Electronic Supplementary Material (ESI) for Organic Chemistry Frontiers.
This journal is © the Partner Organisations 2016

BRUKER MAXIS HRMS REPORT

School of Chemistry
University of Hyderabad

Analysis Info Acquisition Date  12/10/2015 4:06:04 PM
Analysis Name  D:\Data\2015\DR.AK.SAHOO\DEC\ERA-SM-tBu.d

Method tune_low_Pos.m Operator Ramu Sridhar

Sample Name  ERA-SM-t{Bu Instrument maXis 10138
Comment

Acquisition Parameter

Source Type ESI lon Polarity Positive Set Nebulizer 4.4 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 4.0 l/min
Scan End 1500 m/z Set Collision CellRF  350.0 Vpp Set Divert Valve Waste
Intens. +MS, 0.0-1.3min #(2-75)
x104
o
264.1058
6_
44
2-
261.1390
273.0777 277.1714
0 e i e et ot et " L Lo L " L L. I
250 255 260 265 270 275 m/z
Bruker Compass DataAnalysis 4.0 printed: 12/10/2015 4:09:29 PM Page 1 of 1
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BRUKER MAXIS HRMS REPORT

Analysis Info
Analysis Name

School of Chemistry
University of Hyderabad

Acquisition Date
D:\Data\2015\DR.AK.SAHOO\DEC\ERA-SM-ipr.d

12/10/2015 3:23:12 PM

Method tune_low_Pos.m Operator Ramu Sridhar
Sample Name  ERA-SM-ipr Instrument maXis 10138
Comment
Acquisition Parameter
Source Type ESI lon Polarity Positive Set Nebulizer 4.4 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 4.0 /min
Scan End 1500 m/z Set Collision Cell RF 350.0 Vpp Set Divert Valve Waste
Intens. | +MS, 0.8-1.2min #(47-73)
x105
¥
250.0900
3_
2_
14
239.2366 262'|1452
0 " | . L 1 n ) L L L u |L d . A
235 240 245 250 255 260 265 m/z
Bruker Compass DataAnalysis 4.0 printed: 12/10/2015 3:26:39 PM Page 1 of 1
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BRUKER MAXIS HRMS REPORT

School of Chemistry
University of Hyderabad

Analysis Info Acquisition Date  12/10/2015 3:51:00 PM
Analysis Name  D:\Data\2015\DR.AK.SAHOO\DEC\ERA-SM-P-F.d

Method tune_low_Pos.m Operator Ramu Sridhar

Sample Name  ERA-SM-P-F Instrument maXis 10138
Comment

Acquisition Parameter

Source Type ESI lon Polarity Positive Set Nebulizer 4.4 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 4.0 I/min
Scan End 1500 m/z Set Collision Cell RF 350.0 Vpp Set Divert Valve Waste
Intens. | +MS, 1.0-1.9min #(60-113)
x104
ryk
226.0337
1.0
0.8
0.6
228.1962
0.41
221.1753
0.24
219.0768
1211.1605 237.1482
239.1495
2174950 | | J L J |
00"L ! d ‘A d j ,_,_,J,_‘_'Jl,__ a - J l d 4 “ ﬁ - l Ll i A b
210 215 220 225 230 235 240 m/z
Bruker Compass DataAnalysis 4.0 printed: 12/10/2015 3:54:40 PM Page 1 of 1
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BRUKER MAXIS HRMS REPORT
School of Chemistry

University of Hyderabad
Analysis Info Acquisition Date  12/10/2015 3:57:48 PM
Analysis Name  D:\Data\2015\DR.AK.SAHOO\DEC\ERA-SM-OR-ME..d
Method tune_low_Pos.m Operator Ramu Sridhar
Sample Name  ERA-SM-OR-ME Instrument maXis 10138
Comment
Acquisition Parameter
Source Type ESI lon Polarity Positive Set Nebulizer 4.4 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 4.0 I/min
Scan End 1500 m/z Set Coltision Cell RF 350.0 Vpp Set Divert Valve Waste
Intens. ‘ +MS, 0.6-1.8min #(34-104)
x10%

1.0+ 222.0582

0.81

0.6

0.4

0.2

209.1535 [ 228.1956
00 ™ - l T " |_ J L i " | " " " s, s
205 210 215 220 225 230 235 miz

Bruker Compass DataAnalysis 4.0 printed: 12/10/2015 4:01:19 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\DR.AK.SAHOO\AUG\ERA-P-ME-R1.d

Acquisition Date  8/3/2015 12:26:32 PM

Method tune_low.m Operator Ramu Sridhar
Sample Name  ERA-P-ME Instrument maXis 10138
Comment
Acquisition Parameter
Source Type ESI lon Polarity Positive Set Nebulizer 4.4 psi
Focus Not active Set Capillary 4500V 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 1700 m/z Set Collision Cell RF 150.0 Vpp Set Divert Valve Waste
Intens. +MS, 0.3min #19
500 Ph
Me S
3a
323.1289

400+

3001

200

o
323.0876
323.0402
1004
0 T T T T Y T T T T T T T
323.00 323.02 323.04 323.06 323.08 323.10 323.12 323.14 m/z

Bruker Compass DataAnalysis 4.0 printed:  8/13/2015 1:24:51 PM Page 1 of 1

S5



Display Report

Analysis Info Acquisition Date  8/3/2015 12:48:10 PM
Analysis Name  F:\Data\2015\DR.AK.SAHOO\AUG\ERA-P-OME .d

Method tune_low_Pos.m Operator Ramu Sridhar
Sample Name ERA-P-OME-CHCL3-ACN 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 t/min
Scan End 1500 m/z Set Collision Celt RF 350.0 Vpp Set Divert Valve Waste
Intens. +MS, 0.2min #11
250+
Ph
MeO S
3b i
339.0822
200+
339.0418
1501
100+
50

90T 33805 | 33903 33904 33905 33906 33907 33908 33909 33810

r:n/z

Bruker Compass DataAnalysis 4.0 printed:  2/18/2016 1:04:17 PM Page 1 of 1

S6



BRUKER MAXIS HRMS REPORT
School of Chemistry

Analysis Info

University of Hyderabad

Acquisition Date  8/3/2015 1:19:04 PM

Analysis Name  D:\Data\2015\DR.AK.SAHOO\WUG\ERA-6-178R.d

Method tune_low_Pos-R2.m Operator Ramu Sridhar
Sample Name ERA-6-17&CHCL3-ACN 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 vV Set Dry Gas 4.0 l/min
Scan End 2580 m/z Set Collision Cell RF 350.0 Vpp Set Divert Valve Waste
Intens. | +MS, 0.9-0.9min #(54-56)
Ph
1250+ y mph
tBu 3 S
365.1340 ¢
1000
363.2859
7504
500
367.2795
66.3022
362.2712 364.2866 3
250
368.1894
366.8609
. m Lol 1l d LI ‘ } 1|, ‘l{ Al 1 _ ll“l,ll | ' |1 1,[ | H Ll l‘lm
362 363 364 365 366 367 368 m/z

Bruker Compass DataAnalysis 4.0 printed: 8/3/2015 1:27:57 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\DR.AK.SAHOO\WUG\ERA-6-175R.d

Acquisition Date  8/3/2015 1:08:31 PM

Method tune_low_Pos.m Operator Ramu Sridhar
Sample Name  ERA-6-175-CHCL3-ACN 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 Vv Set Dry Gas 4.0 l/min
Scan End 1500 m/z Set Collision Cell RF 350.0 Vpp Set Divert Valve Waste
Intens. +MS, 0.1-0.1min #(5-6)
40004
Ph
; joss
M—Ph
329.1366
iPr S
3d
3000+
2000+
10004
0 T T T T T T T T T T T T T T T T T T T Y T T T T T
329.11 329.12 329.13 329.14 329.15 329.16 m/z
Bruker Compass DataAnalysis 4.0 printed: 8/13/2015 1:28:18 PM Page 1 of 1
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BRUKER MAXIS HRMS REPORT
School of Chemistry

University of Hyderabad
Analysis Info Acquisition Date  7/27/2015 3:24:02 PM
Analysis Name  D:\Data\2015\DR. AK.SAHOO\JULY\ERA-7-25R1.d
Method tune_low.m Operator Ramu Sridhar
Sample Name ERA-7-25R1-CHCL3-ACN Instrument maXis 10138
Comment
Acquisition Parameter
Source Type ESI lon Polarity Positive Set Nebulizer 4.4 psi
Focus Not active Set Capillary 4500V Set Dry Heater 200°C
Scan Begin 50 m/z Set End Plate Offset  -500 V Set Dry Gas 4.0 /min
Scan End 1800 m/z Set Collision Cell RF 350.0 Vpp Set Divert Valve Waste
Intens._ +MS, 0.4-0.4min #(24-25)
1 Ph
60
4 - FINZ S
327.0620 3e

50

40

301

20+

10

| 327.040  327.045  327.050  327.055  327.060  327.085  327.070  327.075  327.080 miz

Bruker Compass DataAnalysis 4.0 printed:  7/28/2015 4:10:09 PM Page 1 of 1
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BRUKER MAXIS HRMS REPORT
School of Chemistry

University of Hyderabad
Analysis Info Acquisition Date  7/27/2015 3:52:11 PM
Analysis Name  D:\Data\2015\DR.AK.SAHOO\JULY\ERA-7-70.d
Method tune_ilow.m Operator Ramu Sridhar
Sample Name  ERA-7-70-CHCL3-ACN Instrument maxXis 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, 0.5min #30,
] Ph
150 cl S
321.0505 3f
100+
50+
0 r T T T T v T r T v r : T .
321.044 321.046 321.048 321.050 321.052 321.054 321.056 m/z

Bruker Compass DataAnalysis 4.0 printed:  7/28/2015 4:05:23 PM Page 1 of 1
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BRUKER MAXIS HRMS REPORT
School of Chemistry

University of Hyderabad
Analysis Info Acquisition Date  7/31/2015 4:13:09 PM
Analysis Name  D:\Data\2015\DR.AK.SAHOO\WJULY\ERA-PH.d
Method tune_low_Pos-R2.m Operator Ramu Sridhar
Sample Name  ERA-PH-CHCL3-ACN 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  -500V Set Dry Gas 4.0 I/min
Scan End 2580 m/z Set Collision CellRF  350.0 Vpp Set Divert Valve Waste
Intens.| +MS, 0.2min #10
Ph
1007 287.0189 3g
L
287.0887
80+
601
40+
20+
0 T T T T T T T T T T T T T T T T T T T
286.94 286.96 286.98 287.00 287.02 287.04 287.06 287.08 287.10 m/z
Bruker Compass DataAnalysis 4.0 printed:  8/13/2015 1:32:05 PM Page 1 of 1
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LCMS-2010A DATA REPORT

SHIMADZU

User : Admin

Sample : ERA-7-31

Inj. Volume :5.000

Data Name : E:\Data\ERA-7-31-APCI-POS1.gld
Method Name

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

MS Spectrum
Line#:1 R.Time:0.774(Scan#:47) Positive
MassPeaks:313 BasePeak:301.20(10321524)
RawMode:Single 0.774(47)
BG Mode:Peak Start 0.527(32)
120g
1104
3 M
3 301 Ph € Pph
>-Ph mPh
Me 3h 3h
50+
40
30
20= I
10* 287
i3 66 75 91 100 115 137 152 165 179, U GO LN A SN MY L 3 3ss M
A 0 A s M A ey s BT (O i S e L L R e
50 70 90 110 130 150 170 190 210 230 250 270 290 310 330 350 370 390

MS Peak Table
Peak# R.Time ILTime F.Time Area Height  A/H Mark %Total Name
1 0774 0527 1.043 279024402 20922606 13.33 100.00
279024402 20922606 100.00

S12

m/z

Base m/z Base Int.
301.20 10321524



FLASH EA 1112 SERIES CHNS REPORT
THERMO FINNIGAN

Method filename: C:\Program Files\Thermo Finnigan\Eager 300 for EA11 I12\DATA\Sys_data_ex
Sample ID: ERA-7-31 (# 196)
Analysis type: UnkNown
Chromatogram filename: UNK-25022016-6.dat
Sample weight: .986
59.44
A '1.15 Ph Mo pr
\
L@QPH S
47.324 \ Me 3h 3h
o
35.2- 1
\
(mVolt) |
23.07+ ~]
|
|
10.95 07
/ 3.67
wﬂ)\\ / 3/9.83
‘1-17% i \ i i \ T \ [ k—l’
0.0 24 4.8 (min) 7.2 9.6 12.0
| Element Name Element % Ret. Time B
Nitrogen 0. 07 0. 78
Carbon 83. 85 1. 15
Hydrogen 5. 41 3. 67
Sulphur 10. 56 9. 83
| S J
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UOH -SCHOOL OF CHEMISTRY -HRMS

Analysis Info

Acquisition Date  3/31/2016 10:54:06 AM

Analysis Name  D:\Data\2016\DR.A.K.SAHOOWARCH\ERA-7-89.d

Method tune_low.m Operator Rajesh Vashisth
Sample Name  ERA-7-89-DCM-MEOH Instrument maxXis 10138
Comment
Acquisition Parameter
Source Type ESI fon Polarity Positive Set Nebulizer 0.3 Bar
Focus Not active Set Capillary 4500V 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 1500 m/z Set Collision Celt RF 350.0 Vpp Set Divert Valve Waste
Intens. +MS, 0.7min #41
Ph Ph Ph
Me
mPh + mPh+ N—Ph
Me S S S
1200+ 3a 3i Me 3h &,
323.0876
1000+
323.1192
323.0470
8004
600+
323.0391
400+
200
0 T . T T . T . r T
323.04 323.06 323.08 323.10 323.12 m/z

Bruker Compass DataAnalysis 4.0 printed:  4/11/2016 11:53:56 AM Page 1 of 1
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Analysis Info

BRUKER MAXIS HRMS REPORT
School of Chemistry

University of Hyderabad

Acquisition Date  7/27/2015 4:14:08 PM

Analysis Name  D:\Data\2015\DR.AK.SAHOO\JULY\ERA-7-49.d

Method tune_low.m Operator Ramu Sridhar
Sample Name  ERA-7-49-CHCL3-ACN 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 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 #65
400+ F
N
359.1623 ® S Wi
Me
4a
300
200
359.2100
359.1915
FS
359.0679 359.2451
359.1065
1004
350.025  350.050  359.075 350100 359125 350150 350175 359.200  359.225  miz

Bruker Compass DataAnalysis 4.0 printed: 7/27/2015 4:19:49 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\DR.AK.SAHOO\JULY\ERA-7-50.d

Acquisition Date  7/27/2015 4:30:33 PM

Method tune_low.m Operator Ramu Sridhar
Sample Name  ERA-7-50-CHCL3-ACN Instrument maXis 10138
Comment
Acquisition Parameter
Source Type ESI lon Polarity Positive Set Nebulizer 4.4 psi
Focus Not active Set Capillary 4500V Set Dry Heater 180 °C
Scan Begin 50 m/z Set End Plate Offset -500V Set Dry Gas 4.0 l/min
Scan End 1700 m/z Set Collision Cell RF 150.0 Vpp Set Divert Valve Waste
Intens. +MS, 0.1-0.3min #(5-18)
Cl
40
OO
Me ab 369.1037
369.0568
304
7369.0269
20+
104
O T T T T T T T
369.02 369.04 369.06 369.08 369.10 m/z

Bruker Compass DataAnalysis 4.0 printed: 7/28/2015 4:14:43 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\DR.AK.SAHOO\JULY\ERA-7-69.d

Acquisition Date  7/27/2015 4:52:49 PM

Method tune_low.m Operator Ramu Sridhar
Sample Name  ERA-7-69-CHCL3-ACN Instrument maxXis 10138
Comment
Acquisition Parameter
Source Type ESI lon Polarity Positive Set Nebulizer 4.4 psi
Focus Not active Set Capillary 4500V 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, 0.7-1.0min #(43-58)
15.0
478.9079
12.51
10.0+
7.54
5.0
2.5
0-0 T T T T T T T T T T T T T ¥ T T T T
478.898 478.900 478.902 478.904 478.906 478.908 478.910 478.912 478914 478.916 m/z
Bruker Compass DataAnalysis 4.0 printed:  7/28/2015 4:08:00 PM Page 1 of 1
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Display Report

Analysis Info Acquisition Date  11/12/2015 4:18:35 PM
Analysis Name  F:\Data\2015\DR.AK.SAHOO\WWOWERA-7-54.d

Method tune_low_Pos-R2.m Operator Ramu Sridhar

Sample Name  ERA-7-54-chcl3-acn 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 2580 m/z Set Collision Cell RF 350.0 Vpp Set Divert Valve Waste
Intens. +MS, 1.0min #58
120+
ot
379.1329
100+
80
379.1597
60+
379.2071
40
204
"37643 | 37914 37945 37916 37947 37918 37919 37920 37921  mkz
Bruker Compass DataAnalysis 4.0 printed:  2/18/2016 1:08:09 PM Page 1 of 1
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UOH -SCHOOL OF CHEMISTRY -HRMS

Analysis Info Acquisition Date  3/31/2016 12:04:53 PM
Analysis Name  D:\Data\2016\DR.A.K.SAHOO\MARCH\ERA-7--55R.d

Method tune_low_Pos.m Operator Rajesh Vashisth
Sample Name  ERA-7-55-DCM-MEOH Instrument maXis 10138
Comment

Acquisition Parameter

Source Type ESI lon Polarity Positive Set Nebulizer 0.3 Bar
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 4.0 l/min
Scan End 1500 m/z Set Collision Cell RF 350.0 Vpp Set Divert Valve Waste
Intens. +MS, 0.3min #18
600+
433.1747
5004
433.1182
r
433.0553
400
300+
433.0842
200
100+
0 T T T M T T T T T T T T T T
433.06 433.08 433.10 433.12 433.14 433.16 433.18 m/z
Bruker Compass DataAnalysis 4.0 printed:  4/11/2016 11:51:04 AM Page 1 of 1

S19



BRUKER MAXIS HRMS REPORT
School of Chemistry

University of Hyderabad
Analysis Info Acquisition Date  11/12/2015 4:55:01 PM
Analysis Name  D:\Data\2015\DR.AK.SAHOO\NOW\ERA-7-20.d
Method tune_low_Pos-R2.m Operator Ramu Sridhar
Sample Name  ERA-7-20-chcl3-acn Instrument maxXis 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 -500V Set Dry Gas 4.0 l/min
Scan End 2580 m/z Set Collision Cell RF 350.0 Vpp Set Divert Valve Waste
intens. | +MS, 0.7-0.8min #(42-47)
498.4262
3001
J"
2004 498.9736
498.2758
498.8502
100+
498.3594
498.7173
498.2038
497.8588 497 9873
1 498.4923
I N I I N S A N
497.8 498.0 498.2 498.4 498.6 498.8 499.0 mk
i
Bruker Compass DataAnalysis 4.0 printed: 11/12/2015 4:59:58 PM Page 1 of 1
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LCMS-2010A DATA REPORT

SHIMADZU

User : Admin

Sample : ERA-7-90

Inj. Volume :5.000

Data Name : G:\\LCMSsolution\User\Data\ERA-7-90-APCI-POS1.qld
Method Name : C:\LCMSsolution\User\Method\Copy of JAY-4-APCl.qlm

MS Spectrum

Line#:1 R.Time:0.607(Scan#:37) Positive
MassPeaks: 188 BasePeak:329.55(4595101)
RawMode:Single 0.607(37)

BG Mode:Peak Start 0.427(26)

120
1107
100-
903

80

70—

60-3

161 176 186 204 218 234 250 258 268

329

|

h 344 353 364 384
L

291 306 315

108 121 129 14
T

3 9
T W A A s

50 70 90 110 130 150 170 190 210 230 250 270

MS Peak Table
Peak# R.Time LTime F.Time Arca Height A/H Mark %Total Name
1 0607 0427 0843 65344746 6069219 10.76 100.00
65344746 6069219 100.00

S21
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Base m/z Base Int.
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FLASH EA 1112 SERIES CHNS REPORT
THERMO FINNIGAN

Method filename: C:\Program Files\Thermo Finnigan\Eager 300 for EA1112\DATA\Sys_data_ex
Sample ID: ERA-7-90 (# 102)
Analysis type: UnkNown
Chromatogram filename: UNK-13022016-2.dat
Sample weight: 1.223
61.25 4 114
48.86 ‘
36.47+ \
(mVolt) \i
24.08 1\
|
11.74 /0_7%;
. .3.67
A | 4 |
AN ,9-97
-0.69 1 v | r : | >
0.0 24 4.8 (min) 7.2 9.6 12.0
Element Name Element % Ret. Time
Nitrogen 0. 08 0. 78
Carbon 84. 17 1. 14
Hydrogen 6. 18 3. 67
Sulphur 9. 69 9. 97
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Display Report

Analysis Info

Acquisition Date

Analysis Name  F:\Data\2015\DR.AK.SAHOO\WNOWERA-7-37R.d

11/12/2015 3:47:59 PM

Method tune_low_Pos-R2.m Operator Ramu Sridhar
Sample Name ERA-7-37-chcl3-acn 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 vV Set Dry Gas 4.0 I/min
Scan End 2580 m/z Set Collision Celt RF 350.0 Vpp Set Divert Valve Waste
Intens. | +MS, 0.2min #12
800
e 371.2284
371.1835
600
400
371.3133
371.3715
2004
371.1441
371.4905
0 T T M T T T T T T T T T T T T T M T T T T T T M T T T T T T T T
371.15 371.20 371.25 371.30 371.35 371.40 371.45 371.50 m/z

Bruker Compass DataAnalysis 4.0 printed:  2/18/2016 1:12:36 PM Page 1 of 1
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Display Report

Analysis {nfo Acquisition Date  8/10/2015 4:12:41 PM

Analysis Name  F:\Data\2015\DR.AK.SAHOO\WUG\ERA-NA-14.d

Method tune_low.m Operator Ramu Sridhar
Sample Name  ERA-NA-14-MEOH Instrument maxXis 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, 0.6min #34
363.1127
1504
363.1455
100+ A
363.0432
363.0694
50+
0' T T T T T T T T T T T T T
363.04 363.06 363.08 363.10 363.12 363.14 m/z
Bruker Compass DataAnalysis 4.0 printed:  2/18/2016 1:02:02 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\DR.AK.SAHOO\AUG\ERA-7-124R.d

Acquisition Date

8/12/2015 11:53:48 AM

Method tune_low.m Operator Ramu Sridhar
Sample Name  ERA-7-124-MEOH Instrument maxXis 10138
Comment
Acquisition Parameter
Source Type ESI lon Polarity Positive Set Nebulizer 4.4 psi
Focus Not active Set Capillary 4500V Set Dry Heater 180 °C
Scan Begin 50 m/z Set End Plate Offset -500 VvV Set Dry Gas 4.0 l/min
Scan End 1700 m/z Set Collision Cell RF 150.0 Vpp Set Divert Valve Waste
Intens._ +MS, 1.4min #81
Br
(e
3001 F 4 460.9462
200+
*
460.9010
460.9175
100
G T T T T T T
460.88 460.90 460.92 460.94 460.96 m/z

Bruker Compass DataAnalysis 4.0 printed:  8/13/2015 1:22:08 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\DR.AK.SAHOOWOWERA-7-107.d

Acquisition Date  11/20/2015 3:00:05 PM

Method tune_low.m Operator Ramu Sridhar
Sample Name  ERA-7-107 Instrument maXis 10138
Comment
Acquisition Parameter
Source Type ES! lon Polarity Positive Set Nebulizer 4.4 psi
Focus Not active Set Capillary 4500V 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 1800 m/z Set Collision Cell RF  350.0 Vpp Set Divert Valve Waste
Intens. | +MS, 0.0-1.0min #(2-58)
x109
o+
501.1087

3.04

2.5

2.0

516.3948
1.5
1.01
488.4361
0.54 463.2712 88.43
467.2510 479.1877
| 507.2331
] 475.2708 J { [ h 529.1628
0.0 (AW lh J\H,JLhJi “M.A.l JJJ“ idaa. o dy waadd L.JLL.J.H.MMMM

T T

460 470 480 490 " 500 510 " 520 "530 | 540 miz

Bruker Compass DataAnalysis 4.0 printed: 11/20/2015 3:06:48 PM Page 1 of 1
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BRUKER MAXIS HRMS REPORT
School of Chemistry

University of Hyderabad
Analysis Info Acquisition Date  8/12/2015 12:11:46 PM
Analysis Name  D:\Data\2015\DR.AK.SAHOO\AUG\ERA-7-67.d
Method tune_low.m Operator Ramu Sridhar
Sample Name  ERA-7-67-MEOH Instrument maxXis 10138
Comment
Acquisition Parameter
Source Type ESI lon Polarity Positive Set Nebulizer 4.4 psi
Focus Not active Set Capillary 3500V 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 1700 m/z Set Collision Cell RF 150.0 Vpp Set Divert Valve Waste
Intens. +MS, 0.4min #23
478.9024
478.9556
200+
»
478.9961
478.8718
150+
1004
50+
47884 47886 47888 47890 47892 47894 47896 47898 47900 47902  miz

Bruker Compass DataAnalysis 4.0 printed:  8/13/2015 1:14:14 PM Page 1 of 1
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BRUKER MAXIS HRMS REPORT
School of Chemistry

University of Hyderabad
Analysis Info Acquisition Date  8/12/2015 11:37:13 AM
Analysis Name  D:\Data\2015\DR.AK.SAHOO\AUG\ERA-7-74-Rl.d
Method tune_low.m Operator Ramu Sridhar
Sample Name ERA-7-74-RI-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 l/min
Scan End 1700 m/z Set Collision Cell RF 150.0 Vpp Set Divert Valve Waste
Intens. +MS, 0.2min #14
200
Cl
e
Cl
436.9271 N cl
IO
4m
150
436.9499
1001
501
43686 43688 43690 43692  436.94 436.96 43698 "miz
Bruker Compass DataAnalysis 4.0 printed: 8/12/2015 11:44:25 AM 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\DR.AK.SAHOO\NOW\SD-NA-157.d

Acquisition Date  11/17/2015 10:43:02 AM

Method tune_low.m Qperator Ramu Sridhar
Sample Name  SD-NA-157-CHCL3-ACN Instrument maXis 10138
Comment
Acquisition Parameter
Source Type ESI ton Polarity Paositive Set Nebulizer 4.4 psi
Focus Not active Set Capillary 4500 V Set Dry Heater 180 °C
Scan Begin 50 m/z Set End Plate Offset -500 V Set Dry Gas 4.0 l/min
Scan End 1500 m/z Set Collision Cell RF 350.0 Vpp Set Divert Valve Waste
Intens. +MS, 0.7min #41
500 O
N\
267.1570 O g Me
5a
267.1919
400
¥
3001 267.1209
267.2685
267.1014 267.2315
200
267.3410
267.0703
100
267.0365
ﬁ 267.05 267.10 267.15 267.20 267.25 267.30 m/z

Bruker Compass DataAnalysis 4.0 printed: 11/17/2015 10:48:34 AM Page 1 of 1
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UOH -SCHOOL OF CHEMISTRY -HRMS

Analysis Info
Analysis Name  D:\Data\2016\DR.A.K.SAHOO\MARCH\ERA-NA-158R.d

Acquisition Date

3/31/2016 11:14:17 AM

Method tune_low.m Operator Rajesh Vashisth
Sample Name  ERA-NA-158-DCM-MEOH Instrument maXis 10138
Comment
Acquisition Parameter
Source Type ESI lon Polarity Positive Set Nebulizer 0.3 Bar
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, 1.1min #64
1000
Oy
309.2348 S
5b
309.1969
800
+
309.1673
6001
309.1248
309.0848
309.2725
4001
309.3097
2001
309.4175
309.0460 309.4687
309.3493
309.05 309.10 309.15 309.20 309.25 309.30 309.35 309.40 309.45 miz
Bruker Compass DataAnalysis 4.0 printed: 3/31/2016 11:18:30 AM 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\DR.AK.SAHOO\NOW\SD-NA-168R.d

Acquisition Date  11/17/2015 11:02:41 AM

Method TL-P.m Operator Ramu Sridhar
Sample Name  SD-NA-168-CHCL3-ACN 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 -500V Set Dry Gas 4.0 l/min
Scan End 600 m/z Set Collision Cell RF 350.0 Vpp Set Divert Valve Waste
Intens. | +MS, 0.2min #13
8000 Ve (L
309.2034 5¢
6000
40001
>
309.1679
309.2402
2000+
309.0568  309.0971
309.2788 309.3161
309.4105
309.|3579
309.00  309.05 30910 30915  309.20 309.25 30930  309.35 30940 miz

Bruker Compass DataAnalysis 4.0 printed: 11/17/2015 11:06:25 AM 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\DR.AK.SAHOO\WOWERA-NA-97.d

Acquisition Date  11/20/2015 3:12:32 PM

Method tune_low.m Operator Ramu Sridhar
Sample Name  ERA-NA-97 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 /min
Scan End 1800 m/z Set Collision Cell RF 350.0 Vpp Set Divert Valve Waste
Intens. +MS, 0.0-0.9min #(2-56)
x104
g F
341.0776 O O
+ \
‘zo O 1 tl i
5d 5d"
8..
6_
4_
2-
356.9762
297.0410 378.0309
319.1151 404.5223
386.7779
0 J ’lll
260 280 300 320 340 360 380 400 420 miz
Bruker Compass DataAnalysis 4.0 printed: 11/20/2015 3:23:16 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\DR.AK.SAHOO\NOWV\ERA-NA-88.d

Acquisition Date  11/20/2015 3:18:18 PM

Method tune_low.m Operator Ramu Sridhar
Sample Name  ERA-NA-98 Instrument maXis 10138
Comment
Acquisition Parameter
Source Type ESI lon Polarity Positive Set Nebulizer 4.4 psi
Focus Not active Set Capillary 4500V 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 1800 m/z Set Collision Cell RF 350.0 Vpp Set Divert Valve Waste
Intens. +MS, 0.1-2.0min #(2-118)
x105
1 L4
357.0481 o ‘
+ A
Me s 5e 5e’
1.5
1.01
0.5
393.9653
408.5341
335.0655 370.9962
322 0130 386.8334
B Y ik s L L L o
0.011.. JJI.. iad o lu Ll l.J;l L I lelll i JA“JI i 1 ALL“L | LlAthL L AJ Al Lril.
300 320 340 360 380 400 miz
Bruker Compass DataAnalysis 4.0 printed: 11/20/2015 3:26:06 PM Page 1 of 1
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LCMS-2010A DATA REPORT
SHIMADZU

User : Admin
Sample : ERA-NA-124
Inj. Volume : 5.000

Data Name

Method Name

Line#:1 R.Time:0.715(Scan#:43) Negative
MassPeaks:255 BasePeak:376.85(52735)
RawMode:Single 0.715(43)

BG Mode:Peak Start 0.277(17)

: E:\\Data\ERA-NA-124-APCI-NEG1.qld
: CALCMSsolution\User\Method\esi.qlm

MS Spectrum

30 r &
E M A !, -

128 191

[

Ly rryrebrrireh L

5260 7390 o4 116 J\‘ 46 |
et ok

161, ‘ 197
|

215

|

J‘ ol
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|

351

I
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289

A
U84 A B

267
249 263] ‘ J
| MU
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Ty ey

fererhr [Tt

50 70 90 110 130 150 170 190

MS Peak Table
Peak# R.Time I.Time F.Time Area Height
1 0715 0277 1.660 40499071
40499071 926613

+ A
R L

210 230

A/H Mark %Total Name
100.00
100.00

926613 43.70

I
B T !

250 270 290 310 330 350 37‘0

Base m/z Base Int.
376.85 52735
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FLASH EA 1112 SERIES CHNS REPORT
THERMO FINNIGAN

Method filename: C:\Program Files\Thermo Finnigan\Eager 300 for EA1112\DATA\Sys_data_ex
Sample ID: ERA-NA-124 (# 197)
Analysis type: UnkNown
Chromatogram filename: UNK-25022016-7.dat
Sample weight: 1.131
54.99 %
A 1.17 =
t ®
A * N Br
43.67 Me s M = o
32.36 \
(mVolt)
21.05+
9.73+ \i
0.8 4.88
A& ! /84
-1.58 | ! | | x : { »>
0.0 24 4.8 (min) 7.2 9.6 12.0
Element Name Element % Ret. Time
Nitrogen 0. 04 0. 84
Carbon 66. 42 1. 17
Hydrogen 3. 91 4. 88
Sulphur 8. 38 8. 40
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BRUKER MAXIS HRMS REPORT

School of Chemistry
University of Hyderabad

Analysis Info
Analysis Name  D:\Data\2015\DR.AK.SAHOO\DEC\ERA-NA-153.d

Acquisition Date  12/30/2015 3:55:22 PM

Method tune_low.m Operator Ramu Sridhar
Sample Name  ERA-NA-158 Instrument maXis 10138
Comment
Acquisition Parameter
Source Type ESI lon Polarity Positive Set Nebulizer 0.3 Bar
Focus Not active Set Capillary 4500V Set Dry Heater 200 °C
Scan Begin 50 m/z Set End Plate Offset -500V Set Dry Gas 4.0 /min
Scan End 1800 m/z Set Collision Cell RF 350.0 Vpp Set Divert Valve Waste
Intens. +MS, 0.0-1.0min #(2-62)
x104]
2.5 " Br O O
396.0422 398.0468 Q + )
Me,(’ S!. - K St,
59 5¢' Br
2.0
1.51
1.0
389.1862
406.2104
0.5
394.3294
1 386.3409 " 4100892
0.0 JL—-d—‘-*—"L——- L‘L— = :

3850 3875 3900 3925 3950 3975

4000

" 4025 4050 4075  mez

Bruker Compass DataAnalysis 4.0 printed:  12/31/2015 5:14:31 PM Page 1 of 1
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Analysis Info
Analysis Name

BRUKER MAXIS HRMS REPORT

School of Chemistry
University of Hyderabad

D:\Data\2015\DR.AK.SAHOO\DEC\ERA-NA-136.d

Acquisition Date  12/30/2015 3:45:27 PM

Method tune_low.m Operator Ramu Sridhar
Sample Name  ERA-NA-136 Instrument maXis 10138
Comment
Acquisition Parameter
Source Type ESI lon Polarity Positive Set Nebulizer 0.3 Bar
Focus Not active Set Capillary 4500 V Set Dry Heater 200 °C
Scan Begin 50 m/z Set End Plate Offset  -500V 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, 0.1-0.9min #(3-52)
x104
» Ph
453.1677 O
N
. @ h &) Ph‘
2.51 \ °
2.0
1.5
1.0
414.6000
0.5
430.4438 469.0237
486.0102 495.1992
440.4932
wsset || 448.4142 k l 1
0.0 A.‘JJ‘ S L'.A“U.'x J hans “‘.“.‘ 'L!J‘ A }L‘lllx: ALk L'LL;.‘llf A
410 420 430 440 450 460 470 480 490 m/z
Bruker Compass DataAnalysis 4.0 printed: 12/31/2015 5:05:29 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  12/30/2015 3:50:01 PM

D:\Data\2015\DR.AK.SAHOO\DEC\ERA-NA-139.d

Method tune_low.m Operator Ramu Sridhar
Sample Name  ERA-NA-139 Instrument maXis 10138
Comment
Acquisition Parameter
Source Type ESI lon Polarity Positive Set Nebulizer 0.3 Bar
Focus Not active Set Capillary 4500V Set Dry Heater 200 °C
Scan Begin 50 m/z Set End Plate Offset -500V Set Dry Gas 4.0 l/min
Scan End 1800 m/z Set Collision CellRF  350.0 Vpp Set Divert Valve Waste
Intens. { +MS, 0.1-1.5min #(3-87)
x104]
Ph )
v i Vi
1
1.501 501.1677 [y
[ 2\ —
|Me O S O o
\ 7 )
1.254
1.00A
0.75-
525.0851
0,501 509.4149
535.9211
513.4375
486.9414
496.4213
0.25 466.3785
4622777 472.5556
162 518.6137 5308486
0.00Y L-JJ-‘N*
460 470 480 490 500 510 520 530 540 m/z
Bruker Compass DataAnalysis 4.0 printed: 12/31/2015 5:08:10 PM Page 1 of 1
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LCMS-2010A DATA REPORT
SHIMADZU

User : Admin

Sample : ERA-SD-3

Inj. Volume : 5.000

Data Name : E:\Data\ERA-SD-3-APCI-POS1.qgld
Method Name : C:\LCMSsolution\User\Method\esi.qlm

MS Spectrum

Line#:1 R.Time:0.779(Scan#:47) Positive
MassPeaks:181 BasePeak:342.30(3765285)
RawMode:Single 0.779(47)

BG Mode:Peak Start 0.527(32)

120

110
looé Ph 342

\
90 Ph
E N3 \m

80+ 8

704

60

50

403

304

20

10
156 | 7 s 1o, 134 146 157 181 193 208 223 237 248 265 276282 300 312 3 | 360

”” R L ] A L ] L] L ] Lt ] el et LAy A Bt A
50 70 90 110 130 150 170 190 210 230 250 270 290 310 330 350

m/z

MS Peak Table
Peak# R.Time LTime F.Time Area Height  A/H Mark %Total Name Base m/z Base Int.
I 0779 0527 1.060 55846893 3495512 1597 100.00 34230 3765285
55846893 3495512 100.00
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FLASH EA 1112 SERIES CHNS REPORT
THERMO FINNIGAN

Method filename: C:\Program Files\Thermo Finnigan\Eager 300 for EA11 12\DATA\Sys_data_ex
Sample ID: ERA-SD-3 (# 198)
Analysis type: UnkNown
Chromatogram filename: UNK-25022016-8.dat
Sample weight: 1.125
55.36 , 136 ~
‘ \
| o L
4425 \ 8
l
33.13+ \
(mVolt) \
22.02+ 0.8
{\
10.91 .
A.81
, ,10.07

\ | \ \ { !
0.0 24 4.8 (min) 7.2 9.6 12,0

Element Name Element % Ret. Time
Nitrogen 12. 25 0. 88
Carbon 73. 96 1. 36
Hydrogen 4. 38 4. 81
Sulphur 9. 25 10. 07

$40




BRUKER MAXIS HRMS REPORT
School of Chemistry

University of Hyderabad
Analysis Info Acquisition Date  7/27/2015 1:14:03 PM
Analysis Name  D:\Data\2015\DR.AK.SAHOO\WJULY\MSD-T-503.d
Method tune_low.m Operator Ramu Sridhar
Sample Name  MSD-T-503-DCM-MEOH Instrument maXis 10138
Comment
Acquisition Parameter
Source Type ESt lon Polarity Positive Set Nebulizer 4.4 psi
Focus Not active Set Capillary 4500V 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, 0.2-0.3min #(14-20)
x106
1.04
-
355.0770
0.81
0.6
350.1213
0.44
0.2 356.0796
351.1240
352.1200 357.0758
0.04— — NP \ P . )| B— FP— : —
346 348 350 352 354 356 358 360 362 m/z

Bruker Compass DataAnalysis 4.0 printed:  7/27/2015 1:18:39 PM Page 1 of 1



UOH -SCHOOL OF CHEMISTRY -HRMS

Analysis Info

Acquisition Date  3/31/2016 12:28:17 PM

Analysis Name  D:\Data\2016\DR.A.K.SAHOO\MARCH\ERA-8-42.d

Method TL-P.m Operator Rajesh Vashisth
Sample Name  ERA-8-42-DCM-MEOH Instrument maXis 10138
Comment
Acquisition Parameter
Source Type ESI lon Polarity Positive Set Nebulizer 0.3 Bar
Focus Not active Set Capillary 3800V Set Dry Heater 180 °C
Scan Begin 50 m/z Set End Plate Offset  -500V Set Dry Gas 4.0 l/min
Scan End 700 m/z Set Collision CellRF  350.0 Vpp Set Divert Vaive Waste
Intens. +MS, 1.1min #65
x104.
51 Ph )
. o
N Ph
507.1388 Me O..S:O O
11 )
4_
502.1834
3.
2_
508.1421
503.1866
1 512.5034
504.1860
509.1410 513.5077
501.3745
505.1853 511.2989 l
ol Bae e, .II|| o |“I]lnm|| ral J_’_I‘“u....ln.l.. llll. e ”h g l ]“nl iy II“ 1 ) alll ] s ."““"I o wlll]
500 502 504 506 508 510 512 514 m/z
Bruker Compass DataAnalysis 4.0 printed:  3/31/2016 12:37:17 PM Page 1 of 1
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