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UOH -SCHOOL OF CHEMISTRY -HRMS

Analysis Info Acquisition Date  1/21/2019 11:29:45 AM
Analysis Name  D:\Data\2019\PROF. AKS\JAN\SRS-1-124.d
Method tune_low_PosR.m Operator UOH-Chemistry
Sample Name  SRS-1-124-MEOH Instrument maXis 10138
Comment
Acquisition Parameter
Source Type ESI lon Polarity Positive Set Nebulizer 0.3 Bar
Focus Not active Set Capillary 2800 Vv Set Dry Heater 250 °C
Scan Begin 100 m/z Set End Plate Offset -500 V Set Dry Gas 4.0 I/min
Scan End 2500 m/z Set Collision Cell RF 250.0 Vpp Set Divert Valve Waste
Intens. +MS, 0.9min #52
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MJ-Bi UNIVERSITY OF HYDERABAD
ACRHEM

XEVO-G2XSQTOF#YEA1155
10112020_25 +VE 20 (0.228) AM2 (Ar,22000.0,556.28,0.00,LS 10); Cm (20:30-76- 106)
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Display Report

Analysis Info Acquisition Date  3/19/2020 12:20:27 PM
Analysis Name D:\Data\2020\PROF.AKS\MAR\MJ-17-DIMPS.d
Method tune_low.m Operator UOH-Chemistry
Sample Name  MJ-1§-DIMPS Instrument maXis 10138
Comment
Acquisition Parameter
Source Type ESI lon Polarity Positive Set Nebulizer 10.2 psi
Focus Not active Set Capillary 2800 V Set Dry Heater 200 °C
Scan Begin 50 mi/z Set End Plate Offset -500V Set Dry Gas 5.0 l/min
Scan End 1800 m/z Set Collision Cell RF  200.0 Vpp Set Divert Valve Waste
Intens. +MS, 0.3min #17
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Analysis Info

Analysis Name D:\Data\2019\PROF. AKS\OCT\AS-384.d

Display Report

Acquisition Date

10/28/2019 3:00:48 AM

UOH-Chemistry

Method tune_low_Pos.m Qperator
Sample Name  AS-384-MEOH Instrument maXis 10138
Comment
Acquisition Parameter
Source Type ESI lon Polarity Positive Set Nebulizer 0.3 Bar
Focus Not active Set Capillary 4200 V 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/fz Set Collision Cell RF 350.0 Vpp Set Divert Valve Waste
Intens. +MS, 0.7min #40
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MJ-17-209 UNIVERSITY OF HYDERABAD 22-0ct-2020
ACRHEM 12:14:19

XEVO-G2XSQTOF#YEA1155
22102020_03 +VE 28 (0.296) AM2 (Ar,22000.0,556.28,0.00,LS 10); Cm (28:36-101:140)
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~ Display Report

Analysis Info Acquisition Date  10/28/2019 2:58:02 AM
Analysis Name  D:\Data\2019\PROF. AKS\OCT\AS-379.d
Method tune_low_Pos.m Operator UOH-Chemistry
Sample Name  AS-379-MEOH Instrument maxis 10138
Comment
ic&uisitia_n P.arameter
Source Type ESI lon Polarity Positive Set Nebulizer 0.3 Bar
Focus Mot active Set Capillary 4200 V 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, 1.1min #63
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Display Report

Analysis Info Acquisition Date 3/18/2020 4:47:36 PM
Analysis Name D:\Data\2020\PROF AKS\MAR\SRS-8-24.d
Method tune_low_Pos-R2.m Operator UOH-Chemistry
Sample Name SRS-8-24 Instrument maxXis 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 2580 m/z Set Collision Cell RF  350.0 Vpp Set Divert Valve Waste
Intens. +MS, 0.6-0.8min #(37-46)
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MJ-496

UNIVERSITY OF HYDERABAD

10112020_23 +VE 22 (0.245) AM2 (Ar.22000.0,556.28,0.00,LS 10); Cm (22:32-92:114)
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MJ-17-135

UNIVERSITY OF HYDERABAD

22102020_05 +VE 8 (0.105) AM2 (Ar,22000.0,556.28,0.00,LS 10); Cm (4:8-1:4)
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Display Report

Analysis Info Acquisition Date 3/18/2020 4:37:14 PM
Analysis Name D:\Data\2020\PROF.AKS\MAR\SRS-8-9.d
Method tune_low_Pos-R2.m Operator UOH-Chemistry
Sample Name  SRS-8-9 Instrument maxXis 10138
Comment
Acqulslﬁon_Paramatet
Source Type ESI lon Polarity Positive Set Nebulizer 4.4 psi
Focus Mot active Set Capillary 4200V Set Dry Heater 180 °C
Scan Begin 50 miz SetEnd Plate Offset  -500V Set Dry Gas 4.0 lUmin
Scan End 2580 m/z Set Collision Cell RF  350.0 Vpp Set Divert Valve Waste
Intens. +MS, 0.8-0.9min #(45-51),
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MJ-411

UNIVERSITY OF HYDERABAD
ACRHEM
XEVO-G2XSQTOF#YEA1155

10112020_24 +VE 15 (0.165) AM2 (Ar,22000.0,556.28,0.00,LS 10); Cm (15:19-1:5)
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Display Report

Analysis Info Acquisition Date  3/16/2020 4:06:24 PM
Analysis Name  D:\Data\2020\PROF.AKS\MAR\SRS-8-85R.d
Method tune_low_Pos-R2.m Operator UOH-Chemistry
Sample Name  SRS-8-85 Instrument maXis 10138
Comment
Acquisition Pararriei;r - _
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 miz Set End Plate Offset -500 vV Set Dry Gas 4.0 I/min
Scan End 2580 miz Set Collision Cell RF ~ 300.0 Vpp Set Divert Valve Waste
Intens. | +MS, 0.3min #16]
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MJ-17-LI

UNIVERSITY OF HYDERABAD
ACRHEM
XEVO-G2ZXSQTOF#YEA1155

22102020_04 +VE 19 (0.219) AM2 (Ar,22000.0,556.28,0.00 LS 10); Cm (19:30-96:145)
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Display Report -

Acquisition Date  3/19/2020 12:15:27 PM

Analysis Info
Analysis Name D:\Data\2020\PROF.AKS\MAR\MJ-17-PROBIN-R.d
Method tune_low.m Operator UOH-Chemistry
Sample Name  MJ-17-PROBIN Instrument maxis 10138
Comment
Acquisition Parameter
Source Type ESI lon Polarity Positive Set Nebulizer 10.2 psi
Focus Not active Set Capillary 2800V Set Dry Heater 200°C
Scan Begin 50 m/z Set End Plate Offset  -500 V Set Dry Gas 5.0 Vmin
Scan End 1800 miz Set Collision Cell RF  200.0 Vpp Set Divert Valve Waste
Intens. +MS, 0.4min #23
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Display Report

Analysis Info Acquisition Date  3/16/2020 3:43:10 PM
Analysis Name  D:\Data\2020\PROF.AKS\MAR\SRS-8-92R.d
Method tune_low.m Operator UOH-Chemistry
Sample Name  SRS-8-92 Instrument maXis 10138
Comment
Acquisition Parameter
Source Type ESI lon Polarity Positive Set Nebulizer 5.8 psi
Focus Not active Set Capillary 2800V Set Dry Heater 200°C
Scan Begin 50 m/z Set End Plate Offset  -500 V Set Dry Gas 6.0 I/min
Scan End 1800 m/z Set Collision Cell RF  200.0 Vpp Set Divert Valve Waste
Intens.] +MS, 1.4min #85
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Display Report

Analysis Info Acquisition Date  3/16/2020 3:31:43 PM
Analysis Name D:\Data\2020\PROF.AKS\MAR\8-90.d
Method tune_low.m Operator UQH-Chemistry
Sample Name  8-90 Instrument maXis 10138
Comment
Acquisition Parameter
Source Type ESI lon Polarity Positive Set Nebulizer 5.8 psi
Focus Not active Set Capillary 2800V Set Dry Heater 200 °C
Scan Begin 50 m/z Set End Plate Offset -500 V Set Dry Gas 6.0 l/min
Scan End 1800 m/z Set Collision Cell RF  200.0 Vpp Set Divert Valve Waste
Intens. 1 +MS, 0.2min #10]
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Display Report

Analysis Info Acquisition Date  10/30/2019 12:20:55 AM
Analysis Name D:\Data\2019\PROF. AKS\OCT\AS-179R.d

Method tune_low_Pos.m Operator UOH-Chemistry

Sample Name  AS-179 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  -500V 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, 0.7min #42
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Display Report

Analysis Info Acquisition Date 10/9/2019 4:16:53 AM
Analysis Name D:\Data\2019\PROF. AKS\OCT\SRS-1-378.d
Method tune_low.m Operator UOH-Chemistry
Sample Name  SRS-1-378-DCM-MEOH Instrument maXis 10138
Comment
Acquisition Parameter
Source Type ESI lon Polarity Positive Set Nebulizer 0.4 Bar
Focus Not active Set Capillary 3800 V Set Dry Heater 200°C
Scan Begin 50 m/z Set End Plate Offset  -500 V Set Dry Gas 6.0 Umin
Scan End 1800 m/z Set Collision Cell RF  350.0 Vpp Set Divert Valve Waste
Intens. | +MS, 0.5-1.0min #(31-57)
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Display Report

Analysis Info Acquisition Date  11/8/2019 3:52:17 AM
Analysis Name D:\Data\2018\PROF. AKS\NOWAS-320R1.d
Method TL-P.m Operator UOH-Chemistry
Sample Name  AS-320 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 Vmin
Scan End 900 mfz Set Collision Cell RF ~ 350.0 Vpp Set Divert Valve Waste
Intens. +MS, 1,3min #75
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Display Report -

Acquisition Date  10/30/2019 1:32:05 AM

Analysis Info
Analysis Name D:\Data\2019\PROF. AKS\OCT\AS-216R d

Method TL-P.m Operator UOH-Chemistry
Sample Name  AS-216 Instrument maxXis 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  -500 V Set Dry Gas 4.0 l/min
Scan End 800 m/z Set Collision Cell RF  350.0 Vpp Set Divert Valve Waste
Intens. | +MS, 0.6min #37|
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Display Report

Analysis Info Acquisition Date  10/28/2019 11:14:35 PM
Analysis Name  D:\Data\2019\PROF. AKS\OCT\As-324R.d

Method tune_low_PosR.m Operator UOH-Chemistry

Sample Name  AS-324 Instrument maXis 10138
Comment

Acquisition Parameter

Source Type ESI lan Polarity Positive Set Nebulizer 0.3 Bar
Focus Not active Set Capillary 3800V Set Dry Heater 250°C
Scan Begin 100 miz Set End Plate Offset -500 V Set Dry Gas 5.0 l/min
Scan End 2500 miz Set Collision Cell RF 350.0 Vpp Set Divert Valve Waste
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MJ-17-565
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UNIVERSITY OF HYDERABAD

ACRHEM

XEVO-G2XSQTOF#YEA1155
10112020_19 +VE 22 (0.245) AM2 (Ar,22000.0,556.28,0.00,LS 10); Cm (22:32-73:111)
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MJ-510

UNIVERSITY OF HYDERABAD
ACRHEM
XEVO-G2XSQTOF#YEA1155

10112020_22 +VE 21 (0.236) AM2 (Ar,22000.0,556.28,0.00,LS 10); Cm (21:32-85:122)
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Analysis Info

_ Display Report

Analysis Name D:\Data\2019\PROF. AKS\NOV\AS-322.d

Acquisition Date

11/5/2019 12:10:24 AM

Method tune_low.m Operator UOH-Chemistry
Sample Name  AS-322 Instrument maXis 10138
Comment
Acquisition Parameter
Source Type ESI lon Polarity Pasitive Set Nebulizer 0.4 Bar
Focus Not active Set Capillary 3800V Set Dry Heater 200 °C
Scan Begin 50 m/z Set End Piate Offset  -500 V Set Dry Gas 6.0 l/min
Scan End 1800 m/z Set Collision Cell RF  350.0 Vpp Set Divert Valve Waste
Intens. +MS, 0.7min #44
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Display Report _ B

Analysis Info Acquisition Date  10/30/2019 12:51:49 AM

Analysis Name D:\Data\2019\PROF. AKS\OCT\AS-217R.d
Method tune_low_Pos.m Operator UQOH-Chemistry
Sample Name  AS-217 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 miz Set End Plate Offset  -500V Set Dry Gas 6.0 I/min
Scan End 1500 mi/z Set Collision Cell RF  350.0 Vpp Set Divert Valve Waste
Intens. +MS, 0.2min #14
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Display Report

Analysis Info Acquisition Date 11/8/2019 4:11:59 AM
Analysis Name D:\Data\2018\PROF. AKS\NOWAS-319r.d
Method TL-P.m Operator UQH-Chemistry
Sample Name  AS-321 Instrument maxXis 10138
Comment
Acquisitlon 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 I/min
Scan End 900 m/z Set Collision Cell RF 350.0 Vpp Set Divert Valve Waste
Intens. +MS, 1.?min@‘
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MJ-17-1 UNIVERSITY OF HYDERABAD 20-Oct-2020
ACRHEM 16:12:23

XEVO-G2XSQTOF#YEA1155
20102020_30 +VE 36 (0.365) AM2 (Ar,22000.0,556.28,0.00,LS 10); Cm (36:49-96:155) 1: TOF MS ES+
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Analysis Info
Analysis Name

~ Display Report.

D:\Data\2019\PROF. AKS\NOV\AS-321R.d

Acquisition Date

11/8/2019 4:01:56 AM

Method TL-P.m Operator UOH-Chemistry
Sample Name  AS-321 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  -500V Set Dry Gas 4.0 I/min
Scan End 900 mi/z Set Collision CellRF  350.0 Vpp Set Divert Valve Waste
Intens. [ +MS, 1.0min #60
x10%
566.1930
E_
4
] 567.1962
2_
568.1958
569.1957
561.3934 E83.5708 570.3547 572.9276
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Bruker Compass DataAnalysis 4.0 printed:  11/8/2019 4:05:22 AM Page 1 of 1



Analysis Info Acquisition Date 10/30/2019 6:23:50 AM

Analysis Name D:\Data\2019\PROF. AKS\OCT\AS-170-2.d
Method tune_low.m Operator UOH-Chemistry

Sample Name  AS-170 Instrument maxXis 10138

Comment

Acquisition Parameter

Source Type ESI lon Polarity Positive Set Nebulizer 0.4 Bar
Focus MNot active Set Capillary 3800V Set Dry Heater 200°C
Scan Begin 50 m/z Set End Plate Offset  -500V Set Dry Gas 6.0 l/min
Scan End 1800 m/z Set Collision Cell RF  350.0 Vpp Set Divert Valve Waste

+MS, 0.3-0.9min #(20-51)
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Display Report S

Acquisition Date  10/30/2019 1:01:19 AM

Analysis Info
Analysis Name D:\Data\2019\PROF. AKS\OCT\AS-169R.d
Method tune_low_Pos.m Operator UQOH-Chemistry
Sample Name  AS-169 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 miz Set End Plate Offset  -500V Set Dry Gas 6.0 l/imin
Scan End 1500 miz Set Collision Cell RF  350.0 Vpp Set Divert Valve Waste
Intens. +MS, 0.3-0.4min #{19-23)
1250 -
535.1473 i
1000
7504
536.1495
500+
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250+
536.3521
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Bruker Compass DataAnalysis 4.0 printed:  10/30/2019 1:07:11 AM Page 1 of 1



~ UOH -SCHOOL OF CHEMISTRY -HRMS

Analysis Info

Analysis Name D:\Data\2019\PROF. TNJANAG-3-113.d

Acquisition Date  1/8/2019 5:02:17 PM

Method tune_low.m Operator UOH-Chemistry
Sample Name  AG-3-113 Instrument maXis 10138
Comment
Acquisition Parameter
Source Type ESI lon Polarity Positive Set Nebulizer 0.4 Bar
Focus Not active Set Capillary 3800 vV Set Dry Heater 200 °C
Scan Begin 50 miz Set End Plate Offset  -500 V Set Dry Gas 6.0 l/min
Scan End 1800 m/z Set Collision Cell RF 350.0 Vpp Set Divert Valve Waste
Intens. +MS. 0.8min #47
x108
5481687
1.5
1.04
0.54 |
|
|
i !
| | i
' 726.2453
330.3344 l m L 900.4283
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100 200 300 400 500 600 700 800 900 1000 m/z
Bruker Compass DataAnalysis 4.0 printed:  1/8/2019 5:04:26 PM Page 1 of 1



MJ-17-308 UNIVERSITY OF HYDERABAD 21-Oct-2020
ACRHEM 15:08:48

XEVO-G2XSQTOF#YEA1155
21102020_13 +VE 20 (0.228) AM2 (Ar,22000.0,556.28,0.00,LS 10); Cm (20:32-75:138) 1: TOF MS ES+
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MJ-17-214

UNIVERSITY OF HYDERABAD
ACRHEM
XEVO-G2XSQTOF#YEA1155

20102020_31 +VE 27 (0.288) AM2 (Ar,22000.0,556.28,0.00,LS 10); Cm (27:38-83:143)
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MJ-17-160 UNIVERSITY OF HYDERABAD 20-Oct-2020
ACRHEM 16:25:57

XEVO-G2XSQTOF#YEA1155
20102020_35 +VE 23 (0.254) AM2 (Ar,22000.0,556.28,0.00,LS 10); Cm (23:34-73:120)

1: TOF MS ES+
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MJ-17-271 UNIVERSITY OF HYDERABAD

04-Nov-2020
ACRHEM 11:47:32
XEVO-G2XSQTOF#YEA1155
04112020_09 +VE 24 (0.262) AM2 (Ar,22000.0,556.28,0.00.L.S 10); Cm (24:35-87:126) 1: TOF MS ES+
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MJ-17-272 UNIVERSITY OF HYDERABAD 04-Nov-2020

ACRHEM 11:44:.54
XEVO-GZ2XSQTOF#YEA1155
04112020_08 +VE 34 (0.348) AM2 (Ar,22000.0,556.28,0.00,LS 10); Cm (34:51-91:137) 1: TOF MS ES+
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MJ-17-308R

UNIVERSITY OF HYDERABAD

ACRHEM
XEVO-G2XSQTOF#YEA1155
06112020_10 +VE 26 (0.279) AM2 (Ar,22000.0,556.28,0.00,LS 10): Cm (26:36-90:134)
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MJ-17-283 UNIVERSITY OF HYDERABAD 03-Nov-2020

ACRHEM 16:12:15

XEVO-G2XSQTOF#YEA1155
03112020_34 +VE 28 (0.296) AM2 (Ar,22000.0,556.28,0.00 LS 10); Cm (28:37-72:108) 1: TOF MS ES+
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MJ-17-270 UNIVERSITY OF HYDERABAD

ACRHEM

XEVO-G2XSQTOF#YEA1155
03112020_29 +VE 30 (0.314) AM2 (Ar,22000.0,556.28,0.00,LS 10): Cm (30:42-90:129)
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MJ-17-284 UNIVERSITY OF HYDERABAD 03-Nov-2020
ACRHEM 15:56:13

XEVO-G2XSQTOF#YEA1155
03112020_28 +VE 34 (0.348) AM2 (Ar,22000.0,556.28,0.00,LS 10); Cm (34:47-94:133)

1: TOF MS ES+
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Analysis Info
Analysis Name

~ Display Report

D:\Data\20t9\PROF. AKS\july\MJ-16-12.d

Acquisition Date  7/15/2019 4:35:24 PM

Method tune_low.m Operator UOH-Chemistry
Sample Name  MJ-16-12-DCM-MEQOH Instrument maXis 10138
Comment
Acquisition Parameter
Source Type ESI lon Polarity Positive Set Nebulizer 0.4 Bar
Focus Not active Set Capillary 4200V Set Dry Heater 200 °C
Scan Begin 50 m/z Set End Plate Offset -500 V Set Dry Gas 6.0 imin
Scan End 1800 miz Set Collision Cell RF 350.0 Vpp Set Divert Valve Waste
Intens. | +MS, 0.4min #26|
x108
666.2251 667.2258
3 -
668.2234
2..
14
669.2210
663.4439
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665.4490 | ’
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Bruker Compass DataAnalysis 4.0 printed:  7/15/2019 4:41:46 PM _ Page 1 of 1



I - Display Report _ N

Analysis Info Acquisition Date  10/9/2019 4:26:55 AM
Analysis Name D:\Data\2019\PROF. AKS\OCT\SRS-1-376.d
Methogj tune_low.m Operator UOH-Chemistry
Sample Name SRS-1-376-DCM-MEQOH Instrument maxXis 10138
Comment
;auisiﬁa_n Param'e_te_r o
Source Type ESI lon Polarity Positive Set Nebulizer 0.4 Bar
Focus | Not active Set Capillary 3800V Set Dry Heater 200 °C
Scan Begin 50 miz Set End Plate Offset  -500 V Set Dry Gas 6.0 Umin
Scan Ephd 18007 Set Collision Cell RF ~ 350.0 Vpp Set Divert Valve Waste
|menﬂ% +MS, 1.3min #78] |
x10° |
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Bruker Compass DataAnalysis 4.0 printed:  10/9/2019 4:31:25 AM Page 1 of 1 ‘ | R
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Analysis Info
Analysis Name

D:\Data\2019\PROF. AKS\NOV\AS-325.d

~ Display Report

Acquisition Date 11/5/2019 12:565:10 AM

Method tune_low_Pos.m Operator UOH-Chemistry
Sample Name  AS-325 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 6.0 I/min
Scan End 1500 mfz Set Collision Cell RF  350.0 Vpp Set Divert Valve Waste
Intens. +MS. 0.7min #40
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¥ y A A A | "H.f
A A+ YT J
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Bruker Compass DataAnalysis 4.0 ~ printed:  11/9/2019 12:00:54 AM ~ Page 10f1



MJ-17-36R UNIVERSITY OF HYDERABAD
ACRHEM

XEVO-G2XSQTOF#YEA1155
06112020_13 +VE 15 (0.165) AM2 (Ar,22000.0,556.28,0.00,LS 10); Cm (15:20-1:5)
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Display Report -

Analysis Info Acquisition Date 9/27/2019 12:39:31 AM
Analysis Name D:\Data\2019\PROF. AKS\SEPWG-3-203.d _
Method tune_low_Pos.m Operator UOH-Chemistry |
Sample Name  AG-3-203-DCM-MEOH Instrument maXis 10138 '
Comment f
= — — = — N |
Acquisition Parameter '
Source Type ESI lon Polarity Positive Set Nebulizer 0.3 Bar
Focus Not active Set Capillary 4200 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 1500 m/z Set Collision Cell RF  350.0 Vpp Set Divert Valve Waste
et B ... . i SN = = : = -
Intens. +MS, 0.6min #33
x10°8
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Bruker Compass DataAnalysis 4.0 printed:  9/27/2019 12:48:05 AM Page 1 of 1



Display Report

Analysis Info Acquisition Date 9/27/2019 1:01:05 AM
Analysis Name D:\Data\2019\PROF. AKS\SEP\AG-4-71.d
Method tune_low_Pos.m Operator UOH-Chemistry
Sample Name  AG-4-71-DCM-MEOH Instrument maxis 10138
Comment
Acquisition Parameter
Source Type ESI lon Polarity Positive Set Nebulizer 0.3 Bar
Focus Mot active Set Capillary 4200 V Set Dry Heater 180 °C
Scan Begin 50 m/iz Set End Plate Offset  -500 V Set Dry Gas 6.0 I/min
Scan End 1500 miz Set Collision Cell RF ~ 350.0 Vpp Set Divert Valve Waste
Intens. T +MS, 0.9-0.9min #(53-54)
x1081
1.50
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Bruker Compass DataAnalysis 4.0 “printed:  9/27/2019 1:06:52 AM ~ Page 1 of 1




Analysis Info
Analysis Name

~ Display Report

D:\Data\2019\PROF. AKS\SEP\AG-3-205.d

Acquisition Date 9/27/2019 12:62:32 AM

Method tune_low_Pos.m Operator UOH-Chemistry
Sample Name  AG-3-205-DCM-MEOH Instrument maXis 10138
Comment R
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, 2.0min #116]
x105 |
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Bruker Compass DataAnalysis 4.0 - printed:  9/27/2019 12:57:49 AM  Page 1 of 1



" miz |

Analysis Info Acquisition Date 9/27/2019 12:35:55 AM
Analysis Name D:\Data\2019\PROF. AKS\SEP\AG-4-74 d
Method tune_low_Pos.m Operator UQOH-Chemistry
Sample Name  AG-4-74-DCM-MEOH Instrument maXis 10138
Comment
Acqhisition Parameter
Source Type ESI lon Polarity Positive Set Nebulizer 0.3 Bar
Focus Mot active Set Capillary 4200V Set Dry Heater 180 °C
Scan Begin 50 miz Set End Plate Offset  -500V 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, 0.6min #35
x105
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R p—
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Bruker Compass DataAnalysis 4.0 printed:  9/27/2019 12:44:36 AM Page 1 of 1



Display Report

Analysis Info Acquisition Date  3/5/2020 2:45:36 PM
Analysis Name D:\Data\2020\PROF.AKS\MAR\MJ-16-28R.d
Method tune_low.m Operator UQOH-Chemistry
Sample Name  MJ-16-28 Instrument maxXis 10138
Comment
Acquisition Parameter
Source Type ESI lon Polarity Positive Set Nebulizer 5.8 psi
Focus Not active Set Capillary 2800 V Set Dry Heater 200 °C
Scan Begin 50 m/z Set End Plate Offset  -500V Set Dry Gas 4.0 Umin
Scan End 1800 m/z Set Collision Cell RF~ 350.0 Vpp Set Divert Valve Waste
Intens. +MS, 0.3-0.3min #(15-19)
x104
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Bruker Compass DataAnalysis 4.0 printed:  3/5/2020 2:47:36 PM Page 1 of 1



Display Report

3/5/2020 3:00:29 PM

Analysis Info Acquisition Date
Analysis Name  D:\Data\2020\PROF.AKS\MAR\MJ-17-72.d
Method tune_low_PosR.m Operator UOH-Chemistry
Sample Name MJ-17-72 Instrument maxXis 10138
Comment
Acquisition Parameter .
Source Type ESI lon Polarity Positive Set Nebulizer 4.4 psi
Focus Not active Set Capillary 2800 V Set Dry Heater 250°C
Scan Begin 300 m/z Set End Plate Offset -500 vV Set Dry Gas 5.0 I/min
Scan End 2500 m/z Set Collision Cell RF  350.0 Vpp Set Divert Valve Waste
Intens. +MS, 0.4min #23
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Bruker Compass DataAnalysis 4.0 printed:  3/5/2020 3:03:43 PM Page 1 of 1



MJ-17-248 UNIVERSITY OF HYDERABAD 03-Nov-2020
ACRHEM 16:04:20
XEVO-G2XSQTOF#YEA1155
03112020_31 +VE 24 (0.262) AM2 (Ar,22000.0,556.28,0.00,LS 10); Cm (24:36-88:142) 1: TOF MS ES+
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MJ-17-Cl UNIVERSITY OF HYDERABAD 23-Nov-2020

ACRHEM 15:36:28
XEVO-G2XSQTOF#YEA1155
23112020_07 +VE 11 (0.131) AM2 (Ar,22000.0,556.28,0.00 LS 10); Cm (10:12-75:135) 1: TOF MS ES+
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Display Report

Analysis Info Acquisition Date  3/13/2020 3:44:26 PM
Analysis Name  D:\Data\2020\PROF.AKS\MAR\MJ-17-74.d
Method tune_low.m Operator UQOH-Chemistry
Sample Name  MJ-17-74 Instrument maXis 10138
Comment
Acquisition Parameter .
Source Type ESI lon Polarity Positive Set Nebulizer 5.8 psi
Focus Not active Set Capillary 2800 V Set Dry Heater 200°C
Scan Begin 50 mfz Set End Plate Offset -500 vV Set Dry Gas 6.0 I/min
Scan End 1800 miz Set Collision Cell RF 200.0 Vpp Set Divert Valve Waste
Intens. +MS, 0.4-0.4min #(21-25
x104
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Bruker Compass DataAnalysis 4.0 printed:  3/13/2020 3:47:22 PM ‘Page 1 0of 1



MJ-17-246 UNIVERSITY OF HYDERABAD
ACRHEM

XEVO-G2XSQTOF#YEA1155
03112020_30 +VE 34 (0.348) AM2 (Ar,22000.0,556.28,0.00,LS 10); Cm (34.44-96:150)
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Display Report

Analysis Info Acquisition Date  3/13/2020 12:50:05 PM
Analysis Name  D:\Data\2020\PROF.AKS\MAR\MJ-17-101.d
Method tune_low_PosR.m Operator UOH-Chemistry
Sample Name  MJ-17-101 Instrument maXis 10138
Comment
Acquisition Parameter
Source Type ESI lon Polarity Positive Set Nebulizer 4.4 psi
Focus Not active Set Capillary 2600V Set Dry Heater 250°C
Scan Begin 200 m/z Set End Plate Offset  -500V Set Dry Gas 5.0 /min
Scan End 2500 m/z Set Collision Cell RF ~ 200.0 Vpp Set Divert Valve Waste
Intens. +MS, 0.4min #23|
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Bruker Compass DataAnalysis 4.0 printed:  3/13/2020 12:53:21 PM Page 1 of 1



MJ-17-AJ UNIVERSITY OF HYDERABAD

ACRHEM
XEVO-G2XSQTOF#YEA1155
23112020_08 +VE 26 (0.279) AM2 (Ar,22000.0,556.28,0.00,LS 10); Cm (26:38-83:147)
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Display Report

Analysis Info Acquisition Date  3/12/2020 4:47:.01 PM
Analysis Name  D:\Data\2020\PROF.AKS\MARWMJ-17-102.d
Method tune_low_PosR.m Operator UOH-Chemistry
Sample Name = MJ-17-102 Instrument maXis 10138
Comment
Acquisltlon Parameter o
Source Type ESI lon Polarity Positive Set Nebulizer 4.4 psi
Focus Not active Set Capillary 3200 V Set Dry Heater 250 °C
Scan Begin 100 m/z Set End Plate Offset  -500 V Set Dry Gas 5.0 l/min
Scan End 2500 m/z Set Collision Cell RF  350.0 Vpp Set Divert Valve Waste
Intens. +MS, 0.5min #29
x10%
1.24
4241377

1.0

038

0.6

0.4

0.21

456.1265 531.4065
0.0
250 300 350 400 450 500 550 600m/z

Bruker Compass DataAnalysis 4.0 printed:  3/12/2020 4:49:35 PM Page 1 of 1



MJ-17-SRS UNIVERSITY OF HYDERABAD 23-Nov-2020
ACRHEM 16:36:34

XEVO-G2XSQTOF#YEA1155
23112020_17 +VE 17 (0.182) AM2 (Ar,22000.0,556.28,0.00,LS 10); Cm (17:24-77:127)
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Analysis Info

Analysis Name

Display Report

D:\Data\2019\PROF SKDWJULY\MJ-16-13--R5.d

“//‘.

Acquisition Date  7/16/2019 11:20:35 AM

Method tune_low_Pos.m Qperator UOH-Chemistry
Sample Name  MJ-16-13--R5-MEOH Instrument maxXis 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 Vv Set Dry Gas 6.0 /min
Scan End 1500 m/z Set Collision Cell RF 350.0 Vpp Set Divert Valve Waste
Intens. +MS, 0.2min #10
60001
50001 1336.5199
1334.5180
4000+
3000
o 1336.5169
2000+
1337.5414
1336.8920
1334.1081 1338.5173
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Bruker Compass DataAnalysis 4.0 printed:  7/16/2019 11:25:06 AM Page 1 of 1




Display Report

Analysis Info Acquisition Date 9/28/2019 3:20:06 AM
Analysis Name D:\Data\2019\PROF. AKS\SEP\SRS-4-244.d
Method tune_low.m Operator UOH-Chemistry
Sample Name  SRS-4-244-MEOH Instrument maXis 10138
Comment
Acquisition Parameter
Source Type ESI lon Polarity Positive Set Nebulizer 0.4 Bar
Focus Not active Set Capillary 3800V Set Dry Heater 200 °C
Scan Begin 50 mfz Set End Plate Offset  -500 V Set Dry Gas 6.0 U/min
Scan End 1800 m/z Set Collision Cell RF 350.0 Vpp Set Divert Valve Waste
Intens. +MS, 0.5-0.6min #(27-34)
200+
1323.5148
150
100+
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1323.8546
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Bruker Compass DataAnalysis 4.0 printed:  1/14/2020 11:20:32 AM Page 1 of 1




Display Report

Analysis Info
Analysis Name

D:\Data\2020\PROF. AKS\MARWJ-17-105R.d

Acquisition Date  3/5/2020 12:59:12 PM

Method tune_low_PosR.m Operator UOH-Chemistry
Sample Name  MJ-17-105 Instrument maxXis 10138
Comment
Acquisition Parameter
Source Type ESI lon Polarity Positive Set Nebulizer 4.4 psi
Focus Mot active Set Capillary 2800V Set Dry Heater 250 °C
Scan Begin 100 miz SetEnd Plate Offset  -500V Set Dry Gas 4.0 l/min
Scan End 2500 m/z Set Collision Cell RF 350.0 Vpp Set Divert Valve Waste
Intens.1 +MS, 0.3min #16
x104
2.01
256.1153
1.54
1.07
0.51
257.1194
258.1090
2541188  255.1036
l 258.6450 259.5176
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Bruker Compass DataAnalysis 4.0 printed:  3/5/2020 1:01:24 PM Page 1 of 1



o Display Report

Analysis Info Acquisition Date  7/15/2019 3:45:53 PM

Analysis Name  D:\Data\2019\PROF. AKS\july\MJ-16-18R.d
Method tune_low_Pos.m Operator UOH-Chemistry
Sample Name  MJ-16-18-DCM-MEQOH Instrument maXis 10138
Comment
Acquisition Parameter R
Source Type ESI lon Polarity Positive Set Nebulizer 0.3 Bar
Focus Not active Set Capillary 3600V 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/fz Set Collision Cell RF 350.0 Vpp Set Divert Valve Waste
Intens. +MS, 0.5-0.6min #(31-34)‘
x1
Me I
2.01
312.1780 ‘
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Bruker Compass DataAnalysis 4.0 i printed:  7/15/2019 3:50:16 PM ~ Page 1 of 1



Display Report

Analysis Info

Analysis Name  D:\Data\2019\PROF. AKS\july\MJ-16-19.d

Acquisition Date  7/15/2019 3:57:19 PM

Method tune_low.m Operator UOH-Chemistry
Sample Name  MJ-16-19-DCM-MEOH Instrument maXis 10138
Comment
Acquisition Parameter
Source Type ESI lon Polarity Positive Set Nebulizer 0.4 Bar
Focus Not active Set Capillary 3800 V Set Dry Heater 200 °C
Scan Begin 50 miz Set End Plate Offset  -500 V Set Dry Gas 6.0 Vrnin
Scan End 1800 miz Set Collision Cell RF 350.0 Vpp Set Divert Valve Waste
Intens. | +MS, 0.5-0.6min #(32-35),
x106
Me
368.2407
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1 e r——
426.2387
200 250 300 350 400 450 500 550 miz
Bruker Compass DataAnalysis 4.0 printed:  7/15/2019 4:00:02 PM Page 1 of 1



Display Report

Analysis Info
Analysis Name

D:\Data\2019\PROF. AKS\july\MJ-16-20.d

Acquisition Date  7/15/2019 4:07:55 PM

Method tune_low.m Operator UOH-Chemistry
Sample Name  MJ-16-20-DCM-MEOH Instrument maXis 10138
Comment
Acquisition Parameter
Source Type ESI lon Polarity Positive Set Nebulizer 0.4 Bar
Focus Not active Set Capillary 3800 V Set Dry Heater 200 °C
Scan Begin 50 miz Set End Plate Offset -500 V Set Dry Gas 6.0 l/min
Scan End 1800 miz___ Set Collision Cell RF~ 350.0 Vpp Set Divert Valve Waste
Intens. | +MS, 0.6-0.8min #(37-50)
x108
Me
"Bu "Bu
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Bruker Compass DataAnalysis 4.0 printed:  7/15/2019 4:11:55 PM Page 1 of 1




UOH -SCHOOL OF CHEMISTRY -HRMS

Analysis Info Acquisition Date  2/21/2018 7:49:16 AM
Analysis Name  D:\Data\2018\prof aks\march\mj-23-14.d
Method tune_low.m Operator Rajesh Vashisth
Sample Name  mj-23-14 Instrument maXis 10138
Comment
Acquisition Parameter
Source Type ESI lon Palarity Positive Set Nebulizer 0.4 Bar
Facus Not active Set Capillary 3000V Set Dry Heater 200 °C
Scan Begin 50 miz Set End Plate Offset -500V Set Dry Gas 6.0 l/min
Scan End 1800 m/z Set Collision Cell RF 350.0 Vpp Set Divert Valve Waste
Intens. +MS, 0.7-0.9min #(41-50)
X109
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Bruker Compass DataAnalysis 4.0 - printed:  2/21/2018 5:47:35 AM ~ Page 10f 1




" UOH -SCHOOL OF CHEMISTRY -HRMS

Analysis Info Acquisition Date  12/24/2018 12:44:09 PM
Analysis Name  D:\Data\2018\prof aks\DEC\AS-40.d
Method tune_low_PosR.m Operator UOHRH-Chemistry
Sample Name  AS-40-DCM-MEOH Instrument maXis 10138
Comment
Acquisition Parameter
Source Type ESI lon Polarity Positive Set Nebulizer 0.3 Bar
Focus Not active Set Capillary 2600 V Set Dry Heater 250°C
Scan Begin 100 m/z Set End Plate Offset  -500 V Set Dry Gas 4.0 I/min
Scan End 2500 m/z Set Collision Cell RF~ 200.0 Vpp Set Divert Valve Waste
Intens. +MS, 1.6-1.6min #{93-96)
x104
OPh
380.1885 Et Et
e
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Bruker Compass DataAnalysis 4.0 printed:  12/24/2018 12:48:23 PM Page 1 of 1



MJ-17-566 UNIVERSITY OF HYDERABAD 10-Nov-2020
ACRHEM 14:47:26
XEVO-G2XSQTOF#YEA1155
10112020_18 +VE 19 (0.219) AM2 (Ar,22000.0,556.28,0.00.LS 10); Cm (19:26-77:114) 1: TOF MS ES+
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Analysis Info

Analysis Name  D:\Data\2018\prof aks\NOVAMJ-56-15.d

UOH -SCHOOL OF CHEMISTRY -HRMS

Acquisition Date  11/12/2018 12:40:02 PM

Method tune_low.m Operator UOH-Chemistry
Sample Name  MJ-58-15-dcm-meoh Instrument maXis 10138
Comment
Acquisition Parameter
Source Type ESI lon Polarity Positive Set Nebulizer 0.4 Bar
Focus Not active Set Capillary 2800V Set Dry Heater 200 °C
Scan Begin 50 miz Set End Plate Offset  -500 V Set Dry Gas 6.0 Umin
Scan End 1800 m/z Set Collision Cell RF 250.0 Vpp Set Divert Valve Waste
Intens. +MS, 0.5min #28
x106 |
'd \
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e
Et N~ "S” "Et
\§ 6h J
2.0
1.57
1.0
0.5
396.1724 5645
0.0 ; . e=e . s TR © ST, S e e 5140“?3?05?8& .
200 250 300 350 400 450 500 550 miz
Bruker Compass DataAnalysis 4.0 printed:  11/12/2018 12:44:40 PM Page 1 of 1



UOH -SCHOOL OF CHEMISTRY -HRMS

Analysis Info Acquisition Date  2/22/2018 4:13:37 AM
Analysis Name  D:\Data\2018\prof aks\march\MJ-17-14.d
Method tune_low.m Operator Rajesh Vashisth
Sample Name  MJ-17-14 Instrument maxis 10138
Comment
Acquisition Parameter
Source Type ESI lon Polarity Positive Set Nebulizer 0.4 Bar
Focus Not active Set Capillary 3000V Set Dry Heater 200°C
Scan Begin 50 m/z Set End Plate Offset ~ -500 V Set Dry Gas 6.0 I/min
Scan End 1800 m/iz Set Collision Cell RF ~ 350.0 Vpp Set Divert Valve Waste
Intens. +MS, 0.4min #23
x106 |
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Bruker Compass DataAnalysis 4.0 printed:  2/22/2018 4:33:52 AM Page 1of 1




UOH -SCHOOL OF CHEMISTRY -HRMS

Analysis Info Acquisition Date  12/24/2018 12:25:39 PM
Analysis Name  D:\Data\2018\prof aks\DEC\AS-41.d
Method tune_low_PosR.m Operator UOH-Chemistry
Sample Name  AS-41-DCM-MEOH Instrument maxis 10138
Comment
Acquisition Parameter
Source Type ESI lon Polarity Positive Set Nebulizer 0.3 Bar
Focus Not active Set Capillary 2800V Set Dry Heater 250°C
Scan Begin 100 m/z Set End Plate Offset ~ -500V Set Dry Gas 5.0 I/min
Scan End 2500 m/z Set Collision Cell RF~ 200.0 Vpp Set Divert Valve Waste
Intens. +MS, 1.2min #73
x109
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Bruker Compass DataAnalysis 4.0 printed: 12/24/2018 12:29:21 PM Page 1 of 1



UOH -SCHOOL OF CHEMISTRY -HRMS

Analysis Info Acquisition Date  11/5/2018 10:37:24 AM
Analysis Name  D:\Data\2018\prof aks\NOVAMJ-28-15r.d
Method tune_low.m Operator UQOH-Chemistry
Sample Name  MJ-28-15-DCM-MEOH Instrument maXis 10138
Comment
Acquisition Parameter
Source Type ESI lon Polarity Positive Set Nebulizer 0.4 Bar
Focus Not active Set Capillary 2800 V Set Dry Heater 200°C
Scan Begin 50 m/z Set End Plate Offset  -500 V Set Dry Gas 4.0 I/min
Scan End 1800 m/z Set Collision Cell RF~ 200.0 Vpp Set Divert Valve Waste
Intens. +MS, 0.2-0.3min #(14-15)
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Bruker Compass DataAnalysis 4.0 printed:  11/5/2018 10:50:31 AM Page 1 of 1



18-Nov-2020
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MJ-17-256 UNIVERSITY OF HYDERABAD
ACRHEM 12:25:52
XEVO-G2XSQTOF#YEA1155
18112020_16 +VE 18 (0.191) AM2 (Ar,22000.0,556.28,0.00,LS 10); Cm (18:24-82:124) 1: TOF MS ES+
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UOH -SCHOOL OF CHEMISTRY -HRMS

Analysis Info Acquisition Date  12/13/2018 12:01:21 PM
Analysis Name  D:\Data\2018\prof aks\DEC\S-1-129.d
Method tune_low_Pos.m Operator UQOH-Chemistry
Sample Name  S-1-129-DCM-MEOH Instrument maXis 10138
Comment
Acquisition 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 miz Set End Plate Offset -500 vV Set Dry Gas 6.0 I/min
Scan End 1500 mfz Set Collision Cell RF 350.0 Vpp Set Divert Valve Waste
Intens. +MS, 0.3min #16
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MJ-17-413 UNIVERSITY OF HYDERABAD
ACRHEM

XEVO-G2XSQTOF#YEA1155
10112020_16 +VE 45 (0.462) AM2 (Ar,22000.0,556.28,0.00,L.S 10); Cm (45:54-(1:5+145:166))
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Display Repért:

Analysis Info Acquisition Date 10/28/2019 11:41:13 PM

Analysis Name D:\Data\2019\PROF. AKS\OCT\AS-406.d

Method tune_low_Pos.m Operator UOH-Chemistry
Sample Name  AS-406 Instrument maxXis 10138
Comment

Acquisition Parameter

Source Type ES| lon Polarity Positive Set Nebulizer 0.3 Bar
Focus Mot active Set Capillary 4200 V Set Dry Heater 180 °C
Scan Begin 50 mfz Set End Plate Offset  -500 V Set Dry Gas 6.0 Umin
Scan End 1500 m/z Set Collision Cell RF 350.0 Vpp Set Divert Valve Waste
lnten.r:i_ ) O +MS, 0.1min #7|
x10 waN U 2 '
v Yz 5
(A0 Ak
& ,:_J.J e . " Me )
- ’ ; (I.
480.2939 A 0 Et e
{ 1:;_ !/I N I o N
' Me” ~Me 7 °
20, Et N
' 8b Et
. J
1.5
1.0
481.2973
0.5
482.2949 485.2908
487.3614
4763313 478.2804 483.2988 486.2920
0.0 4 al wil 4 ; J T |I|l |_ Nid o 1 .I...II NI TS
474 476 478 480 482 484 486 488 mfz
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MJ-17-213R

UNIVERSITY OF HYDERABAD

ACRHEM
XEVO-G2XSQTOF#YEA1155
06112020_14 +VE 26 (0.279) AM2 (Ar.22000.0,556.28,0.00,LS 10); Cm (26:36-1 03:141)
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Display Report

Analysis Info

Analysis Name D:\Data\2019\PROF. AKS\OCT\SD-17-25-1.d

Acquisition Date 10/29/2019 3:59:47 AM

Method tune_low_Pos-R2.m Operator UOH-Chemistry
Sample Name  SD-17-25 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 miz Set End Plate Offset  -500 V 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, 0.6-0.6min #(34-35)
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MJ-8-48 UNIVERSITY OF HYDERABAD
ACRHEM

XEVO-G2XSQTOF#YEA1155
18112020_17 +VE 19 (0.219) AM2 (Ar,22000.0,556.28,0.00,LS 10); Cm (19:26-70:143)

100 670.2781
|
|
E:._Q:
. [671.2811
|
i
F
|
|
l
|672.2816
|\'
534_1526 ‘
|
; 535.1555 Ta;azsza
0 :;""I""|""!"':4="|"'"I"""'""':""""']'l""'-"""'!"'"""i""|" P --||----|"r=|=""!""=""""'-‘l"f'-‘“""""""
50 520 540 560 580 600 620 640 660 680 700 720 740

760 780

800

820

840

18-Nav-2020

12:28:34

1: TOF MS ES+

1.27e7

Me .\\O | %
Me™ o) Ph

Me

Ph

Ph g

N

8e

Ph

860

880

w1 2

900




MJ-17-509 UNIVERSITY OF HYDERABAD 10-Nov-2020

ACRHEM 14:44:49
XEVO-G2XSQTOF#YEA1155
10112020_17 +VE 10 (0.122) AM2 (Ar,22000.0,556.28,0.00.LS 10); Cm (8:14-1:3) 1: TOF MS ES+
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MJ-17-155R UNIVERSITY OF HYDERABAD
ACRHEM
XEVO-G2XSQTOF#YEA1155
06112020_12 +VE 10 (0.122) AM2 (Ar,22000.0,556.28,0.00,LS 10); Cm (8:12-1:5)
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Display Report

Analysis Info Acquisition Date  3/19/2020 11:54:23 AM
Analysis Name D:\Data\2020\PROF.AKS\MAR\SRS-8-10R.d
Method tune_low_PosR.m Operator UOH-Chemistry
Sample Name SRS-8-10 Instrument maXis 10138
Comment
Acquisition Parameter
Source Type ESI lon Polarity Positive Set Nebulizer 4.4 psi
Focus Not active Set Capillary 2600V Set Dry Heater 250 °C
Scan Begin 100 m/z Set End Plate Offset  -500 V Set Dry Gas 5.0 /min
Scan End 2500 m/z Set Collision Cell RF  200.0 Vpp Set Divert Valve Waste
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Bruker Compass DataAnalysis 4.0 printed:  3/19/2020 11:57:40 AM Page 1 of 1



MJ-17-414R UNIVERSITY OF HY

ACRHEM

DERABAD

XEVO-G2XSQTOF#YEA1155

10112020_15 +VE 18 (0.191) AM2 (Ar,22000.0,556.28,0.00,LS 10); Cm (18:20-2:4)
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Display Report

Analysis Info Acquisition Date  3/16/2020 4:11:49 PM
Analysis Name D:\Data\2020\PROF.AKS\MAR\SRS-8-88.d
Method tune_low_Pos-R2.m Operator UQOH-Chemistry
Sample Name  SRS-8-88 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  -500V Set Dry Gas 4.0 /min
Scan End 2580 m/iz Set Collision Cell RF 300.0 Vpp Set Divert Valve Waste
Intens. +MS, 0.4min #26
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MJ-17-199 UNIVERSITY OF HYDERABAD
ACRHEM

XEVO-G2XSQTOF#YEA1155
20102020_36 +VE 9 (0.114) AM2 (Ar,22000.0,556.28,0.00,LS 10); Cm (9:14-88:126)
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Display Report

Analysis Info

Analysis Name

D:AData\2020\PROF.AKS\MAR\MJ-17-98.d

Acquisition Date  3/13/2020 12:41:32 PM

Method tune_low_PosR.m Operator UOH-Chemistry
Sample Name  MJ-17-98 Instrument maXis 10138
Comment
Acquisition Parameter
Source Type ESI lon Polarity Positive Set Nebulizer 4.4 psi
Focus Not active Set Capillary 2800V Set Dry Heater 250 °C
Scan Begin 200 miz Set End Plate Offset  -500 V Set Dry Gas 5.0 U/min
Scan End 2500 m/z Set Collision Cell RF ~ 200.0 Vpp Set Divert Valve Waste
Intens. | +MS, 1.8min #106
x10%
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MJ-17-97R UNIVERSITY OF HYDERABAD
ACRHEM

XEVO-G2XSQTOF#YEA1155
06112020_11 +VE 14 (0.157) AM2 (Ar,22000.0,556.28,0.00,LS 10); Cm (14:22-1:5)
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Display Report

Analysis Info
Analysis Name  D:\Data\2020\PROF . AKS\MAR\MJ-17-93.d

Acquisition Date  3/13/2020 3:37:11 PM

Method tune_low.m Operator UOH-Chemistry
Sample Name  MJ-17-93 Instrument maXis 10138
Comment
Acquisition Parémater o
Source Type ESI lon Polarity Positive Set Nebulizer 5.8 psi
Focus Not active Set Capillary 2800 V Set Dry Heater 200°C
Scan Begin 50 m/z Set End Plate Offset -500V Set Dry Gas 6.0 I/min
Scan End 1800 m/z Set Collision Cell RF ~ 200.0 Vpp Set Divert Valve Waste
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Analysis Info Acquisition Date  3/12/2020 4:54:31 PM
Analysis Name  D:\Data\2020\PROF AKS\MAR\MJ-17-94R.d
Method tune_low_PosR.m Operator UOH-Chemistry
Sample Name  MJ-17-94 Instrument maXis 10138
Comment
Acquisition I;ararneter B .
Source Type ESI lon Polarity Positive Set Nebulizer 4.4 psi
Focus Not active Set Capillary 2800 V Set Dry Heater 250 °C
Scan Begin 100 m/z SetEnd Plate Offset  -500V Set Dry Gas 5.0 I/min
Scan End 2500 miz Set Collision Cell RF 200.0 Vpp Set Divert Valve Waste
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Display Report

Analysis Info Acquisition Date  3/16/2020 3:57:31 PM
Analysis Name  D:\Data\2020\PROF.AKS\MAR\SRS-8-93.d
Method tune_low_Pos-R2.m Operator UOH-Chemistry
Sample Name  SRS-8-93 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  -500V Set Dry Gas 4.0 Umin
Scan End 2580 m/z Set Collision Cell RF 350.0 Vpp Set Divert Valve Waste
Intens. 1 +MS, 0.4-0.5min #(23-30)
x109
| p N
2.04
565.2707 npr
"Pr
N J
1.5
1.0-
566.2732
0.5
567.2707
568.2704
563.2555
| Lot Il e v i ciiliisiian aaas S
0-0 hl T L) T T ¥ L) ¥ 1 ¥ T v 1 ¥ T
560 562 564 566 568 570 572 m/z

Bruker Compass DataAnalysis 4.0 printed:  3/16/2020 4:02:37 PM Page 1 of 1



Display Report

Analysis Info Acquisition Date  3/16/2020 3:50:59 PM
Analysis Name D:\Data\2020\PROF.AKS\MAR\SRS-8-91.d
Method tune_low.m Operator UOH-Chemistry
Sample Name  SRS-8-91 Instrument maXis 10138
Comment
Acquisition Parameter :
Source Type ESI lon Polarity Positive Set Nebulizer 5.8 psi
Focus Not active Set Capillary 2600V 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~ 200.0 Vpp Set Divert Valve Waste
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MJ-17-221 UNIVERSITY OF HYDERABAD 23-Nov-2020
ACRHEM 15:41:38

XEVO-G2XSQTOF#YEA1155
23112020_09 +VE 20 (0.228) AM2 (Ar,22000.0,556.28,0.00,LS 10); Cm (20:31-81:117) 1: TOF MS ES+
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MJ-17-224

UNIVERSITY OF HYDERABAD

ACRHEM

XEVO-G2XSQTOF#YEA1155

20102020_32 +VE 24 (0.262) AM2 (Ar,22000.0,556.28,0.00,LS 10); Cm (24:33-83:126)
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MJ-17-MONO

UNIVERSITY OF HYDERABAD
ACRHEM
XEVO-G2XSQTOF#YEA1155

21102020_18 +VE 17 (0.182) AM2 (Ar,22000.0,556.28,0.00,LS 10); Cm (17:24-71:109)
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MJ-17-249 UNIVERSITY OF HYDERABAD 20-Oct-2020
ACRHEM 15:20:35

XEVO-G2XSQTOF#YEA1155
20102020_33 +VE 17 (0.182) AM2 (Ar,22000.0,556.28,0.00,LS 10); Cm (17:24-71:136) 1. TOF MS ES+
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MJ-17-251
ACRHEM

UNIVERSITY OF HYDERABAD

04-Nov-2020
11:50:14

XEVO-G2XSQTOF#YEA1155

04112020_10 +VE 18 (0.191) AM2 (Ar,22000.0,556.28,0.00,LS 10); Cm (18:23-84:130)
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