF-Q Il 10330
Comment

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

Positive
4600 V
-500 V
130.0 Vpp

Set Nebulizer
Set Dry Heater
Set Dry Gas
Set Divert Valve

0.4 Bar
180°C
4.0 l/min
Waste

Intens.
x1057

Dr.S.Kumar-DP-566-1.d: TIC +All MS]

02

04 06

08 10 Time [min

Intens.
x104]

2 218.2117

274.2753

\ l 4753263
| W I\ | n

103.9560 l l
L L .

388.0771

+MS, 0.1-0.1min #(3-4),

721.1778

653.3558
e

100 7200 "300

400 500

600 700 "800 900 1000  miz

Intens.
x1043
2.04

1.53
1.04
0.5
0.0

372.0844

373.0868

+MS, 0.1-0.1min #(3-4),

374.0836

25003
20003
1500
10004

5003

372.0829

373.0862

C2THT6FNOS, M+nNa ,372.08|

374.0789

"3720

T3725

3730

3735 3740 T37a5 | miz

Bruker Compass DataAnalysis 4.0

printed:

4/24/2015 4:49:29 PM Page 1 of 1



HRMS spectra of compound 3b

Bz
N

Display Report

Analysis Info
Analysis Name

Acquisition Date  6/4/2015 10:47:06 AM

D:\Dataluser data\2015\JUNE-2015\04-june-2015\Dr.S.Kumar-DP-605.d

Method tune_low.m Operator RUCHI
Sample Name DP-605 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 430.0 Vpp Set Divert Valve Waste
Intens.
x108
—
\,;\
2 \
\
\\
,\\\
0 ; . ; , . e .
0.1 0.2 0.3 0.4 05 0.6 0.7 0.8 0.9 Time [min]
[——TIC +AIMS ]
Intenss. +MS, 0.2-0.2min #(9-12)
x10 476.1534
6<
4.
274.2772
27 380.1698
701.4991
o.........l..‘.l‘.-rl....,l.l.‘..-.., — :
100 200 300 400 500 600 700 m/z
Intens +MS, 0.2-0.2min #(9-12)
xiot 3401757
1.5 T
1.0
0.54 341.1792
3421733
o C2TH25NOS, M+nH ,340.17]
20003 340.1730
15004
10004
3 341.1763
500 342.1690
340.0 3405 341.0 3415 3420 3425 miz
Bruker Compass DataAnalysis 4.0 printed: 6/4/2015 11:44:05 AM Page 1 of 1
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