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1H, Bc. NMR, HRMS, LCMS & CHN Spectra of compounds 3a- 12f
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LCMS-2010A DATA REPORT
SCHOOL OF CHEMISTRY
UNIVERSITY OF HYDERABAD

User : Admin

Sample : SKG-608

Inj. Volume :5.000 i

Data Name : C:\LCMSsolution\User\Data\SKG-608-APCI-POS1.qld
Method Name : C:\LCMSsolution\User\Method\esi.qlm

' MS Spectrum

Line#:1 R.Time:0.758(Scan#:46) Positive
MassPeaks:314 BasePeak:237.05(7483766)
RawMode:Single 0.758(46)

BG Mode: Start 0.560(34)
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MS Peak Table
Peak# R.Time LTime F.Time Area Height A/H Mark %Total Name Base m/z Base Int.
1 0758 0560 1.043 280005070 24556967 11.40 100.00 237.05 7483766
280005070 24556967 100.00



FLASH EA 1112 SERIES CHN REPORT

SCHOOL OF CHEMISTRY
UNIVERSITY OF HYDERABAD
Method filename: C:\Program Files\Thermo Finnigan\Eager 300 for EA1112\DATA\Sys_data_ex
Sample ID: SKG-608 (# .]42)
Analysis type: UnkNown
Chromatogram filename: UNK-18022015-2.dat
Sample weight: 1.206
55.03 A 138
43.82 O
32,61 Nig
(mVolt) | 3a
21.414
03
\
102 1
A4TT,
T
. =t —— —
-1.01 f T T \ T G I - Pal N A 4
0.0 2.4 48 (min) 72 9.6 12.0
| Element Name Element % Ret. Time
Nitrogen 11. 96 0. 89 i
Carbon 76,12 1. 38 [
5. 18 4. 77 |

Hydrogen
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LCMS-2010A DATA REPORT
SCHOOL OF CHEMISTRY
UNIVERSITY OF HYDERABAD

User : Admin '
Sample : SKG-452-1
Inj. Volume :5.000
Data Name : C:\LCMSsolution\User\Data\SK G-452-I-APCI-POS1.qld
Method Name : C:\LCMSsolution\User\Method\esi.qlm
i
MS Spectrum
Line#:1 R.Time:0.759(Scan#:46) Positive
MassPeaks:172 BasePeak:253.05(6921410)
RawMode:Single 0.759(46)
BG Mode:Peak Start 0.560(34)
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MS Peak Table
Peak# R.Time 1Time F.Time Area  Height A/H Mark %Total Name Base m/z Base Int.

10759 0560 1.043 171035756 15606881 10.95 100.00 253.05 6921410

171035756 15606881 100.00



$ FLASH EA 1112 SERIES CHN REPORT

SCHOOL OF CHEMISTRY
UNIVERSITY OF HYDERABAD
Method filename: C:\Program Files\Thermo Finnigan\Eager 3?)0 for EA1112\DATA\Sys_data_ex
Sample ID: SKG-452-1 (# 155)
Analysis type: UnkNowni
Chromatogram filename: UNK-18022015-15.dat
Sample weight: 1.106
30.7
T h 121 ; o
‘ } i NH
24.49 J ‘ _
‘ H ? N
|
1829+ L S OMe
(mVolt) ’
12.08 |
0.7
5881 | \
A 491
-0.33 1 R _, T T T —
0.0 24 4.8 (min) 12 9.6 12.0
| Element Name  Element % Ret. Time 1
Nitrogen 11. 26 0. 78 '
Carbon 71,/ 57 1. 21

Hydrogen 4.7 4. 91
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LCMS-2010A DATA REPORT
SCHOOL OF CHEMISTRY
UNIVERSITY OF HYDERABAD

User : Admin }

Sample : SKG-493-11

Inj. Volume :5.000

Data Name : C:\LCMSsolution\User\Data\SK G-493-11-APCI-POS .qld
Method Name : C:\LCMSsolution\User\Method\esi.qlm

\
|

MS Spectrum
Line#:1 R.Time:0.773(Scan#:47) Positive
MassPeaks:268 BascPeak:225.20(8313275)
RawMode:Single 0.773(47)
BG Mode:Peak Start 0.527(32)
1
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MS Peak Table

Peak# R.Time LTime F.Time Area Height  A/H Mark %Total Name Base m/z Base Int.
10773 0527 1.043 246029086 18431530 1334 100.00

22520 8313275
246029086 18431530 100.00



)
SCHOOL OF CHEMISTRY
UNIVERSITY OF HYDERABAD

Method filename: C:\Program Files\Thermo Finnigan\Eager 30(; for EA1112\DATA\Sys_data_ex
Sample ID: SKG-493-11 (# 156)
Analysis type: UnkNown #
Chromatogram filename: UNK-18022015-16.dat
Sample weight: 1.141

FLASH EA 1112 SERIES CHN REPORT

44,79 T }1.39
.‘ h (0]
35.76- 3
“ : NH
N
26.744 H
(mVolt) -
1771 |
049
i \
8.69-
[ 469
T RO Son s O e e
0.0 2.4 48 G 12 96 12.0
. Element Name = Element % Ret. Time
Nitrogen 12. 56 0. 89
Carbon 74. 82 1. 39
Hydrogen 5. 45 4. 69

10
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User

Sample

Inj. Volume
Data Name
Method Name

LCMS-2010A DATA REPORT
SCHOOL OF CHEMISTRY
UNIVERSITY OF HYDERABAD

¥
: Admin
: SKG-493-1
: 5.000

: C:\LCMSsolution\User\Data\SK G-493-1-APCI-POS | .qld
: C:\LCMSsolutign\User\Meﬁ'lod\esi.qhu

MS Spectrum
Line#:1 R.Time:0,782(Scan¥:47) Positive
Mass| :257 BasePeak:223.10(8019945)
RawMode:Single 0.782(47)
BG Mode:Peak Start 0.577(35)
120~ — S — S _
110
100 = g
90-
. NH
70 =
60 N
50-
40- : 3c
3 |
20+ i
L |
10 | 209 [ Lid ‘
245 |
S8 e 81 95 o 3 19 163 [ = 1] ||‘, | 263 F+° W0 353 335 361 371 |
y T T ol | T T T T T T T T { N 0N 4l Ly s T T i ol Y i
50 70 S0 110 130 150 170 190 210 230 250 270 290 310 330 350 370 390
m/z
MS Peak Table
Peak# R.Time 1Time F.Time Area Height  A/H Mark %Total Name Base m/z Base Int.
10782 0577 1.043 200722973 16822675 11.93 100.00 223.10 8019945
200722973 16822675 100.00
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FLASH EA 1112 SERJES CHN REPORT
SCHOOL OF CHEMISTRY

UNIVERSITY OF HYDERABAD
Method filename: C:\Program Files\Thermo Finnigan\Eager 300 for EA1112\DATA\Sys_data_ex
Sample ID: SKG-493-1 (# 141)
Analysis type: UnkNown
Chromatogram filename: UNK-18022015-1.dat
Sample weight: 1.496
70.34 4 113
[
] (0]
55.75- 1 ) NH
~
N
41.16
3c
(mVolt)
26.574
| 0.81
11.98
4.15
-2.61 T am— e T >
0.0 24 4.8 (min) 72 9.6 12.0
Element Name - Element % i Ret. Time
Nitrogen 12. 53 0. 81
Carbon 75. 81 } 13

Hydrogen 4, 51 4. 15
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BRUKER MAXIS HRMS REPORT

School of Chemistry

University of Hyderabad
Analysis Info Acquisition Date  8/19/2015 11:51:01 AM
Analysis Name  D:\Data\2015\DrNagarajan\AUG\SKG-613-1IR.d
Method tune_low.m Operator Ramu Sridhar
Sample Name  SKG-613-II-DCM-MEOH Instrument maXis 10138
Comment
Acquisition Parameter
Source Type ESI lon Polarity Positive Set Nebulizer 4.4 psi
Focus Not active Set Capillary 3200V 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 1700 m/z Set Collision Cell RF 150.0 Vpp Set Divert Valve Waste
Intens. +MS, 0.9min #52
x105]
2.5
203.1187
o}
N
3d
1.5
1.0
0.51
204.1216
00—y oy T ey ey py
200 201 202 203 204 205 206 207 m/z
Bruker Compass DataAnalysis 4.0 printed:  8/19/2015 11:57:55 AM Page 1 of 1
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BRUKER MAXIS HRMS REPORT

School of Chemistry
University of Hyderabad
Analysis Info Acquisition Date  4/16/2014 12:13:15 PM
Analysis Name  D:\Data\2014\NAGARAJAN\APRL\SKG-503.d
Method tune_low_Pos.m Operator Ramu Sridhar
Sample Name  SKG-503-DCM-MEOH Instrument maXis 10138
Comment
Acquisition Parameter
Source Type ESI lon Polarity Positive Set Nebulizer 4.4 psi
Focus Not active Set Capillary 3800V Set Dry Heater 180 °C
Scan Begin 50 miz Set End Plate Offset  -500 V Set Dry Gas 4.0 Umin
Scan End 1500 m/z Set Collision Cell RF 350.0 Vpp Set Divert Valve Waste
Intens. +MS, 0.6-0.8min #(38-48)
x1
1.5
270.0874
(0]
NH NO,
N
H
3e’
1.0
0.5
271.0894
272.0911
0.0 — Y v : ey ey ;
268 269 270 27 272 273 miz
Bruker Compass DataAnalysis 4.0 printed:  4/16/2014 12:15:12 PM Page 1 of 1
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LCMS-2010A DATA REPORT
SCHOOL OF CHEMISTRY
UNIVERSITY OF HYDERABAD

User : Admin

Sample : SKG-533

Inj. Volume :5.000

Data Name : C:\LCMSsolution\User\Data\SKG-533-APCI-POS1.qld
Method Name : C:\LCMSsolution\User\Method\esi.qlm

MS Spectrum

Line#:1 R.Time:0.786(Scan#:48) Positive
MassPeaks:84 BasePeak:224.10(13443212)
RawMode:Single 0.786(48)

BG Mode:Peak Start 0.527(32)
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MS Peak Table
Peak# R.Time ITime F.Time rea
1 078 0527 1.043 293076473
293076473

A/H Mark %Total Name
15.04 100.00
100.00

Height
19476036
19476036

Base m/z

Tree T
210 220

Base Int.

224.10 13443212

T
230

240

250

2

m/z
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FLASH EA 1112 SERIES CHN REPORT

SCHOOL OF CHEMISTRY
UNIVERSITY OF HYDERABAD
Method filename: C:\Program Files\Thermo Finnigan\Eager 300 for EA11 I2\DATA\Sys_data_ex
Sample ID: SKG-533 (# 164)
Analysis type: UnkNown
Chromatogram filename: UNK-18022015-24.dat
Sample weight: 1.146
44.59 115
5 (]
35.42 ; NH
> N
. ! NS
4 =
26.24 ‘ 3f
(mVolt) 0.7
17.07 n i
7.9 i
3 | 1) 3.67
| A ~
o™ ' - S
-1.27+ T I . T T . T - >
0.0 24 4.8 (min) T2 9.6 12.0
Element Name  Element % ~ Ret. Time i }
| Nitrogen 1875 0. 77
i Carbon 69. 86 | 158 5 |

Hydrogen 4. 15 3. 67 |
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BRUKER MAXIS HRMS REPORT

School of Chemistry
University of Hyderabad

Analysis Info Acquisition Date  7/20/2015 12:15:37 PM
Analysis Name  D:\Data\2015\DrNagarajan\JULY\SKG-766R2.d
Method tune_low_Pos.m Operator Ramu Sridhar
Sample Name  SKG-766-DCM-MEOH Instrument maxXis 10138
Comment
Acquisition Parameter
Source Type ESI lon Polarity Positive Set Nebulizer 6.0 psi
Focus Not active Set Capillary 4500 V Set Dry Heater 180 °C
Scan Begin 50 miz Set End Plate Offset  -500 V Set Dry Gas 6.0 I/min
Scan End 1500 m/z Set Collision Cell RF  350.0 Vpp Set Divert Valve Waste
Intens. +MS, 0.3-0.6min #(20-33),
x109
81
2240820
(0]
NH
N
6 | N
3g Z
4
2
225.0844
221.1745
223.0957
2221796 227.1999
o ™ ; it ) ) o ; " A il : - : i
218 220 222 224 226 228 230 m/z
Bruker Compass DataAnalysis 4.0 printed:  7/20/2015 12:21:20 PM Page 1 of 1
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BRUKER MAXIS HRMS REPORT

School of Chemistry
University of Hyderabad
Analysis Info Acquisition Date ~ 7/2/2015 12:37:42 PM
Analysis Name  D:\Data\2015\DrNagarajan\JULY\SKG-605R1.d
Method TL-P.m Operator Ramu Sridhar
Sample Name  SKG-605-DCM-MEOH Instrument maXis 10138
Comment
Acquisition Parameter
Source Type ESI lon Polarity Positive Set Nebulizer 4.4 psi
Focus Not active Set Capillary 3800V 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 600 m/z Set Collision Cell RF  350.0 Vpp Set Divert Valve Waste
Intens. +MS, 0.1min #7
25001
324.9959
2000+ )
©fLNH
N)D 326.9944
H
Br
3h'
1500+
1000+
500+
325.9981
327.2063
325.6376
324.4898 ‘ 326.2985 l
3245 325.0 325.5 326.0 326.5 327.0 m/z

Bruker Compass DataAnalysis 4.0 printed:  8/14/2015 11:13:46 AM Page 1 of 1
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BRUKER MAXIS HRMS REPORT

School of Chemistry
University of Hyderabad

Analysis Info Acquisition Date  2/23/2015 1:34:03 PM
Analysis Name  D:\Data\2015\DrNagarajan\FEB\SKG-564R.d
Method tune_low_Pos.m Operator Ramu Sridhar
Sample Name  SKG-564-DCM-MEOH Instrument maxis 10138
Comment
Acquisiﬂon?'arameﬂer
Source Type ESI lon Polarity Positive Set Nebulizer 1.0 Bar
Focus Not active Set Capillary 4400V Set Dry Heater 180 °C
Scan Begin 50 m/z Set End Plate Offset  -500V Set Dry Gas 6.0 Umin
Scan End 1500 m/z Set Colljsion Cell RF 2500 Vpp Set Divert Valve Waste
intens. : *MIS, 0.4min #25)
x104
" 384.1706
25 J o}
NH
N =
omMe™ N
2.04 (
., Ph
3i'
15
1.0
17
382.1542 SR
0.51
383.1591
e i a7ea12 ( 385|1771 : sozs32 |
76 378 380 362 384 386 388 390
Bruker Compass DataAnalysis 4.0 printed:  2/23/2015 1:37:58 PM Page 1 of 1
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User

Sample

Inj. Volume
Data Name
Method Name

%

LCMS-2010A DATA REPORT
SCHOOL OF CHEMISTRY
UNIVERSITY OF HYDERABAD

: Admin

: SKG-622

: 5.000

: C:\LCMSsolution\User\Data\SK G-622-APCI-POS1.qld
g C:\LCMSsolution\Ulser\Method\esi’qlm

MS Spectrum

Line#:1 R.Time:0.788(Scan#:48) Positive
MassPeaks:350 BasePeak:338.20(2051111)

RawMode:Single 0.788(48)
BgMode:Puk Start 0.560(34)
1

110-

100-
%
80-
70-
60-
50-
40-
30
20-

65
10- T |
T | g2
o

97

138145 160 181189 204 e B U L

33

310

| e

382
I L]“ L

395 41l 4n 444 459

SO 70 9 110 130 150 170 190 210 230 250 270 290 310 330 350 370 390 410 430 450 470 490

MS Peak Table
Peak# R.Time LTime F.Ti

me
0788  0.560 1.043

Area Height  A/H Mark %Total Name Base m/z Base Int.
73767456 5944592 1240 100.00 338.20 2051111
73767456 5944592 100.00

m/z
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LY

FLASH EA 1112 SERIES CHN REPORT

SCHOOL OF CHEMISTRY
UNIVERSITY OF HYDERABAD
Method filename: C:\Program Files\Thermo Finnigan\Eager 300 for EA11 12\DATA\Sys_data_ex
Sample ID: SKG-622 (# 143)
Analysis type: UnkNown
Chromatogram filename: UNK-18022015-3.dat
Sample weight: 1.341
‘i
62.89 , o
49.93- | D
\ NH
\
N =
%9 - OMe N
(mVolt) ‘ \ (
| 3]' O
24.02+
.,0.7\7
1o7{ |
AN 4.13
o= e X ‘__7 _ = __,; e, s :
-1.89 T T = \ T >
0.0 48  (min) 72 9.6 12.0
‘ Element Name Element % Ret. Time [
| Nitrogen 12. 38 - 0. 77
| Carbon 67. 49 1. 14
| Hydrogen 5. 73 413

29
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BRUKER MAXIS HRMS REPORT

School of Chemistry

University of Hyderabad

Analysis Info

Acquisition Date  7/2/2015 12:02:43 PM

Analysis Name  D:\Data\2015\DrNagarajan\JULY\SKG-401.d

Method TL-P.m Operator Ramu Sridhar
Sample Name  SKG-401-DCM-MEOH Instrument maXis 10138
Comment
Acquisition Parameter
Source Type ESI lon Polarity Positive Set Nebulizer 4.4 psi
Focus Not active Set Capillary 3800V Set Dry Heater 180 °C
Scan Begin 50 m/z Set End Plate Offset -500 V Set Dry Gas 4.0 /min
Scan End 600 m/z Set Collision CellRF  350.0 Vpp Set Divert Valve Waste
Intens. +MS, 0.0min #2|
x105
5.
292.1086
44 (0]
NH
P
MeOQO N =
HN
3k
3.
293.1748
2.
1 <
294.1780 :
291.2296 ‘
v BT . .m : e LBl e, B L || A | A
290.0 290.5 291.0 2915 292.0 2925 293.0 2935 294.0 294.5 m/z

Bruker Compass DataAnalysis 4.0 printed:  7/27/2015 12:45:42 PM Page 1 of 1
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LCMS-2010A DATA REPORT

SCHOOL OF CHEMISTRY
UNIVERSITY OF HYDERAB
¥
User : Admin
Sample : SKG-321
Inj. Volume 1 5.000
Data Name : CALCMSsolution\User\Data\SK G-321-APCI-POS1 .qld
Method Name : CALCMSsolution\User\Method\esi.qlm

MS Spectrum
Line#:1 R.Time:0.799(Scan#:48) Positive
MassPeaks:249 BasePeak:212.05(14257197)
RawMode:Single 0.799(48)
BG Mode:Peak Start 0.543(33)
121
)

110-
100- h :Tz

in & m | ML o L) 167 192
T T T

LA T T T pes  li s l

MS Peak Table
Peak# R.Time LTime F Time Area Height  A/H Mark %Total Name Base m/z Base Int.
10799 0543 1010 344634718 26479198 13.01 100.00 212.05 14257197
344634718 26479198 100.00
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Method filename:
Sample ID:

Analysis type:
Chromatogram filename:
Sample weight:

50.56] R“G
|

40.09
I

29.62
| AP

19054 ||

. Element Name

Nitrogen
Carbon
Hydrogen

FLASH EA 1112 SERIES CHN REPORT
SCHOOL OF CHEMISTRY
UNIVERSITY OF HYDERABAD

C:\Program Files\Thermo Finnigan\Eager 300-for EA1112\DATA\Sys_data_ex
SKG-321 (# 163)

UnkNown
UNK-18022015-23.dat
1.153
0
d NH
~
N —
HN-
3l
,3.69
F” I — R
T R i (T et | ¢
24 48  (min) 72 9.6 12.0
~Flement % Kt Time = ‘
19. 78 0. 77 |
68.° 15 .16
4. 36 3. 69 \
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BRUKER MAXIS HRMS REPORT

‘School of Chemistry
University of Hyderabad

Analysis Info Acquisition Date  7/20/2015 12:29:37 PM
Analysis Name  D:\Data\201 5\DrNagarajan\JULY\SKG—BOU-R.d 5

Method tune_low_Pos.m Operator Ramu Sridhar

Sample Name SKG-BOU-DCM-MEOH Instrument maXis 10138
Comment i

Acquisition Parameter

Source Type ESI| lon Polarity Positive Set Nebulizer 4.4 psi

Focus Not active Set Capillary 4500 v Set Dry Heater 180 °C

Scan Begin 50 miz Set End Plate Offset  -500 v/ Set Dry Gas 4.0 Vmin

Scan End 1500 m/z Set Collision Cell RF 350.0 Vpp Set Divert Valve Waste

+MS, 0.4min #24

262.0980

O
NH

N/ =

HN
5
263.1007
264‘|1036 256.'1 721
258 260 262 264 266 268  miz

Bruker Compass DataAnalysis 4.0 printed:  7/20/2015 12:32:05 PM Page 1 of 1
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BRUKER MAXIS HRMS REPORT

School of Chemistry
University of Hyderabad

Analysis Info
Analysis Name  D:\Data\2015\DrNagarajan\man\SKG-614.d

Acquisition Date  3/5/2015 11:02:02 AM

Method tune_low_Pos.m Operator Ramu Sridhar
Sample Name  SKG-614DCM-MEOH Instrument maXis 10138
Comment
Acquisition Parameter
Source Type ESI lon Polarity Positive Set Nebulizer 10.0 psi
Focus Not active Set Capillary 4500 V Set Dry Heater 180 °C
Scan Begin 50 miz Set End Plate Offset  -500 V Set Dry Gas 10.0 I/min
Scan End 1500 m/z Set Collision Cell RF~ 350.0 Vpp Set Divert Valve Waste
Intens. +MS, 0.6min #37
163.0870
-2000-
(0]
NH
N A
H
7
15001
1000+
500
162.9088 163.3027 163.4916 163.7918 B
162.5696 1627166 : e [ | i # 163623 | | 163.8706 164;9065
162.6 162.8 163.0 163.2 163.4 163.6 163.8 miz
Bruker Compass DataAnalysis 4.0 printed:  3/5/2015 11:06:29 AM Page 1of 1
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BRUKER MAXIS HRMS REPORT

School of Chemistry
University of Hyderabad

Analysis Info

Analysis Name  D:\Data\2015\DrNagarajan\man\SKG-625.d

Acquisition Date

3/5/2015 10:52:18 AM

Method tune_low_Pos.m Operator Ramu Sridhar
Sample Name SKG-625-DCM-MEQOH Instrument maXis 10138
Comment
:cauiaiﬂon Parameter
Source Type ESI lon Polarity Positive Set Nebulizer 6.0 psi
Focus Not active Set Capillary 4200V Set Dry Heater 180 °C
Scan Begin 50 m/z Set End Plate Offset  -500 V Set Dry Gas 6.0 I/min
Scan End 1500 m/z Set Collision Cell RF  350.0 Vpp Set Divert Valve Waste
Intens. +MS, 0.5min #32
x1068]
161.0710
2.51
(0]
20 NH
—
N
7

1.54

1.0

0.5

162.0736
157.0830 l
0.01— ; . B , : . o —
154 156 158 160 162 164 166 miz

Bruker Compass DataAnalysis 4.0 printed: 3/5/2015 10:55:46 AM Page 1 of 1
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LCMS-2010A DATA REPORT
SCHOOL OF CHEMISTRY
UNIVERSITY OF HYDERABAD

User : Admin
Sample : SKG-676
Inj. Volume :5.000
Data Name

Method Name

Line#:1 R.Time:0.782(Scan#:47) Positive
MassPeaks:85 BasePeak:177.15(31741)
RawMode:Single 0.782(47)

BG Mode:Peak Start 0.593(36)

' MS Spectrum

: C:\LCMSsolution\User\Data\SK.G-676-APCI-POS1.gld
: C:\LCMSsolution\User\Method\esi.qlm

124 > —
110-
100-
90_
80-
70
o
50-
40-
30-
20-
10+ b

l“il

MS Peak Table
Peak# RTime LTime F.Time Area
1 0782 0593 0943 2487266
2487266

Height
2534glhﬁ
253416

A/H Mark %Total Name

9.81

100.00
100.00

Base m/z Base Int.

177.15

31741

t
180

190
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FLASH EA 1112 SERIES CHN REPORT

SCHOOL OF CHEMISTRY
UNIVERSITY OF HYDERABAD
Method filename: C:\Program Files\Thermo Finnigan\Eager 300 for EA11 12\DATA\Sys_data_ex
Sample ID: SKG-676 (# §62)

Analysis type: UnkNown
Chromatogram filename: UNK-18022015-22.dat
Sample weight: 1.119

A lf 1.18
g
29.67- I
| 0
. 20 NH
(mVolt) I H
14.38 - 8a
| ‘I ‘
k]
6.74 /
| 3.69
'0.9 _l‘r_ T = = : i — _'77 e '7"_7'_—';"_ 7"_777]'_ e i 7_’
0.0 24 48  (min) 72 9.6 12.0
| Element Name hEwee W R
Nitrogen 15. 82 0. 77
Carbon 68. 26 1. 18
Hydrogen 6. 81 3. 69 I
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= 5 %

LCMS-2010A DATA REPORT
SCHOOL OF CHEMISTRY
UNIVERSITY OF HYDERABAD
b
User : Admin
Sample : SKG-675
Inj. Volume :5.000 :
Data Name : C:\LCMSsolution\User\Data\SKG-675—APCI—POSl .qld
Method Name 3 C:\LCMSsoluﬁori\Uscr\I\dethod\csi.qlm

MS Spectrum
Line#:1 R.Time:0.78| Scan#:47) Positive
MassPeaks:108 Bmg(ed::IBI.OS(!OIZSNO)
RawMode:Single 0. 780(47)
«BG Mode:Peak Start 0.543(33)
20—
HO'-“
100-]

90_1 O |‘9!

: |

7 |
i

60 N )</ \

N i

j 3

o3 8b r

40~ ‘

: |

2 |

1 151 |
A S | St ,Jz,;,,.,'.L’_,,r‘.lifﬁ,_.ﬁl?_r,w_q,ﬁ"iﬁr,,-ﬁﬁ..ﬁ,ﬁw,..‘I.Lﬁ..*.,k.‘i.-ﬁ,_'??,...
50 60 70 80 90 100 110 120 130 140 150 160 170 180 190 200

MS Peak Table

Peak# R.Time LTime F.Time Area Height  A/H Mark %Toral Name Base m/z Base Int,
I 0780 0543 1043 240182538 19357889 12.40 100.00

191.05 10128940
240182538 19357889 100.00

.
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: FLASH EA 1112 SERIES CHN REPORT

SCHOOL OF CHEMISTRY
UNIVERSITY OF HYDERABAD
Method filename: C:\Program Files\Thermo Finnigan\Eager 300 for EA11 I2\DATA\Sys_data_ex
Sample ID; SKG-675 (#,161)
Analysis type: UnkNown
Chromatogram filename: UNK-18022015-21.dat
Sample weight: 1.241
lI
50.22 T |
1.18
1
39.88- I‘
l 0
29.54- r\ ©fU\NH
(mVolt) H)</
_ L] 8b
19.2 0.78
feoin
bl
8.86- 2]
1 424
148 PR G | T = T el >
0.0 2.4 48  (min) 7.2 9.6 12.0
Element Name ~ Element % Ret. Time |
Nitrogen 14. 62 0. 78
Carbon 69. 56 I. I8

Hydrogen 7-. 35 4: 24
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BRUKER MAXIS HRMS REPORT
School of Chemistry

University of Hyderabad
Analysis Info Acquisition Date  7/2/2015 11:48:30 AM
Analysis Name  D:\Data\201 5\DrNagarajan\JULY\SKG-724.d
Method tune_low.m Operator Ramu Sridhar
Sample Name  SKG-724-DCM-MEOH Instrument maXis 10138

Comment

S ity e i e S
Acquisition Parameter

Source Typé ESI lon Polarity Positive Set Nebulizer 6.0 psi
Focus Not active Set Capillary 4200V Set Dry Heater 180 °C
Scan Begin 50 miz Set End Plate Offset  -500 V Set Dry Gas 6.0 /min
Scan End 1700 miz Set Collision Cell RF 150.0 Vpp Set Divert Valve Waste
Intens, r*’"—“" §% +MS, 0.2-0.5min #(11-28)
x108 |
i
261.1003
.{
.
]
4
]
1 0
i NH
| )iMe
\ N
| H Ph
ot
4 8c
"
| 262.1010
1
| 258.[)390 263.1030 ‘|
T : R . , e ; , : —
254 256 258 260 262 264 266 268 m/z
Bruker Compass DataAnalysis 4.0 ~ printed:  7/2/2015 11:52:04 AM Page 1 of 1
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LCMS-2010A DATA REPORT
SCHOOL OF CHEMISTRY
UNIVERSITY OF HYDERABAD

@

User : Admin

Sample : SKG-679

Inj. Volume : 5.000

Data Name : C:\LCMSsolution\User\Data\SKG-679-APCI-POS 1 .qld
Method Name

: C:\LCMSsolution\User\Method\esi.qlm

. MS Spectrum

Line#:1 R.Time:0.845(Scan#:51) Positive

MassPeaks:99 BasePeak:217.15(3171594)

RawMode:Single 0.845(51)
BG Mode: Start 0.627(38)

1

10"
100- 217

90- o ‘

it NH

70

60- N

50- H d ‘

40 8 |

30- |

20~

187
10- 233
8 o % 07 131 9 55 i trivie] w MI ‘ [
b AR k! Dl Gk BRR RS T Mkdd Ak, UDRERLAAM Ayl [ AGE SRS LSl bhie) SOARS Libiy LIARY LLAL [kl L bbb S Y2 i Rl i ] T
50 60 70 80 90 100 110 120 130 140 150 160 170 18D 190 200 210 220 230 240
miz

MS Peak Table
Peak# R.Time ITime F.Time Area Height A/H Mark %Total Name Base m/z Base Int.

1 0845 0627 1.143 120622280 10580566 11.40 100.00 217.15 3171594

120622280 10580566 100.00
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FLASH EA 1112 SERIES CHN REPORT
SCHOOL OF CHEMISTRY
UNIVERSITY OF HYDERABAD

C:\Program Files\Thermo Finnigan\Eager 300 forhEAl 112\DATA\Sys_data_ex

Method filename:
Sample ID: SKG-679 (# l462
Analysis type: UnkNown :
Chromatogram filename: UNK-18022015-6.dat
Sample weight: 1.112
lI
iy 1.16
25.97
0]
19.34- . dNH
. 0.73
(mVol) . H)%
12.72-
’ h \ &d
N1
6.09- |
| \E 3.89
%,.,"r")‘\‘\‘-&;i et __—-:_ =S S— —
-0.54 : - 1 —>
0.0 24 4.8 (min) 72 9.6 12.0
| Element Name Element % Ret. Time
Nitrogen 135077 0. 73
Carbon 72. 25 1. 16
7. 41 3. 89

‘ Hydrogen

|
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LCMS-2010A DATA REPORT
SCHOOL OF CHEMISTRY
UNIVERSITY OF HYDERABAD

¥
User : Admin
Sample : SKG-678
Inj. Volume : 5.000
Data Name : C:\LCMSsolution\User\Data\SKG-678-APCI-POS1.qld
Method Name : C:\LCMSsolution\User\Method\esi.qlm
|
MS Spectrum
Line#:1 R.Time:0.964(Scan#:58) Positive
MassPedks: 81 BasePeak.266.25(14363291)
RawMode:Single 0.964(58)
BG Mode Peak Start0.527(32)
20— - -
110
100-; 266
90- O
80 {
70- Pt |
60- N |
50- H \
5 NH ‘
® 8
30- i
20-
10-
3% ol‘ bz S 'I’P'?ll' 132 149 161 177 lﬂm Z?I !';r‘ { 1“ 298 Jm 3“153 368 mm 4Il IOZT 09 439 470 IMQOB
l} 1 0 ’ i ) 1
0 70 S0 110 130 150 170 190 210 230 250 270 290 310 330 350 370 390 410 430 450 470 490
miz
MS Peak Table
Peakff R.Time |Time F.Time Area _ Height A/H Mark %Total Name Base m/z Base Int.
1 0964 0527 1143 226437874 7121250 31.79 100.00 26625 14363291
226437874 7121250 100.00
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FLASH EA 1112 SERIES CHN REPORT
SCHOOL OF CHEMISTRY

UNIVERSITY OF HYDERABAD

Method filename: C:\Program Files\Thermo Finnigan\Eager 300 for EA1112\DATA\Sys_data_ex
Sample ID: SKG-678 (# 158)
Analysis type: UnkNown
Chromatogram filename: UNK-18022015-18.dat
Sample weight: 1.263
lI
56.15 T 136
44.55 1
| o
32.96- ‘
| NH
(mVolt)
21.36- 'Mﬁ &/ NH
| .‘ 8e
9.76- ' \
k 4.68
]\ 4
1834 e : | — ! —
0.0 24 4.8 (min) 1.2 9.6 12.0
~ Element Name Element % Ret. Time
| Nitrogen 15. 76 0. 88
Carbon 67. 85 1. 36
Hydrogen 4. 12 4. 68
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BRUKER MAXIS HRMS REPORT

School of Chemistry
University of Hyderabad

Analysis Info i Acquisition Date  7/2/2015 12:15:13 PM
Analysis Name  D:\Data\2015\DrNagarajan\JULY\SKG-726R1.d
Method tune_low.m Operator Ramu Sridhar
Sample Name  SKG-726-DCM-MEOH Instrument maXis 10138
Comment
Ac-&ui-sition Parameter S5 W,
Source Type ESI lon Polarity Positive Set Nebulizer 4.4 psi
Focus Not active Set Capillary 4500 V Set Dry Heater 200 °C
Scan Begin 50 m/z Set End Plate Offset  -500 V Set Dry Gas 4.0 l/min
Scan End 1800 m/z Set Collision Cell RF 350.0 Vpp Set Divert Valve Waste
Intens.| Sy +MS, 0.4-0.6min #(26-35)
x106 |
323.1163
3 i
]
{ 0O
NH
)< Ph
w N Ph
[ 324.1153 H
i 8f
2-
14
1
!
f 320.1026 325.1170 "
| 320.6039 323.5610
o . | il o gl g bl . e
320 321 322 323 324 325 326 327 miz
Bruker Compass DataAnalysis 4.0 printed:  7/2/2015 12:19:21 PM Page 1 of 1
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Analysis Info
Analysis Name

BRUKER MAXIS HRMS REPORT

School of Chemistry
University of Hyderabad

Acquisition Date  8/5/2015 12:13:15 PM

D:\Data\2015\DrNagarajan\AUG\SKG-644.d

Method tune_low.m Operator Ramu Sridhar
Sample Name  SKG-644-DCM-MEOH Instrument maXis 10138
Comment
Acquisition Parameter
Source Type ESI lon Polarity Positive Set Nebulizer 4.4 psi
Focus Not active Set Capillary 4000 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 1700 m/z Set Collision Cell RF  150.0 Vpp Set Divert Valve Waste
Intens. +MS, 1.0min #62
x104
5.
249.1008
4
(0]
N
Me
NH,
3] 10a
4
2_
1 -
250.1036
251 |1 063
245 246 247 248 249 250 251 252 253 254 miz
Bruker Compass DataAnalysis 4.0 printed: ~ 8/5/2015 12:17:50 PM Page 1 of 1
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BRUKER MAXIS HRMS REPORT
School of Chemistry

University of Hyderabad
Analysis Info Acquisition Date  8/5/2015 12:26:16 PM
Analysis Name ~ D:\Data\2015\DrNagarajan\AUG\SKG-656.d
Method tune_low.m Operator Ramu Sridhar
Sample Name  SKG-856-DCM-MEOH Instrument maXis 10138
Comment
Acquisition Parameter
Source Type ESI lon Polarity Positive Set Nebulizer 4.4 psi
Focus Not active Set Capillary 3000V 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 1700 m/z Set Collision Cell RF 150.0 Vpp Set Divert Valve Waste
Intens. +MS, 1.1min #67
279.1601
2000
(0]
N
NH, cl
15004 10b
269.0465
10004
247.0636 283, 764
500
227.1201
257.0522
205.0866 219.0283 } ‘ ) l }
| | L A oy
200 220 240 260 280 m/z

Bruker Compass DataAnalysis 4.0 printed:  8/5/2015 12:32.35 PM Page 1 of 1
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BRUKER MAXIS HRMS REPORT

School of Chemistry
University of Hyderabad
Analysis Info Acquisition Date  8/5/2015 1:08:23 PM
Analysis Name  D:\Data\2015\DrNagarajan\AUG\SKG-665R.d
Method tune_low.m Operator Ramu Sridhar
Sample Name  SKG-665-DCM-MEOH Instrument maXis 10138
Comment
Acquisition Parameter
Source Type ESI lon Polarity Positive Set Nebulizer 4.4 psi
Focus Not active Set Capillary 4500 V Set Dry Heater 200 °C
Scan Begin 50 m/z Set End Plate Offset  -500 V Set Dry Gas 4.0 l/min
Scan End 1800 m/z Set Collision Cell RF  350.0 Vpp Set Divert Valve Waste
Intens. +MS, 1.0min #58|
X105
1424
1.254 301.142 0O
N
Br
NH,
10c
1.00-
314.9939
312.9959
0.75-
0.50
293.0121
291.0139
0.25-
& SR e S IR . . S ‘ M.L,Al
; 290 295 300 305 310 315 miz
Bruker Compass DataAnalysis 4.0 printed:  8/5/2015 1:21:02 PM Page 1 of 1
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BRUKER MAXIS HRMS REPORT

“School of Chemistry
University of Hyderabad

Analysis Info Acquisition Date  8/5/2015 12:00:24 PM
Analysis Name  D:\Data\201 5\DrNagarajan\AUG\SKG-654.d
Method tune_low.m Operator Ramu Sridhar
Sample Name  SKG-654-DCM-MEOH Instrument maXis 10138
Comment
Acquisition Parameter
Source Type ESI lon Polarity Positive Set Nebulizer 4.4 psi
Focus Not active Set Capillary 3200V Set Dry Heater 180 °C
Scan Begin 50 m/z Set End Plate Offset  -500 V Set Dry Gas 4.0 /min
Scan End 1700 m/z Set Collision Cell RF  150.0 Vpp Set Divert Valve Waste
Intens. +MS, 0.1-0.1min #(3-4)
x104
1.501
213.1026
1.254
L
N
H
1.004 NH,
10d
0.754
0.50-
0.251 214.1065
215.1086 217'11057
T 211 212 213 214 " 215 216 217 miz
Bruker Compass DataAnalysis 4.0 printed:  8/5/2015 12:05:49 PM Page 1 of 1
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BRUKER MAXIS HRMS REPORT
School of Chemistry

University of Hyderabad

Analysis Info Acquisition Date  8/5/2015 12:42:20 PM
Analysis Name D:\Data\2015\DrNagarajan\AUG\SKG-659R.d
Method tune_low.m Operator Ramu Sridhar
Sample Name  SKG-659-DCM-MEOH Instrument maXis 10138
Comment
Acquisition Parameter
Source Type ESI lon Polarity Positive Set Nebulizer 4.4 psi
Focus Not active Set Capillary 4500 V Set Dry Heater 200 °C
Scan Begin 50 miz Set End Plate Offset -500 V Set Dry Gas 4.0 l/min
Scan End 1800 m/z Set Collision Cell RF  350.0 Vpp Set Divert Valve Waste
Intens. +MS, 1.0min #58|
x105
2.5
293.0907
(0]
2.04
N
M
NH, CO-Me
10e
1.5
1.04
0.51
294.0936
290.0824 295.?963 %
0.0 : — - - - - :
288 290 292 204 296 208 300 miz
Bruker Compass DataAnalysis 4.0 printed:  8/5/2015 12:49:26 PM Page 1 of 1
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LCMS-2010A DATA REPORT
SCHOOL OF CHEMISTRY
UNIVERSITY OF HYDERABAD

User : Admin

Sample : SKG-696

Inj. Volume :5.000

Data Name 3 C:\LCMSsolutsion\User\Data\SKG—ﬁ%-APCI-POS l.qld
Method Name : C:\LCMSsolutipn\User\I\dethod\eﬂ.qlm

MS Spectrum
' Line#:1 R.Time:0.759(Scan#:46) Positive
MassPeaks: 169 BasePeak:253.05(6921410)
RawMode:Single 0.759(46)
BG Mode:Peak Start 0.560(34)
1 — L s A N
11
100- =
90- O
80- N [
70- )\ Me \
6o N” ~“Me |
50 H |
11a
40 ‘
30- |
20- | |
104 . ‘J o
118 126 145 182 23 7
i & 75 ™ 110 e :?o = ‘m‘ i -mr' | ns Ll | st
060 70 80 9 100 110 120 130 140 150 160 170 180 190 200 210 220 230 240 250 260 270
m/z
MS Peak Table
Peakdé R.Time LTime F.Time Area Height  A/H Mark %Total Name Base m/z Base Int.
I 0759 0560 0943 137998589 14374840 9,60 100.00 253.05 6921410
137998589 14374840 100.00
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FLASH EA 1112 SERIES CHN REPORT

SCHOOL OF CHEMISTRY
UNIVERSITY OF HYDERABAD
Method filename: C:\Program Files\Thermo Finnigan\Eager 300 for EA1112\DATA\Sys_data_ex
Sample ID: SKG-696 (# 149)
Analysis type: UnkNown
Chromatogram filename: UNK-18022015-9.da
Sample weight: 1.132 ’
33.52 \
| | i
e L)
25.14
| I N)\ ma1e
(mVolt) ‘ ‘ H
11a
16.76- :,0-44
b |
8.39 | |
[\ 4.69
R '
0.011 \ T 1 T 1 | DR TR >
0.0 2.4 4.8 (min) 72 9.6 12.0
| Element Name Element % ~ Ret.Time ‘
Nitrogen 11. 18 0. 88
Carbon 76. 31 1. 39 ‘
J Hydrogen 6. 31 4. 69

L i
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LCMS-2010A DATA REPORT
SCHOOL OF CHEMISTRY
UNIVERSITY OF HYDERABAD

User : Admin

Sample : SKG-658

Inj. Volume : 5.000

Data Name : G:\LCMSsolution\User\Data\SK G-658-ESI-POS1 .qld
Method Name : C:\LCMSsolution\User\Memod\Copy of JAY-4-APCLglm

MS Spectrum
Line#:1 R.Time:0.621(Scan#:38) Positive
MassPeaks: 74 BascPeak:272.25(351872)
RawMode:Single 0.62 1(38)
BG Mode:Peak Start 0.343(21)
20— _ o e i
1105
100- sz
%- 0 I
80- |
70- [ :[ N ‘
60- )\ Cl |
N~ Me | |
50- H ‘ i
40 11b
30+ |
20 !
lﬂfj | |
“1'5'1""' e ] 13"‘"""":?'2’*' ”\ i M T -lul i T ”.' ooy '7.9 S iia [m‘ T ru,\ vy -usw "z‘ﬂT'""""\'J"""" e
50 60 70 8 9 100 110 120 130 140 150 160 170 180 190 200 210 220 230 240 250 260 270 280
m/z
MS Peak Table
Peak# R.Time 1Time F.Time Area He?t A/H Mark %Total Name Basem/z Base Int.
1 0621 0343 1043 26945307 1624710 16,58 100.00 27225 351872
26945307 1624710 100.00
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FLASH EA 1112 SERIES CHN REPORT

SCHOOL OF CHEMISTRY
UNIVERSITY OF HYDERABAD
Method filename: C:\Program Files\Thermo Finnigan\Eager 300 for EA11 12\DATA\Sys_data_ex
Sample ID: SKG-658 (# 144)
Analysis type: UnkNown
Chromatogram filename: UNK-18022015-4.dat
Sample weight: 1.307
lI
52.04 A ‘ 137
41.28 ”
| | 1,
' N
« 3052
o | ©\)NL)\M cl
(mVolt) | N Me
19.76- J diLb
,0.89
9.0+
\ NAE 4.68
| \ 1
e = S ¥ = o ,
AT \ | : I 1 | | G e
0.0 24 4.8 (min) T2 9.6 12.0
Element Name Element % Ret. Time I
Nitrogen 10. 36 . 0. 89 \
Carbon 66. 15 R ‘
Hydrogen 4. 73 4. 68

I
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BRUKER MAXIS HRMS REPORT

Analysis Info

School of Chemistry

University of Hyderabad

Acquisition Date  3/18/2015 1:16:10 PM

Analysis Name D:\Data\2015\DrNagarajan\mar‘\SKG-667Ad

Method TL-P.m Operator Ramu Sridhar
Sample Name  SKG-667-DCM-MEOH Instrument maXis 10138
Comment
AcquisiFm Parameter
Source Type ESI lon Polarity Positive Set Nebulizer 4.4 psi
Focus Not active Set Capillary 3800V Set Dry Heater 180 °C
Scan Begin 50 m/z Set End Plate Offset  -500 V' Set Dry Gas 4.0 V/min
Scan End 600 m/z Set Collision Cell RF  350.0 Vpp Set Divert Valve Waste
Intens. +MS, 0.0min #1
x105
339.0114
8
341.0099
(0]
X
Br
61 N Me
H
11c
44
2-
340.0140
336.9960 342.0120
L 333.Loosz 337‘,9997 343“0709
0 v ¢ ,' S y + + 3 +
332 334 336 338 340 342 344 m/z

Bruker Compass DataAnalysis 4.0

printed:  3/18/2015 1:20:40 PM Page 1 of 1

74



9TH T~
et

N)\Me

11d

ppm

Y

(=)
Oj
—_

=
<
=

|

o0
[=}
(o]

g

88'0C—

LV'89—

6091 —

10 ppm

170 160 150 140 130 120 110 100 90 80 70 60 50 40 30 20

180

75



LCMS-2010A DATA REPORT
SCHOOL OF CHEMISTRY
UNIVERSITY OF HYDERABAD

¢
User ! Admin
Sample : SKG-657
Inj. Volume :5.000
Data Name : C:\LCMSsolution\User\Data\SK.G-65 7-APCI-POS1.qld
Method Name

Line#:1 R.Time:0.786(Scan#:48) Positive

: C:\LCMSsolution\User\Method\esi.qlm

i MS Spectrum

MassPeaks:175 BmPcuk:239,00(I0605560)

BG ModePeal S sl

e
110-
100
%,
80-
70
60-
50
40
30-
2
10

53 6 17 91 104
B qrag T T

22
209
I

T T
50 60 70 8 90 100 110 120 130

MS Peak Table

Peak# R.Time 1Time F.Time Arca Heiagm A/H Mark %Total Name Base m/z Base Int.
I 078 0543  1.043 542626652 40162806 13,51 100.00 239.00 10605560
542626652 40162806 100.00

121 136 152 165 181 194
T ey

225
L

| AL | [ T oty o kAl | T
140 150 160 170 180 190 200 210 29

[

\“ 285 3}" w5 o0 |
Herorrerrrey : e R /5
0 230 240 250 260 270 280 290
m/z
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FLASH EA 1112 SERIES CHN REPORT
SCHOOL OF CHEMISTRY
UNIVERSITY OF HYDERABAD

Method filename: C:\Program Files\Thermo Finnigan\Eager 300 for EA1112\DATA\Sys_data_ex
Sample ID: SKG-657 (f 157)
Analysis type: UnkNown
Chromatogram filename: UNK-18022015-17.dat
Sample weight: 1.226
57.97 137
l
| I
46.23+ \ o O
i
| B
34.48
| e
(mVolt) H
‘ i 11d
22.74 |1
qu
f ‘ |
10.99 ” i
| ‘ | 4.66
ERE S U ) v |
-0.75 : : : | ‘ R
0.0 24 48 (min) 72 9.6 12.0
Element Name Element % Ret. Time
Nitrogen 11. 65 0. 89
Carbon 75. 52 1..37
Hydrogen 6. 07 4. 66
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BRUKER MAXIS HRMS REPORT

School of Chemistry
University of Hyderabad
Analysis Info "'Aoquismon Date 2/23/2015 12:39:19 PM
Analysis Name  D:\Data\2015\DrNagarajan\FEB\SKG-688.d
Method TL-P.m b Operator Ramu Sridhar
Sample Name  SKG-688-DCM-MEOH Instrument maXis 10138
Comment
Acquisiﬁoﬁ Parameter
Source Type ESI lon Polarity Positive Set Nebulizer 0.3 Bar
Focus Not active Set 'Capillary 3800 V Set Dry Heater 180 °C
Scan Begin 50 m/z Set End Plate Offset  -500 V Set Dry Gas 4.0 /min
Scan End 600 m/z Set Collision Cell RF  350.0 Vpp Set Divert Valve Waste
Intens. +MS, 0.1-0.2min #(5-10)
x106 |
319.1065
4
(0]
N
A come
N
H 11e
3
24
14
¥ 320.1089
319.5354
3 s.losm 317,10900 321.|1 13
0 - : - : i + . r
316 317 318 319 320 321 322 miz

Bruker Compass DataAnalysis 4.0 printed:  2/23/2015 12:41:08 PM Page 1 of 1
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LCMS-2010A DATA REPORT
SCHOOL OF CHEMISTRY
UNIVERSITY OF HYDERABAD

¢
User : Admin
Sample : SKG-670
Inj. Volume : 5.000
Data Name : C:\LCMSsolution\User\Data\SKG-670-APCI-POS1 .qld
Method Name : C:\LCMSsolution\User\Method\esi.qlm
i
MS Spectrum
Line#:1 R.Timc:O.SZS(Scan#:SD) Positive
MassPeaks:318 BasePeak:331.25(68211 19)
RawMode:Single 0.828(50)
BG Mode:Peak Start 0.627(38)
20— —
104
100- EH 0
5 (
80 N
70- 1 N
60- I H
OMe
b4 111
40-
30- :
20 |
10+ w2 [J‘Jl |
LT N 152 166 177 194 208 2 ayrae7 264 | 304 321 ,L | e S 3 M6 Ol gres g mw
I\'J‘I‘\'\I‘I\\'[‘\‘\ S e ey T el M o ) PO | L SR O . 0 s s o o § 00 i a
50 70 90 110 130 150 170 190 210 230 250 2"’0 290 310 330 350 370 390 410 430 450 470 490
m/z
MS Peak Table
Peak# R.Time ITime F.Time Area Height  A/H Mark %Total Name Base m/z Base Int.
I 0828 0627 1.093 118182453 10608738 11.14 100.00 331.25 6821119
118182453 10608738 100.00

81



FLASH EA 1112 SERIES CHN REPORT

SCHOOL OF CHEMISTRY
UNIVERSITY OF HYDERABAD
Method filename: C:\Program Files\Thermo Finnigan\Eager 300 for EA11 12\DATA\Sys_data_ex
Sample ID: SKG-670 (# ISO)
Analysis type: UnkNown
Chromatogram filename: UNK-18022015-10.dat
Sample weight: 1.483
S0 4 1.33
52,97 0 /@
{ N
|
39.02 l‘ H)\@\
(mVolt) OMe
25.08- ik
0.88
1] | ‘ !
[ , 4.67
5 : %
-2.82+ | \ T T T T =
0.0 4.8 (min) 72 9.6 12.0
Element Name Element % Ret. Time
Nitrogen 8. 56 0. 88
Carbon 76. 25 1. 33
Hydrogen 5. 41 4. 67
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BRUKER MAXIS HRMS REPORT
School of Chemistry

University of Hyderabad
Analysis Info Acquisition Date  3/18/2015 1:06:21 PM
Analysis Name  D:\Data\2015\DrNagarajan\mar\SKG-698R.d
Method tune_low_Pos.m Operator Ramu Sridhar
Sample Name  SKG-698-DCM-MEOH Instrument maXis 10138
Comment
Acqﬁlsltion Parameter
Source Type ESI lon Polarity Positive Set Nebulizer 4.4 psi
Focus Not active Set Capillary 3800V Set Dry Heater 180 °C
Scan Begin 50 miz Set End Plate Offset  -500 V Set Dry Gas 4.0 Umin
Scan End 1500 m/z Set Collision Cell RF  350.0 Vpp Set Divert Valve Waste
Intens. +MS, 0.6-0.8min #(33-35)|
x106
44
251.1181
(0]
: @i
-~ Me
N Me
12a
2-
252.1189
14
253.1209 .
0 . . . L I . .
246 248 250 252 254 256 m/z

Bruker Compass DataAnalysis 4.0 printed:  3/18/2015 1:09:30 PM Page 1 of 1
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LCMS-2010A DATA REPORT
SCHOOL OF CHEMISTRY
UNIVERSITY OF HYDERABAD

User : Admin

Sample : SKG-663

Inj. Volume : 5.000

Data Name : G:\LCMSsolution\User\Data\SKG-663-APCI-POS .qld
Method Name 2 C:\LCMSsolution\Usler\Method\Copy of JAY-4-APCLglm

. MS Spectrum
Line#:1 R.Time:0.638(Scan#:39) Positive
MassPeaks:269 BascPeak:270.60(6372491)
RawMode:Single 0.638(39)
BG Mode:Peak Start 0.443(27)

L e — ——
L

110=

100~ m
90-

| 0
80 | dLN
70-
E Cl
60 ( N/)\Me
| 12b

50-
40
30
2-
10-

is3 60 7 97 o5 126, s 15T gqy 186 200

4 | . 235 243 253
T T T T T T T e T T i B i
50 70 90 110 130 150 170 190 210 230 250

W30 312 ms 37 3sa 37 ey 0|
: = IS o

= ‘
% 310 330 350 370 390
m/z

b
270

MS Peak Table

Peak# R.Time [LTime F.Time Area Height  A/H Mark %Total Name Base m/z Base Int.
I 0638 0443 0793 91618087 9861805 9.29 100.00 270.60 6372491
91618087 9861805 100,00



FLASH EA 1112 SERIES CHN REPORT

%
SCHOOL'OF CHEMISTRY
UNIVERSITY OF HYDERABAD
Method filename: C:\Program Files\Thermo Finnigan\Eag;er 300 for EAI 12\DATA\Sys data_ex
Sample ID: SKG-663 (# 154)
Analysis type: UnkNgwn
Chromatogram filename: UNK-18022015-14.dat
Sample weight: 1.316
54.36 T ﬂ 137
433 ‘
| [ Y (o]
N
32.24 5 et
N Me
(mVolt) 12b
0.
21.17- \
1|1
‘ |‘ | I
{1 4|
10.11
095+ — e e
0.0 24 4.8 (min) ¥2 9.6 12.0
" Element Name Element % Ret. Time 5
| Nitrogen 10 26 0. 88 |
Carbon 66. 42 1..37
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BRUKER MAXIS HRMS REPORT

School of Chemistry
University of Hyderabad

Analysis Info Acquisition Date  2/23/2015 1:16:47 PM
Analysis Name  D:\Data\2015\DrNagarajan\FEB\SKG-668.d
Method tune_low_Pos.m ' Operator Ramu Sridhar
Sample Name  SKG-668-DCM-MEOH Instrument maXis 10138
Comment
Acquisiti_c,\;_l;ammeter )
Source Type ESI lon Polarity | Positive Set Nebulizer 0.6 Bar
Focus Not active Set Capillary 3800V Set Dry Heater 180°C
Scan Begin 50 miz Set End Plate Offset  -500 V Set Dry Gas 6.0 Umin
Scan End 1500 m/z Set Collision CellRF ~ 350.0 Vpp Set Divert Valve Waste
Intens. +MS, 0.9min #51
x106
4
315.0128 317.0109
3
(0]
A
i~ Br
N Me
12¢
2
!
1
316.0153 318.0133
OJ o 7 l | !l i 1L v . J
312 314 316 318 320 322 miz
Bruker Compass DataAnalysis 4.0 " printed:  2/23/2015 1:20:59 PM Page1of1
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BRUKER MAXIS HRMS REPORT
School of Chemistry

University of Hyderabad
Analysis Info . Acquisition Date  2/23/2015 11:21:17 AM
Analysis Name  D:\Data\2015\DrNagarajan\FEB\SKG-660.d
Method TL-P.m Operator Ramu Sridhar
Sample Name SKG-SGD-DCM—MEOF‘ Instrument maXis 10138
Comment
Acquisiti'onr égr;fneter
Source Type ESI lon Polarity Positive Set Nebulizer 0.3 Bar
Focus Not active Set Capillary 3800 V Set Dry Heater 180 °C
Scan Begin 50 miz Set End Plate Offset  -500 V Set Dry Gas 4.0 Vmin
Scan End 600 m/z Set Collision Cell RF 350.0 Vpp Set Divert Valve Waste
Intens, : M5, 0.4-0.6min #(26-33)
x108
259.0846
1.5
P
A
Pz
N Me
1.0 12d
0.5-
260.0873
00— r : Tt ; L L - . r -
250 252 254 256 258 260 262 264 266 miz

Bruker Compass DataAnalysis 4.0 printed:  2/23/2015 11:49:20 AM Page 1 of 1
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BRUKER MAXIS HRMS REPORT

School of Chemistry
University of Hyderabad
Analysis Info Acquisition Date  6/29/2015 1:02:12 PM
Analysis Name  D:\Data\2015\DrNagarajan\JUNE\SKG-701.d
Method tune_low.m Operator Ramu Sridhar
Sample Name  SKG-701-DCM-MEOH Instrument maXis 10138
Comment
Acquisition Parameter
Source Type ESI lon Polarity Positive Set Nebulizer 4.4 psi
Focus Not active Set Capillary 4500 V Set Dry Heater 200°C
Scan Begin 50 m/z Set End Plate Offset  -500 V Set Dry Gas 4.0 Vmin
Scan End 1800 m/z Set Collision Cell RF  350.0 Vpp Set Divert Valve Waste
Intens. +MS, 0.0min #2
x104
1.2
317.0899
1.0
(0]
0.8 N
- /)\ COMe
N
12e
0.6
315.1564
0.4+
318.0932
310.0048
0.2
312.0040
316.1620 -
319.0040 321.238122 )
308.2220 311.0070 313.2340 320.2007 322.1299
‘||.l ¥ B A ." ul ) J ‘II. i lhf. Iy !l W FPRT | l..ll L L P § P
308 310 312 314 316 318 320 322 m/z
Bruker Compass DataAnalysis 4.0 printed:  7/27/2015 12:53:05 PM Page 1 of 1
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LCMS-2010A DATA REPORT
SCHOOL OF CHEMISTRY
UNIVERSITY OF HYDERABAD

b
User : Admin
Sample : SKG-673
Inj. Volume :5.000
Data Name : C:\LCMSsolution\User\Data\SKG-673-APCI-POS1.qld
Method Name

: C:\LCMSsolution\User\Method\esi.qlm

i MS Spectrum
Line#:1 R.Time:0.831(Scan#:50) Positive
MassPeaks: 154 BasePeak:329.35(5409029)
RawMode:Single 0.831(50)
BG Mode: Start 0.677(41)

O
80
70 N
OMe

39

N
50-

12f
30-

m
205 I
e T m s e w6 M m i B4 g B gy B oy | ], 3

it i
SO 70 9 10 130 15 170 190 210 230 250 270 290 310 330 350

MS Peak Table
Peak# R.Time [Time F.Time Area Height A/H Mark %Total Name Base m/z Base Int.
I 0831 0677 1.043 82279782 7660294 10.74 100.00

329.35 5409029
82279782 7660294 100.00



FLASH EA 1112 SERIES CHN REPORT

SCHOOL OF CHEMISTRY
UNIVERSITY OF HYDERABAD
Method filename: C:\Program Files\Thermo Finnigan\Eager 3006for EA1112\DATA\Sys_data_ex
Sample ID: SKG-673 (# 151)
Analysis type: UnkNown |
Chromatogram filename: UNK-18022015-11.dat
Sample weight: 1512
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Element Name ~ Element % Ret. Time
| Nitrogen 8. 45 . 0. 88
Carbon 76. 95 1. 33
Hydrogen 5.07 4. 72




