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LCMS-2010A DATA REPORT
SHIMADZU

User : Admin
Sample : RKM-3-224
Inj. Volume : 5.000

Data Name

Method Name

Line#:! R.Time:0.787(Scan¥:48) Positive
MassPeaks:226 BasePeak:300.20(3771367)
RawMode:Single 0.787(48)

BG Mode:Peak Start 0.543(33)

MS Spectrum

. C\LCMSsolution\User\Data\RKM-3-224-APCI-POS1.qld
: C:\LCMSsolution\User\Method\esi.qlm
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MS Peak Table
Peak# R.Time LTime F.Time Area Height
1 0787 0543 1.043 94799964 7332291
94799964 7832291

O
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A/H Mark %Total Name
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100.00

12.10

S2

250

300

3
ﬁ 3",’2 338 354 370 391

ik L u e B |

290 310 330 350 370 390
m/z

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

Ts

N
HaC 7z
1b

Method filename: C:\Program Files\Thermo Finnigan\Eager 300 for EA1112\DATA\Sys_data_ex
Sample [D: RKM-3-224 (# 162)
Analysis type: UnkNown
Chromatogram filename: UNK-29092015-2.dat
Sample weight: 2.815
108.9 4 111
|
|
86.3 - i
|
o
637+ |
‘ |
(mVolt) | }
41.1 j i
! I
|
186~ |78
S 5.1
too e 10.06
S AN T -——
-4.0 i \ i \ [ .
0.0 4.8 (min) 7.2 9.6
Element Name Element % Ret. Time }
Nitrogen 4. 61 0. 78 }
Carbon 68. 35 1. 11 ‘
Hydrogen 5. 75 5. 10 :
Sulphur 10. 62 10. 06
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LCMS-2010A DATA REPORT
SHIMADZU

User : Admin
Sample : RP-3-72
Inj. Volume :5.000
Data Name : C:\LCMSsolution\User\Data\RP-3-72-ESI-POS1.qld
Method Name : CALCMSsolution\User\Method\esi.qlm
"I\'Js
MS Spectrum HaC // Bn

Line#:1 R.Time:0.773(Scan#:47) 1c
MassPeaks:341 BasePeak:390.25(1616089) HsC
RawMode:Single 0.773(47) ’
BG Mode:Peak Start 0.527(32)
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m/z

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

1 0773 0527 1043 24597640 1726918 1424 100.00 39025 1616089

24597640 1726918 100.00
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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: RP-3-72 (# 168)
Analysis type: UnkNown
Chromatogram filename: UNK-29092015-8.dat =
Sample weight: 1.103 N
p. gh HaC j@/ Bn
1c
H4C
37.11
.24
20.6
22.09+
(mVolt)
14.57
4.88
7 ;/8.9
1
-0.45 T T T T r | >
0.0 24 4.8 (min) 7.2 9.6 12.0
Element Name Element % Ret. Time
Nitrogen 3. 65 0.79
Carbon 74. 15 1. 24
Hydrogen 5. 98 4. 88
Sulphur 8. 31 8. 90
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LCMS-2010A DATA REPORT
SHIMADZU

User : Admin

Sample : PB-8-47

Inj. Volume : 5.000

Data Name : C:\LCMSsolution\User\Data\PB-8-47-APCI-POS1.qld
Method Name : C:\LCMSsolution\User\Method\esi.qlm

: MS Spectrum OHC = ‘Bn
Line#:1 R.Time:0.777(Scan#:47) Positive
MassPeaks:472 BasePeak:390.30(522633) 1f

RawMode:Single 0.777(47)
BG Mode:Peak 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 0777 0560 1.060 29133753 1735894 1678 100.00 390.30 522653

29133753 1735894 100.00
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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: PB-8-47 (# 166)
Analysis type: UnkNown
Chromatogram filename: UNK-29092015-6.dat Ts
Sample weight: 1.123 N.
ample weigh . ) oHC O/ Bn
1f
3752, 123
29.91
22.3+
{mVolt)
14.7
7.09-
227 897
—
-0.52 | | ! | | >
0.0 24 4.8 (min) 7.2 9.6 12.0
Element Name Element % Ret. Time
Nitrogen 3. 56 0. 82
Carbon 70. 85 1. 23
Hydrogen 4. 88 5. 27
Sulphur 8. 31 8. 97
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User
Sample
Inj. Volume
Data Name
" Method Name

Line#:1 R.Time:0.775(Scan#:47) Positive
MassPeaks:555 BasePeak:387.25(5233916)

RawMode:Single 0.775(47)
BG Mode:Peak Start 0.527(32)

LCMS-2010A DATA REPORT
SHIMADZU

: Admin

: PB-8-49

: 5.000

: C:\LCMSsolution\User\Data\PB-8-49-APCI-POS1.qld
: C:\ALCMSsolution\User\Method\esi.qlm

MS Spectrum
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MS Peak Table
Peak# R.Time
1 0775

I Time F.Time
0.527

1.043 120562790
120562790
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A/H Mark %Total Name
11.64 100.00
100,00

Base m/z Base Int.
387.25 5233916
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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: PB-8-49 (# 174)
Analysis type: UnkNown
Chromatogram filename: UNK-20092015-14.dat -
Sample weight: 1.106 NS.B
NCO/ 4
1e
48.12 ,
A .21
38.26
28.41 -
{mVolt)
18.55
. 5.12
y 8.63
l
-1.16 I | ] i ! I —»>
0.0 24 4.3 {min) 7.2 9.6 12.0
Element Name Element % Ret. Time
Nitrogen 7. 32 0. 84
Carbon 71. 56 1. 21
Hydrogen 4. 61 5. 12
Sulphur 8. 38 8. 63
_




LCMS-2010A DATA REPORT
SHIMADZU

User : Admin

Sample : PB-8-R2G

Inj. Volume : 5.000

Data Name : C:\LCMSsolution\User\Data\PB-8-R2G-APCI-NEG1.qld

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

'I'\'ls
FZ Bn
MS Spectrum

Line#:1 R.Time:0.762(Scan#:46) Negative 19
MassPeaks:508 BasePeak:402.25(4430766) 0
RawMode:Single 0.762(46)
BG Mode:Peak Start 0.527(32)
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MS Peak Table
Peak# R.Time ITime F.Time Area Height  A/H Mark %Total Name Base m/z Base Int.
1 0762 0527 1.043 112292509 7576090 14.82 100.00 402.25 4430766

112292509 7576090 100.00
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FLASH EA 1112 SERIES CHNS REPORT

THERMO FINNIGAN
Method filename: C:\Program Fileé\Thermo Finnigan\Eager 300 for EA11 I2ADATA\Sys_data_ex
Sample ID: PB-8-R2G (# 164)
Analysis type: UnkNown
Chromatogram filename: . UNK-29092015-4.dat Is
Sample weight: 1.106 & Bn
19
o)
33.33 ? 125
26.55
19.78
(mVolt)
13.0
497 8.93
—
-0.55 T l r i ! 1 T >
0.0 24 4.8 (min) 7.2 9.6 12.0
Element Name Element % Ret. Time
Nitrogen 3. 52 ¢. 80
Carbon 71. 35 1. 25
Hydrogen 5. 28 4. 97
Sulphur 7. 89 8 93
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LCMS-2010A DATA REPORT
SHIMADZU

User : Admin

Sample : RP-3-68

Inj. Volume : 5.000

Data Name : C:\LCMSsolution\User\Data\RP-3-68-APCI-POS1.qld
Method Name : CALCMSsolution\User\Method\esi.qim

MS Spectru
) O 2 en
Line#:1 R.Time:0.763(Scan#:46) Positive

MassPeaks:304 BasePeak:412.25(2291233) O 1j
RawMode:Single 0.763(46)
BG Mode:Peak Start 0.543(33)
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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 0763 0543 1.043 217299993 15742563 13.80 100.00 412.25 2291233
217299993 15742563 100.00
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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: RP-3-68 (# 167)
Analysis type: UnkNown
Chromatogram filename: UNK-29092015-7.dat
Sample weight: 1.109 Ts
="
J
35.07 123
28.01
20.96
{(mVolt)
13.9+
6.85
33 8.86
0.2 [ ! a | ! | >
0.0 24 4.8 (min) 7.2 9.6 12.0
Element Name Element % Ret. Time
Nitrogen 3. 46 0. 82
Carbon 75. 73 1. 23
Hydrogen 5. 18 5. 33
Sulphur 7. 71 8. 86
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LCMS-2010A DATA REPORT
SHIMADZU

User : Admin
Sample : RP-3-76
Inj. Volume :5.000
Data Name

Method Name

Line#:1 R.Time:0.763(Scan#:46) Positive
MassPeaks:283 BasePeak:336.25(10788256)
RawMode:Single 0.763(46)

BG Mode:Peak Start 0.560(34)

120

: CALCMSsolution\User\Data\RP-3-76-APCI-POS1.qld
: CALCMSsolution\User\Method\esi.qlm

MS Spectrum

i

1104
100-:
90-

80

70

60

50+

10

30

202

to]

74 34 100 122128

152

165 178

189
I

202

215 233 247 261 277 0

36

334

350

354

B LA i B e g L L L) s L) ) L) Lk M L S Al M s W L) L) L e ) wiass v e ) e S G W L B N B

50 70 S0 110 130

MS Peak Table
Peak# R.Time LTime F.Time Area
1 0.763 0.560 1.043 583294479
583294479

150

Height
42218331
42218331

170

A/H Mark %Total Name

13.81
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100.00
100.00
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Base m/z Base Int.
336.25 10788256
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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: RP-3-76 (# 170)
Analysis type: UnkNown
Chromatogram filename: UNK-29092015-10.dat
Sample weight: ' 1.263 s
ple weigh O _ N ch,
oo
55.61 A 121
44,28
32,94
(mVolt)
21.61
10.284
A 5.1
s ,8.34
1
-1.06 I 1 \ | i [ | T >
0.0 24 4.8 (min) 72 9.6 12.0
Element Name Element % Ret. Time
Nitrogen 4. 23 0. 80
Carbon 71. 56 1. 21
Hydrogen 5. 18 5. 10
Sulphur 9. 49 8. 34
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LCMS-2010A DATA REPORT

SHIMADZU

User : Admin

Sample : RKM-3-226

Inj. Volume : 5.000

Data Name : C:A\LCMSsolution\User\Data\RKM-3-226-APCI-POS1.qld
Method Name : CALCMSsolution\User\Method\esi.qlm

MS Spectrum

Line#:1 R Time:0.733(Scan#:44) Positive
MassPeaks:765 BasePeak:386.25(3677271)
RawMode:Single 0.733(44)

BG Mode:Peak Start 0.527(32)
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MS Peak Table
Peak# R.Time LTime F.Time Area Height A/H Mark %Total Name
1 0733 0527 1.043 102383604 8868688 1154 100.00
102388604 8868688 100.00

700 750 800 850 900

Base m/z Base Int.
38625 3677271

m'z



FLASH EA 1112 SERIES CHNS REPORT

THERMO FINNIGAN
Method filename: C:\Program Files\Thermo Finnigan\Eager 300 for EAll 12\DATA\Sys_data ex
Sample ID: RKM-3-226 (# 163)
Analysis type: UnkNown
Chromatogram filename: UNK-29092015-3.dat Ts
Sample weight: 1.113 % = N-cH,
ok
35.1 4 124
27.95
20.81 1
(mVolt)
13.66
6.52
| 4.88
l
-0.63 | I | x ] \ T >
0.0 24 48 (min) 7.2 9.6 12.0
Element Name Element % Ret. Time
Nitrogen 3. 72 0. 79
Carbon 74. 65 1. 24
Hydrogen 4. 91 4. 88
Sulphur 8. 38 8. 90
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LCMS-2010A DATA REPORT

User : Admin
Sample : PB-8-45
Inj. Volume :5.000
Data Name

Method Name

Line#:{ R Time:0.767(Scan#:46) Positive
MassPeaks:182 BasePeak:304.30(3928511)
RawMode:Single 0.767(46)

BG Mode:Peak Start 0.560(34)

120

SHIMADZU

MS Spectrum

: C:\LCMSsolution\User\Data\PB-8-45-ESI-POS1.qld
: C\LCMSsolution\User\Method\esi.qlm
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MS Peak Table
Peak# R.Time 1Time F.Time Area Height
1 0767 0560 1.043 135562407 10068569
135562407 10068569

T

|ARARLLALY) L
170

190

A A b L A L L

A/H Mark %Total Name

13.46

100.00
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: PB-8-45 (# 165)
Analysis type: UnkNown
Chromatogram filename: UNK-30012015-9.dat
Sample weight: 1.315 s
. & CHy
1m
59.44 5 "L15
47.32
35.2+
{mVolt)
23.07
10.95
;/3.67
e /928
—
-1.17 ] { | l ! | ——»
0.0 24 4.8 (min) 72 9.6 12.0
Element Name Element % Ret. Time
Nitrogen 4. 56 0. 78
Carbon 63. 41 1. 15
Hydrogen 4. 58 3. 67
Sulphur 10. 45 9. 28
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LCMS-2010A DATA REPORT
SHIMADZU

User : Admin

Sample : RKM-3-223

Inj. Volume : 5.000

Data Name - CALCMSsolution\User\Data\RKM-3-223-APCI-POS1.qld
Method Name : C:\LCMSsolution\User\Method\esi.qim

MS Spectrum : Z "CHs

Line#:1 R.Time:0.762(Scan#:46) Positive 1n
MassPeaks:62]1 BasePeak:304.15(11631373) F
RawMode:Single 0.762(46)
BG Mode:Peak Start 0.543(33)
120+

110]
100 b

90
80~
70
60-
50

40
30-
20

10_; 222 264

9l 386
65 7 jgg13 190 35 1% | 234 250 LmL | 321336 353368 TP 4y5 436 460 a7Rasy 533 542 858 574 SO0G0AGIS_ 640 656 683 698 720734 736 TEQ

i i s i i g o i S N O B L N e s s we e i e B B R AL I

o 30210 250 | 200 330 370 410 450 490 530 570 510 650 690 730 770
m/z

MS Peak Table
Peak# R.Time LTime F.Time Area Height A/H Mark %Total Name Base m/z Base Int.
1 0762 0543 1,027 372191128 30657746 12.14 100.00 3041511631373
372191128 30657746 100.00




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: RKM-3-223 (# 161)
Analysis type: UnkNown
Chromatogram filename: UNK-29092015-1.dat
Sample weight: 2.612 &
& CHy
1n
F
99.5 ? 111
78.9+
58.3
{(mVolt)
37.7
17.0
1 4.97
v A0.17
-3.6 | ! { | ! ] >
0.0 _ 24 4.3 (min) 72 9.6 12.0
Element Name Element % Ret. Time
Nitrogen 4. 58 0. 77
Carbon 63. 26 1. 11
Hydrogen 4. 69 4. 97
Suiphur 10. 45 10. 17
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LCMS-2010A DATA REPORT
SHIMADZU

User : Admin

Sample : RP-3-73

Inj. Volume : 5.000

Data Name : CALCMSsolution\User\Data\RP-3-73-APCI-POS1.qgld
Method Name : CALCMSsolution\User\Method\esi.qlm

MS Spectrum

Line#:1 R.Time:0.793(Scan#:48) Positive |
MassPeaks:249 BasePeak:441.35(15965070) gr~eN 14
RawMode:Single 0.793(48) r

BG Mode:Peak Start 0.527(32)
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MS Peak Table
Pealdd R.Time LTime F.Time Area Height A/H Mark %Total Name Base m/z Base Int.
1 0793 0527 1.043 487050737 27566979 17.66 100.00 441.35 15965070
487050737 27566979 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: RP-3-73 (# 169)
Analysis type: UnkNown
Chromatogram filename: UNK-29092015-9.dat =
. . S
Sample weight: 1,215 ~ Ng,
I
go~eN 14
46.57 ? 121
37.06
27.54
(mVolt)
18.02+
8.5+
12 ,8.63
)
-1.01 | | | | | ! —>
0.0 24 4.8 (min) 7.2 9.6 12.0
Element Name Element % Ret. Time W
Nitrogen 6. 29 0. 84
Carbon 57. 23 1. 21
Hydrogen 3. 82 5. 12
Sulphur 7. 32 8. 63

523




BRUKER MAXIS HRMS REPORT

School of Chemistry
University of Hyderabad

Analysis Info Acquisition Date  6/4/2015 12:43:10 PM
g Analysis Name  D:\Data\2015\DR.AK. SAHOOWJUNEPB-6-150BN.d
: Method tune_low_Pos.m Operator Ramu Sridhar
Sample Name  PB-6-150-BN-MECH Instrument maXis 10138
Comment

Acquisition Parametef

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 vV Set Dry Gas 4.0 /min
Scan End 1500 m/z Set Collision Cell RF 350.0 Vpp Set Divert Valve Waste
intens. T +MS, 0.8-0.9min #(47-51)
x106
d
il
#
j, 420.0805
A !
: 157
:
] -
i
|
1.0+
i
i
j i
} 384.1029
H 1
: 0.5
362.1207
]
? ‘ 301.1408
i L L 478.9994 579.2905605.4729
; P | N AR RO R W L bl I!.l..‘ PP | |ILI-'.' i ol ol
: ) 250 300 350 400 450 500 550 600 m/z
Bruker Compass DataAnalysis 4.0 printed:  6/4/2015 12:46:27 PM Page 1 of 1
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BRUKER MAXIS HRMS REPORT

School of Chemistry
University of Hyderabad

Acquisition Date  3/20/2015 4:25:09 PM

Analysis Info

Analysis Name  D:\Data\2015\DR. AK. SAHOO\MAR\RKM-2-117.d

N,

Method tune_low.m Operator Ramu Sridhar
Sample Name RKM-2-117 Instrurnent 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 Vmin
Scan End 1800 miz Set Collision Cell RF 350.0 Vpp Set Divert Valve Waste
Intens, +MS, 1.9min #115
x10%
353.1091

6,

5_

4..

3..

355.1061
24
. 358.0645
1 -
360.0615
1 ‘

340 345 350 355 360 365 370 miz

Bruker Compass DataAnalysis 4.0 printed:  3/20/2015 4:30:58 PM Page 1 of 1
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BRUKER MAXIS HRMS REPORT
School of Chemistry

University of Hyderabad
Analysis Info Acquisition Date  5/11/2015 11:56:36 AM
Analysis Name  D:\Data\2015\DR.AK. SAHOOWAYRP-2-10R.d
Method tune_low.m Operator Ramu Sridhar
Sample Name  RP-2-10-MEOH instrument maxXis 10138
Comment
Acquisition B;r;r;éte o )
Source Type ESI lon Polarity Positive Set Nebulizer 4 4 psi
Fogus Not active Set Capillary 4500V Set Dry Heater 200°C
Scan Begin 50 miz Set End Plate Offset  -500 V Set Dry Gas 4.0 lmin
Scan End 1800 m/z Set Collision Cell RF  350.0 Vpp Set Divert Valve Waste
Intens. : - +MS, 0.6min #38
x106-
i 4481112
34
|
|
i
!
| 412.1333
1
|
i
i
! 464.0833
1
390.1509
1
428.1065
- | Ll 1 |
Tj' 0!1Y . ‘ . i . ol o bl ey tapadblee i i'l L li'lu L ol d + hl..,kl. Iu.u._, bl
340 360 380 400 420 440 460 480 miz
Bruker Compass DataAnalysis 4.0 - printed:  5/11/2015 11:59:43 AM Page 1of1
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BRUKER MAXIS HRMS REPORT
School of Chemistry

University of Hyderabad
Analysis Info Acquisition Date  6/8/2015 1:14:59 PM
Analysis Name  D\Data\2015\DR.AK. SAHOOWUNE\RKM-3-70R.d
Method tune_low_Pos-R2.m Operator Ramu Sridhar
Sample Name  RKM-3-70-DCM-MEOH Instrument maXis 10138
Comment
Acquisition Parameter 7 - .
Source Type ESI lon Polarity Puositive Set Nebulizer 4.4 psi
Focus Not active Set Capiflary 3800V Set Dry Heater 180°C
Scan Begin 50 m/z Set End Plate Offset -500 V Set Dry Gas 4.0 Vmin
Scan End 2580 miz Set Collision Cell RF 350.0 Vpp Set Divert Valve Waste
Intens, " - +MS, 0.7-0.8min #{40-47)
x108.
4921009
15-
487.1450
i
0. .
494 0973
0.5 i
; 489.1416 493.1023
1
‘ 488.1466
!
|
' 495.0987
490.1432
i 491.|1409 496.|0964
0.0 — y ; . -t , : T . . . r y .
482 484 486 488 490 492 494 496 498 miz
Bruker Compass DataAnalysis 4.0 ~ printed:  6/8/2015 1:19:39 PM T TPagetofi
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BRUKER MAXIS HRMS REPORT

School of Chemistry
University of Hyderabad

Analysis Info Acquisition Date  6/8/2015 12:33:33 PM
Analysis Name  D:\Data\2015\DR.AK. SAHOOWUNE\RKM-3-73.d

Method tune_low.m Operator Ramu Sridhar
Sample Name  RKM-3-73-DCM-MEQH Instrument maXis 10138

: Comment

Acquié-iti-t.:f:\ 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 miz 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. 1 +MS, 0.3-0.3min #(16-17)
x105 |

i
i
i

5 4450757

! 387.1162

301.1405

ol I AL -

250 300 350 400 450 500 850 600 miz

Bruker Compass DataAnalysis 4.0 printed:  6/8/2015 12:37:16 PM Page 1 of 1
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BRUKER MAXIS HRMS REPORT

School of Chemistry
University of Hyderabad

Analysis Info

Anaiysis Name  D:\Data\2015\DR.AK. SAHOOWUNE\RKM-3-74.d

Acquisition Date  6/8/2015 12:45:05 PM

Method tune_low.m Operator Ramu Sridhar
Sample Name  RKM-3-74-DCM-MEQH Instrument maXis 10138
Comment :
Acquisition Parameter
Seurce Type ESI lon Polarity Positive Set Nebulizer 4.4 psi
Focus Not active Set Capillary 3500 v Set Dry Heater 180 °C
Scan Begin 50 miz Set End Plate Offset -500 vV 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, 1.3-1.4min #{75-82)
x104]
|
| 4431194
i
i
f
i
3
;
|
: 448.0749
i
!
21
|
1 4451170
|
444.1229
T 450.0728
440.1083
j . 449.0780
‘ 446.1187
: 442 1062 451.0751
i
. 452,
; 439)1703 ‘ 447.1169 52,0723
TTa36 438 440 442 444 446 448 450 452 | 454  miz
Bruker Compass DataAnalysis 4.0 printed:  6/8/2015 12:48:54 PM Page 1 of 1
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BRUKER MAXIS HRMS REPORT
School of Chemistry

University of Hyderabad
Analysis Info Acquisition Date  6/8/2015 12:54:20 PM
Analysis Name  D:\Data\2015\DR.AK.SAHOOWUNE\RKM-3-69.d
Method tune_low.m Operator Ramu Sridhar
Sample Name  RKM-3-69-DCM-MEQH Instrument maxXis 10138
Comment
Acquisition Paral:neter - -
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 Vv Set Dry Gas 4.0 Vmin
Scan End 1700 miz Set Collision Cell RF 150.0 Vpp Set Divert Valve Waste
Intens. | T ' +MS, 0.5-0.5min #{30-32) .
x104! :
i
10!
462.0909
0.8
| i
; 457.1359 :
0.6 |
| g
i
04 i
i 4540888 i
; 459.1329
) 463.0946
02!
i 465.0914
i 460.137M
|
461.1326 466.0917
0.0+ P VRN AU R alali i S PR L ¥ W L i, . AR VT TRV R ST P PPN I B PR N N PRI S—
454 456 458 480 462 464 466 468 miz
Bruker Compass DataAnalysis40  printed:  6/8/2015 12:58:25 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  3/20/2015 3:41:23 PM

D:\Data\2015\DR.AK . SAHOO\MAR\RKM-2-103.d

Method tune_low_Pos-R2.m Operator Ramu Sridhar
Sample Name  RKM-2-103 Instrument maXis 10138
Comment
Acciuisition Parameter
Source Type ESI lon Polarity Positive Set Nehulizer 4.4 psi
Focus Not aclive Set Capillary 3800V Set Dry Heater 180 °C
Scan Begin 50 miz Set End Plate Offset  -500 V Set Dry Gas 4.0 ifmin
Scan End 2580 miz Set Collision Cell RF  350.0 Vpp Set Divert Valve Waste
intens. | +M$S, 0.8min #46
x105
339.0837
!
1.25-
1.00-
0.75-
0.50+ 341.0908
0.254
1 344.0489
346.0463
326.0815 353.1084
e ISR PO NN N | R S R DA
325 330 335 340 345 350 356 mfz
Bruker Compass DataAnalysis 4.0 printed:  3/20/2015 3:46:30 PM Page 1 of 1

S31



BRUKER MAXIS HRMS REPORT

School of Chemistry
University of Hyderabad

Acquisition Date  3/20/2015 1:54:00 PM

Analysis Info

Analysis Name  D:\Data\2015\DR. AK.SAHOO\MAR\RKM-2-135.d
Method tune_low.m

Sample Name RKM-2-135

Comment

Operator
Instrument

N H,

Ramu Sridhar
maXis 10138

Acquus:t;m Parameter

Source Type ESi lon Polarity Pasitive 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 li/min
Scan End 1800 m/z Set Collision Celt RF 350.0 Vpp Set Divert Vaive Waste
Intens. +MS, 0.3-1.0min #(15-58)
x10H
369.1040

2.0

1.5

1.04

371.1013
374.0596
0.5
370.1072
372.0670 76,0565
375.0627
373.0708 377.0593
0.0~ T T T T ¥ T - T 1 T T ul T L |j ™ T M
360 362 364 366 368 370 a7z 374 376 378 380 miz

Bruker Compass DataAnalysis 4.0 printed:  3/20/2015 1:58:40 PM Page 1 of 1
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BRUKER MAXIS HRMS REPORT

School of Chemistry
University of Hyderabad

Analysis Info Acquisition Date  5/11/2015 12:06:04 PM
Analysis Name  D:\Data\2015\DR.AK.SAHOOWAY\RP-2-18.d

Method tune_low_Pos.m Operator Ramu Sridhar

Sample Name  RP-2-18-MEOH Instrument maxis 10138
Comment

Acquisition Pérameiéf

Source Type ESI lon Polarity Positive Set Nebuiizer 4.4 psi
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 I/min
Scan End 1500 mfz Set Collision Cell RF 350.0 vpp Set Divert Valve Waste
Intens .1 +MS, 0.4-0.6min #{21-34)
x108
2.0+

470.0958
466.1402
15/
i
1.04
|
Z 472.0923
H
} 467.1369 |
471.0975
0-5“1 466.1421
i
|
f 4581387 473.0041
;
i 469.1366 474.0919
00" T -— T " ll v T u v rl' T L T — || Tt T
' 460 462 464 466 468 470 472 474 476miz
Bruker Compass DataAnalysis 4.0 o printed:  5/11/2015 12:09:51 PM Page1of1
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BRUKER MAXIS HRMS REPORT

School of Chemistry
University of Hyderabad

Analysis Info

Analysis Name  D:AData\2015\0R. AK.SAHOO\MAY\RP-2-21.d

Acquisition Date 5/8/2015 4:22:18 PM

Method tune_fow.m Operator Ramu Sridhar
Sample Name RP-2-21-MEOCH Instrument maXis 10138
Comment
Acquisition Parameter
Source Type ESI lon 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 1700 m/fz Set Collision Cell RF 150.0 Vpp Set Divert Valve Waste
Intens. i~ B T +MS, 0.4-0.5min #(22-27)

x10%

5 394.0643
4 .
389.1086

3
2.

1 396.0612

391.1057
395.0668

1:

: 390.1113

397.0637
392.1082
388.3934 L 393.I1 046 398.|0600
G L rld — ylont- “ T " rt — T T
386 388 390 392 394 396 388 400 miz
Bruker Compass DataAnalysis 40 ~ printed:  5/8/2015 4:24:58 PM Page 1 of 1
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BRUKER MAXIS HRMS REPORT

School of Chemistry
University of Hyderabad

Analysis Info Acquisition Date  3/20/2015 2:04:57 PM
Analysis Name  D:\Data\2015\DR. AK. SAHOO\MAR\RKM-2-144.d

Method tune_low.m Operator Ramu Sridhar

Sample Name  RKM-2-144 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 =500V Set Dry Gas 4.0 /min
Scan End 1800 miz Set Collision Cell RF 350.0 Vpp Set Divert Valve Waste
Intens. | +MS, 1.0-1.6min #(60-95)
x104
439.1247
1.257
1.00
0.75+
4411224
0.50
440.1278
0.25-
4421247
443.0920
ooo,.,Tlln
436 437 438 439 440 441 442 443 m/z
Bruker Compass DataAnalysis 4.0 printed:  3/20/2015 2:09:32 PM Page 1 of 1
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BRUKER MAXIS HRMS REPORT
School of Chemistry

University of Hyderabad
Analysis Info Acquisition Date  3/20/2015 4:11:29 PM
Analysis Name  D:\Data\?015\DR.AK. SAHOO\MAR\RKM-2-116-.d
Method tune_low.m Operator Ramu Sridhar
Sample Name RKM-2-116 Instrument maxXis 10138
Comment
)\cquisition Parameter
Source Type ESI lon Polarity Positive Set Nebulizer 4.4 psi
Focus Not active Set Capillary 4500 vV Set Dry Heater 200°C
Scan Begin 50 miz Set End Plate Offset  -500V Set Dry Gas 4.0 lfmin
Scan End 1800 m/z Set Collision Cell RF 350.0 Vpp Set Divert Valve Waste
Intens. +MS, 0.3-2.0min #(17-119)
X104}
2.0 357.0841
1
1.5
1.04
359.0814
0.5
362.0393
‘ 364.0385 370.0917
347.30569
0, 0-Pomrs o s s il il s st i e g .1,1‘1.—'7[',"-3——%.—%*,!11'.1-.
345 350 355 360 365 370 m/z
Bruker Compass DataAnalysis 4.0 printed:  3/20/2015 4:15:49 PM Page 1 of 1
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Mih,
School of Chemistry
University of Hyderabad
Analysis Info Acquisition Date  3/20/2015 3:57:25 PM
Analysis Name  D:\Data\2015\DR.AK.SAHOO\WMAR\RKM-2-115.d
Metheod tune_low.m QOperator Ramu Sridhar
Sample Name RKM-2-115 Instrument maXis 10138
Commaent
Kc;quisition 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 =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, 0.2min #10
x10%]
3.0 357.0840
2.5
i
2.04
1.5
1.0- 359.0812
0.57
362.0401
355.2851 J 364.0367
- . TR S e thenny ']. I P P 4 R [ . .L“ . . y " | " .
345 350 355 360 365 370 m/z
Bruker Compass DataAnalysis 4.0 printed: 3/20/2015 4:02:11 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.SAHOOWUNE\P8-6-150.d

Acquisition Date  6/4/2015 12:33:07 PM

Method tune_low_Pos.m Operator Ramu Sridhar
Sample Name  PB-6-150-MEQH 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 SetEnd Plate Offset  -500 V Set Ory Gas 4.0 I/min
Scan End 1800 mfz Set Collision Cell RF 350.0 Vpp Set Divert Valve Waste
intens. " +MS, 0.4min #23
x104
8_
352.1080
6_
|
i
i
4_
|
354.1054
|
2+
i 353.1110
| 355.1090
OJ'r'rur]il'l|t'|'vrv\[vvur‘l-‘“l.ll.|lvlfli|l -vu-'vtnnlv'vllY Ty ey
349 350 351 352 353 354 355 356 357 358 m/iz
Bruker Compass DataAnalysis 4.0 B printed:  6/4/2015 12:37:10 PM Page 1 of 1
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BRUKER MAXIS HRMS REPORT

School of Chemistry
University of Hyderabad

Analysis Info Acquisition Date  6/4/2015 10:56:46 AM -
Analysis Name  D:\Data\2015\DR AK.SAHOQWUNE\RP-2-77.d
Method tune_low.m Operator Ramu Sridhar ;
Sample Name RP-2-77-MEQH Instrument maXis 10138

Comment

Acqguisition Parameter

Source Type ESI lon Polarity Positive Set Nebulizer 4.4 psi
Focus Not active Set Capillary 4500 Vv Set Dry Heater 180 °C
Scan Begin 50 m/z Set End Plate Offset  -500V Set Dry Gas 4.0 Ifmin
Scan End 1700 m/z Set Collision Cell RF 150.0 Vpp Set Divert Valve Waste
Intens, T T T T ' +MS, 0.3-0.5min #{15-29) '
x105-
‘ !
I
i
5. | i
386.0853 i
4 k i
B
‘ 1
\ il
4
|
| 1
] 3
3 N

388.0921 i
381.1393
i i
. 387.0979 ‘
. |
383.1365 1
382.1424 389.0947 1
184 1392 391.2836
N R s N N T
378 380 K1:7] 384 386 388 380 392 304 miz
Bruker Compass DataAnéIysis 40 dfinted:  6/4/201511:01:29AM 7P§g}eﬁ1"of‘i'

SE et e W § i

S39



BRUKER MAXIS HRMS REPORT

School of Chemistry
University of Hyderabad

Analysis Info Acquisition Date  6/4/2015 12:04:17 PM
Analysis Name  D:\Data\2015\DR.AK.SAHOO\WJUNE\RP-2-35.d

Method tune_low_Pos.m Cperator Ramu Sridhar
Sample Name  RP-2-35-MEQH 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 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
Intens. +MS, 0.6-0.7min #{34-40)|
x1061 ;

500.9854
3
!
1
? 498.9866 i‘
?
‘ ;
.‘ H
i q
2{ \
i
|
|
! i
| i
|
1 i
i 502.9804 g
|
i : 501.9855
!
!
499.9875
|
|
! 503.9817
|
i 504 9783
' 1 |
OL-v-—t e e i T e PR e B T o e b am et L TR TS e B S A, S S RS S A S
497 498 499 500 501 502 503 504 505 miz
Bruker Compass DataAnalysis 40 ~ printed:  6/4/2015 12:09:38 PM Page 1 of 1
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BRUKER MAXIS HRMS REPORT
School of Chemistry

University of Hyderabad
Analysis Info Acquisition Date  8/18/2015 3:56:37 PM
Analysis Name  D:\Data\2015\DR.AK. SAHOOWUNE\RP-2--98.d
Method tune_low.m Operator Ramu Sridhar
Sample Name  RP-2-98 instrument maXis 10138
Comment
Acquisition Parameter
Source Type ESI lon Polarity Positive Set Nebuiizer 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 CellRF  350.0 Vpp Set Divert Valve Waste
Intens. 7 T +MS, 0.1-1.3min #(3-80)
x105°
1.0+
404.0546
|
0.8
|
%
06"
|
406.0502
0.4
405.0574
0.2
408.3080
i 407.0528
i
? 409.3117
i 400.1039 403.1148 411.3467
0.0 t,, il =L 1 L8 'lul AT . {t] 3 ik 1L ..—-.:_Llu o___._'||...J - fud ]
398 400 402 404 406 408 410 412 miz
Bruker Compass DataAnalysis40  printed:  6/18/2015 3:59:42 PM T Page tof1
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BRUKER MAXIS HRMS REPORT

School of Chemistry
University of Hyderabad

Analysis Info Acquisition Date  2/27/2015 5:03:57 PM
Analysis Name  D:\Data\2015\DR.AK.SAHOO\FEB\RP-1-169 .d
Method tune_low.m Operator Ramu Sridhar
Sample Name RP-1-169 Instrument maxXis 10138
Comment
Acquisition Parameter
Source Type £85I lon Polarity Positive Set Nebulizer 4.4 psi
Focus Not active Set Capillary 4500V Set Dry Heater 200°C
Scan Begin 50 m/iz 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, 0.9min #54
x105
459.0738 461.0720
1.254
1
1.00-
0.751 466.0271
464.0288
0.50-
462.0744
460.0762
0.251
1 465.0325 467.0297
463.0711
468.0272 469.3283
~— . ol v . . e : g
454 456 458 480 462 464 466 468 470 miz
Bruker Compass DataAnalysis 4.0 printed:  2/27/2015 5:08:04 PM Page 1 of 1
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BRUKER MAXIS HRMS REPORT

School of Chemistry
| University of Hyderabad
i
}| Analysis Info Acquisition Date  5/11/2015 12:26:12 PM
| ' Analysis Name  D:\Data\2015\DR.AK.SAHOO\MAY\RP-2-8R.d
N Method TLP.m Operator Ramu Sridhar
Sample Name  RP-2-8-MEOH Instrument maxXis 10138
Comment
Ach; ISIII_OI‘I ﬁérameter o )
Source Type ESI len 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  -500V Set Dry Gas 4.0 l/min
Scan End 900 m/z Set Collision Cell RF 350.0 Vpp Set Divert Valve Waste
Intens. +MS, 0.8min #45
x105
494.0530
492.0599
6..
. 489.1025
]
- 487.1044
i
1
4‘
zﬁ
493.0824 4985.0603
488.1069 490.1048
L 485.2887
! ol ; I burple L il - Lk prlas ™ I| " P FPYRUPPI PP PRSP P 1 . l oliat o iy
484 486 488 490 492 494 496 498 m/z
Bruker Compass DataAnalysis 4.0 printed;  5/11/2015 12:30:17 PM Page 1 of 1
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BRUKER MAXIS HRMS REPORT

School of Chemistry
University of Hyderabad

Analysis Info Acguisition Date  5/8/2015 4:32:37 PM
Analysis Name  D:\Data\2015\0R.AK. SAHOOWAY\RP-2-19.d
Method tune_low.m Operator Ramu Sridhar
Sampte Name  RP-2-19-MEQH Instrument makXis 10138
Comment
Acquisition Parameter
Scurce 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 vV Set Dry Gas 4 01/min
Scan End 1700 miz Set Collision Cell RF 150.0 Vpp Set Divert Valve Waste
Intens. T T +MS, 0.6-0.8min #(38-46)
x105"
i
l
1.2+
i
435.0667
: 433.0586
1.0
0.8'
0.6
438.0139 440.0120
0.4
4340617 436.0597
Q.2
439.0170 441.0153
437.0559
4307462 432.0261 442.0109
0.0l Lt 'l\ " J Lt e .'jkg [ T N T P B 0 1l -
430 432 434 436 438 440 442 444 miz
Bruker Compass DataAnalysis 4.0 printed:  5/8/2015 4:35:06 PM Page 1 of 1
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BRUKER MAXIS HRMS REPORT

School of Chemistry
University of Hyderabad

Analysis Info
Anzlysis Name  D:\Data\2015\DR AK. SAHOOWAR\RKM-2-145.d

Acquisition Date  3/20/2015 2:17:26 PM

Method tune_low.m Operator Ramu Sridhar
Sample Name RKM-2-145 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 =500V Set Dry Gas 4.0 Vmin
Scan End 1800 miz Set Collision Cell RF  350.0 Vpp Set Divert Valve Waste
Intens. +MS, 0.4min #21
x1044
4 483.0745 485.0728
.
1.25
1.00+
0.75
0.504
484.0775 486.0760
0.251
487.0727
481.1654 485.6351
S S — llll' S TH S— Illll..' TR r =].Illl:n.l.‘nllll b L |.| —l
479 480 481 482 483 484 485 486 487 miz
Bruker Compass DataAnalysis 4.0 printed:  3/20/2015 2:22:12 PM Page 1 of 1
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BRUKER MAXIS HRMS REPORT

School of Chemistry
University of Hyderabad

Analysis info Acquisition Date  6/18/2015 3:30:56 PM
Analysis Name  D:A\Data\2015\DR. AK.SAHOO\WJUNE\RP-2--33.d

Method tune_low.m Operator Ramu Sridhar
Sample Name  RP-2-33 Instrument maxXis 10138
Comment

Acquisition Parameter

Saurce 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 mfz Set End Plate Offset -500 Vv Set Dry Gas 4.0 Vmin
Scan End 1800 m/z Set Collision Cell RF 350.0 Vpp Set Divert Valve Waste
Intens, [ +MS, 0.4min #22
x106
5229527
1.0-
0.8+
|
|
|
i
!
0.6
| 524.9499
i 520.9537
!
|
0.4—!‘
i
1
1
021
!
i
|
i
'
|
i el -
0.0t s mp b o s s e e e e e e e e e ey
505 510 515 520 525 530 535 540 miz
Bruker Compass DataAnalysis 4.0 printed:  6/18/2015 3:33:59 PM Page 1 of 1
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BRUKER MAXIS HRMS REPORT

School of Chemistry
University of Hyderabad

Analysis info Acquisition Date  6/18/2015 3:46:36 PM
Analysis Name  D:\Data\2015\DR.AK.SAHOOWUNE\RP-2--99.d

Method tune_low.m Operator Ramu Sridhar
Sample Name  RP-2-99 Instrument maXis 10138
Comment

Acquisitiorrlerér'airﬁeter -

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  -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, 0.3min #16
x104
448.0040 450.0019
B_
i
1
i
i
|
|
4-
t
;
451.0041 :
2- 449.0065
451.9996
456.0490
1 452.9995
L L_,,,__..‘.Lh.l.,.,__ S vfﬁm ;_.“f. [} PR [. el hm Homms I| o st i AL
442 444 446 448 450 452 454 456 miz
...... ; . ;;
Bruker Compass DataAnalysis 4.0 printed:  6/18/2015 3:50:25 PM Page 1 of 1 ’
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BRUKER MAXIS HRMS REPORT

School of Chemistry
University of Hyderabad

Analysis info Acquisition Date  6/4/2015 11:19:57 AM
Anaiysis Name  D:\Daia\2015\DR.AK. SAHOOMUNE\RP-2-76.d

Method tune_low.m Operator Ramu Sridhar

Sample Name  RP-2-76-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 180 °C
Scan Begin 50 m/fz Set End Plate Offset -500 Vv Set Dry Gas 4.0 I/min
Scan End 1700 miz Set Collision Cell RF 150.0 Vpp Set Divert Valve Waste
Intens.. = " T T T +MS, 0.6min #36]
x104: |
: T ;
! /\)\(m
l z.
4-1% 3g F@
: 430.0446
l 432.0422 !
‘ f
! i
f
34

: 433.0451
! /
! J 431.0474
1 4250898
427.0873
i 434.0419
‘ 4260004 | 428.0914 :‘
422 6948 l 435.0438 437.3208 i
S W S SRRSO USESOY TR 7 USRS | VSRR I S!S EOV I RS S
422 424 426 428 430 432 434 436 438 miz
Bruker Compass DataAnalysis 40  printed:  6/4/2015 11:24:53 AM Page 1 of 1
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BRUKER MAXIS HRMS REPORT
School of Chemistry

University of Hyderabad
Analysis Info Acquisition Date 2/27/2015 5:13:56 PM
Analysis Name  D:\Data\2015\DR.AK.SAHOO\FEB\RP-1-170.d
Method tune_low.m Operator Ramu Sridhar
Sample Name RP-1-170 Instrument maXis 10138
Comment :
Acquisition Parameter ‘
Source Type ESI lon Polarity Positive Set Nebulizer 4.4 psi
Focus Not active Set Capillary 4500 vV Set Dry Heater 200 °C
Scan Begin 50 m/z Set End Plate Offset  -500V Set Dry Gas 4.0 Vmin
Scan End 1800 miz Set Collision Celi RF 350.0 vVpp Set Divert Valve Waste
Intens. ' +MS, 0.0-1.3min #2-79)
x105
25 512.0158
1
]
2.0
1.5
527.9893
1.0
490.0335
0.51
577.4447
{ 384 1037 413.2668 550.6279
. l, . ’ L L b - smelibas iy IE (I . [I I " i Ll hll l‘ll RO " [ N
a7s 400 425 450 475 500 525 550 575 miz
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BRUKER MAXIS HRMS REPORT

School of Chemistry
University of Hyderabad

Analysis Info Acquisition Date  6/29/2015 3:30:15 PM
Analysis Name  D:\Data\2015\DR. AK.SAHCOOJUNE\RP-2-8R.d

Method tune_low.m Operator Ramu Sridhar
Sample Name  RP-2-9-MEOHM Instrument maXis 10138
Comment

Acquisiiidr; Parameter

Source Type ESI lon Polarity Paositive Set Nebulizer 4.0 psi
Focus Not active Set Capillary 3800 vV Set Dry Heater 180 °C
Scan Begin 50 mfz Set End Plate Offset =500V Set Dry Gas 4.0 Vmin
Scan End 1700 miz Set Coltision Cell RF 150.0 Vpp Set Divert Valve Waste
Intens.{ = T T T - +MS, 1.3-1.4min #(79-81)

|
|
i
|
1
)
§
|

6000

4
}
1
! 515.1967
; 5000+
I i

518.0649

2000; 516.1993

I 519.0679

| 514.2298 §17.3693
] 520.0666  521.3119
|

- L[LL 5120146 ¢4 3p0q '
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Analysis Info
Analysis Name

¥

BRUKER MAXIS HRMS REPORT

School of Chemistry

University of Hyderabad

Acquisition Date  3/20/2015 2:53:10 PM

D:AData\2015\DR.AK. SAHOOWAR\RKM-2-151.d

Method tune_low_Pos-R2.m Operator Ramu Sridhar
Sample Name  RKM-2-151 Instrument maxXis 10138
Comment
Acquisition Parameter
Source Type ES! lan 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 -500V Set Dry Gas 4.0 Kfmin
Scan End 2580 m/z Set Collision Cell RF  350.0 Vpp Set Divert Valve Waste
Intens. | +MS, 0.1-2.0min #(5-119)
x108
465.9951
4
1.59
1
]
1.0
0.5
461.0378
466.9962
462.0398 467.9913
4750520
0.0+ : . = . + : 7 : ! ‘
458 480 462 454 A66 468 470 472 474 mfz
Bruker Compass DataAnalysis 4.0 printed:  3/20/2015 2:57:24 PM Page 1 of 1
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BRUKER MAXIS HRMS REPORT

Analysis Info
Analysis Name

D:\Data\2015\DR. AK.SAHOOMWULY\PB-7-70.d

School of Chemistry
University of Hyderabad

Acquisition Date

7/6/2015 4.07:59 PM

Method tune_low.m Operator Ramu Sridhar
Sample Name PB-7-70-MEQH 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 Healer 180 °C
Scan Begin 50 mfz Set End Plate Offset -500 V Set Dry Gas 4.Q l/min
Scan End 1700 m/z Set Collision Cell RF 150.0 Vpp Set Divert Valve Waste
Intens. © T +MS, 0.1min #8
X104,
2.04
!
i
]
? 584.0374
579.0822
151
1
)
b
i
i
i
1.04
k
|
|
1
|
i
0.5
!
1
! 593.3102
i
I 580.0594
e, 570302 5736359 5772191 A | 0504591.2134
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Analysis Info
Analysis Name
Method
Sample Name
Comment

BRUKER MAXIS HRMS REPORT

School of Chemistry
University of Hyderabad

D:\Data\2015\DR.AK.SAHOO\MAY\RP-2-17.d

Acquisition Parémeter

Source Type
Focus

Scan Begin
Scar End

Intens.4

x105i

0.25-

Bruker Compass DataAnalysis 4.0

Acquisition Date  5/11/2015 1:00:34 PM

TL-P.m Operator Ramu Sridhar
RP-2-17-MEQH Instrurnent maXis 10138
ESI lon Polarity Positive Set Nebulizer 4.4 psi
Not active Set Capillary 4500 vV Set Dry Heater 180 °C
50 m/z Set End Plate Offset -500 vV Set Dry Gas 4.0 l/min
Set Collision Cell RF  350.0 Vpp Set Divert Vaive Waste

700 m/fz

| ! 560.1347
o.oo-l"légyu TR

560

+MS, 0.9min #55

562.0305
563.0333
561.3958 564.0312
‘ 565.3815 566.1947
L’._u,lhn.l u‘”l!lh'n sllJ.||r|1|'|I[I |'”|.|'..l||‘||-'I.I|i| I AL HA l I R L La "
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BRUKER MAXIS HRMS REPORT
School of Chemistry

University of Hyderabad
Analysis Info Acquisition Date  3/20/2015 2:28:34 PM
Analysis Name  D:\Data\2015\DR.AK.SAHOO\WMAR\RKM-2-146.d
Method tune_low.m Operator Ramu Sridhar
Sample Name RKM-2-146 Instrument maXis 10138
Comment
Aéql]i;ition Parameter
Source Type ESI lon Polarity Paositive Set Nebulizer 4.4 psi
Focus Not active Set Capillary 4500 Vv Set Dry Heater 200 °C
Scan Begin 50 miz Set End Plate Offset -500 vV Set Dry Gas 4.0 l/min
Scan End 1800 m/z Set Callision Cell RF 350.0 Vpp Set Divert Valve Waste
+MS, 1,2min #70
531.0603
1.0
0.8
0.6+
0.4
532.0635
0.24
533.0619 |
528.3136 529-|3493529.|saog 5334527 |534'13209 535.|4358
s S S e e T T L et YL
528 529 530 531 532 533 534 535 miz
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BRUKER MAXIS HRMS REPORT
School of Chemistry

University of Hyderabad
Analysis Info Acquisition Date  6/18/2015 3:38:12 PM
Analysis Name  D:\Data\2015\DR.AK.SAHOO\UNE\RP-2—-34.d
Method tune_low_Pos.m Operator Ramu Sridhar
Sample Name  RP-2-34 Instrument maxXis 10138
Comment
Acquisition VPéran;erter
Source Type ESI lon Polarity Positive Set Nebulizer 4.4 psi
Focus Not active Set Capillary 3800V Set Dry Heater 180 °C
: E Scan Begin 50 m/z Set End Plate Offset  -500V Set Dry Gas 4.0 I/min
‘ Scan End 1500 m/z Set Collision Cell RF  350.0 Vpp Set Divert Valve Waste
Infens. | 7 +MS, 0.1min #3
x108
5689393 570.9374
1.2
1.0-
Oal
GG
|
0.4
|
l 569.9421
i 571.9400
0.2
!
!
' : §72.9372
! 562.0807  564.0766 1 573.9377
gr PRV 'LA.. S el splnnd v ptale - Frt) - I|.n|. " e i| ark phmsd ) vt + il 1 L .
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BRUKER MAXIS HRMS REPORT

School of Chemistry
University of Hyderabad

Analysis Info Acquisition Date  6/4/2015 12:59:10 PM
Analysis Name  D:\Data\2015\0R.AK.SAHOOVWUNERB-6-90.d

Method tune_low_Pos.m Operator Ramu Sridhar
Sample Name  PB-6-90--MEOH Instrument maXis 10138
Comment

Acquisition Parameter

Scurce Type ESI lon Polarity Puositive Set Nehulizer 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 Ifmin
Scan End 1500 m/z Set Coliision Cell RF  350.0 Vpp Set Divert Valve Waste ;
Intens T B +MS, 0.5min #30) |
x1 06 | i i
! H
1.2
|
|
J 440.1687
1.0 I :
!
' |
0.8 i
0.6
441.1710
I
0.2/
i
l‘ 442 1688
443.1687 |
0.0 e oom g £ e i . . b bt L . ' . . . -
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BRUKER MAXIS HRMS REPORT
School of Chemistry

University of Hyderabad
Analysis Info Acquisition Date  6/4/2015 1:14:31 PM
Analysis Name  D:\Data\2015\DR.AK. SAHOOWUNEWB-6-92R1.d
Method tune_low_Pos.m Operator Ramu Sridhar
Sampie Name PB-6-92—MEOH Instrument maXis 10138
Comment
Acquisition Parameter ' S -
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 I/min
Scan End 1500 m/z Set Collision Cell RF 350.0 Vpp Set Divert Valve Waste
Intens. ’ T +MS, 0.6-0.7min #(38-44)
x106.
20-
486.1505
3
'
1.5
1.0
487.1523
05: 481.1934
, '
482.1960 488.1505
‘ 483.;943 489.I1495
0.0 T — T r v T r . r T v r v —
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BRUKER MAXIS HRMS REPORT

School of Chemistry
University of Hyderabad

Analysis Info

Anatysis Name  [D:7\Data\2015\DR.AK. SAHOOAUNEPB-7-44.d

Acquisition Date  6/17/2015 11:22:41 AM

Method tune_low.m Operator Ramu Sridhar
Sample Name  PB-7-44-MECH Instrument maxXis 10138
Comment
Acquisition Parameter
Source Type £8I 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  -500V Set Dry Gas 4.0 Vmin
Scan End 1700 miz Set Collision Cell RF 150.0 Vpp Set Divert Valve Waste
Intens. | +MS, 0.0-0.5min #{2-29)
x1 057
1.2+ 558.1716
i
1.0 <‘
|
:
t
08
06:
I 559.1747
!
04"
553.2158
0.2
| 560.1738
! 554 2180
i 555.1639 561.1746 563.2582
0.0l pmmmuzimmspn : y | y T aomtitd | st |..|. [ [(YPRENRY P il kst st i sl b e
552 554 556 558 560 562 564 mfz
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BRUKER MAXIS HRMS REPORT

School of Chemistry
University of Hyderabad

Analysis Info

Analysis Name  D:i\Data\2015\DR.AK.SAHOO\JUNE\PB-7-48.d

Acquisition Date  6/17/2015 11:12:55 AM

Method tune_low.m Operator Ramu Sridhar
Sample Name  PB-7-48-MEOH Instrument maXis 10138
Comment
Acquisition Parameter
Source Type ESI lon Polarity Pasitive 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 l/min
Scan End 1700 m/z Set Collision Cell RF 150.0 Vpp Set Divert Vaive Waste
intens. | - o - +MS, 0.1-0.3min #(6-19)
x105!
\
}
|
i
3. 511.1456
j
|
|
| ]
! |
| |
i !
i
i
o
|
489.1633 !
| i
; 1
| :
i H
"
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BRUKER MAXIS HRMS REPORT

School of Chemistry
University of Hyderabad

Analysis Info Acquisition Date  6/16/2015 1:19:30 PM
Analysis Name  D:\Data\2015\DR.AK. SAHOO\WUNEVPB-7-40R.d

Method tune_low.m Operator Ramu Sridhar
Sample Name  PB-7-40-MEQOH Instrument maxXis 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/iz Set End Plate Offset  -500 V Set Dry Gas 4.0 lfmin
Scan End 1800 m/z Set Collision Cell RF  350.0 Vpp Set Divert Valve Waste !
Intens. © T 7T +MS. 0.1-0.1min #(4-5) '
x105é
1.50
) 450.1506
!
125
| A
i N
i
100"
|
i
075+
!
i
|
0.50 1
i
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0.25 1
i
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BRUKER MAXIS HRMS REPORT

School of Chemistry
University of Hyderabad

Analysis Info Acquisition Date  5/8/2015 12:50:17 PM
Analysis Name  D:\Data\2015\DR AK. SAHOO\MAY\PB-B-163R.d

Method tune_low.m Operator Ramu Sridhar
Sample Name  PB-B-163-ACN Instrument maXis 10138
Comment

Acquisition Parameter

Source Type ESI lon Polarity Positive Set Nebulizer 4.4 psi
Focus Nt active Set Capillary 4500 Vv Set Dry Heater 200 °C
Scan Begin 50 m/iz Set End Plate Offset  -500V Set Dry Gas 4.0 imin
Scan End 1800 m/z Set Collision Cell RF  350.0 Vpp Set Divert Valve Waste
Intens. ' +MS, 0.2min #9|
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BRUKER MAXIS HRMS REPORT

School of Chemistry
University of Hyderabad

Analysis Info Acquisition Date  7/6/2015 3:58:25 PM
Analysis Name  Di\Data\2015\DR. AK. SAHOOVWJULY\PB-7-54.d

Method tune_low.m ~ Operator Ramu Sridhar
Sample Name  PB-7-54-MEQH 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 fmin
Scan End 1700 m/z Set Collision Cell RF 150.0 Vpp Set Divert Valve Waste
Intens. i T T T +MS, 0.3-0.5min #{14-28)
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BRUKER MAXIS HRMS REPORT

School of Chemistry
University of Hyderabad

Analysis Info Acquisition Date  6/26/2015 4:03:22 PM
Analysis Name  D:\Daia\2015\DR.AK. SAHOOWUNE\pb-7--82.d
Method tune_low.m Operator Ramu Sridhar
Sample Name pb-7-82 Instrument maxXis 10138
Comment
Aécjﬁisition Parameter
Source Type ESI lon Polarity Positive Set Nebulizer 4.4 psi
Focus Not active Set Capillary 4500 vV Set Dry Heater 200 °C
Scan Begin 50 m/z Set End Plate Offset  -500V Set Dry Gas 4.0 I'min
Scan End 1800 m/z Set Collision Cell RF 350.0 Vpp Set Divert Valve Waste
Intens. | I +MS, 0.2min #10

532.0449

600 ¢

532.1585

532.1080
532.2014

531.9513 532

200- 531.8410
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BRUKER MAXIS HRMS REPORT

School of Chemistry
University of Hyderabad

Acquisition Date  6/18/2015 4:02:55 PM

Analysis Info

Analysis Name D:\Data\2015\DR. AK.SAHOOWUNEPB-07-60.d
Method tune_low_Pos-R2.m

Sample Name  PB-07-60
Comment

Acduisit{dn Pz;férﬁéter

Operator Ramu Sridhar
Instrument maxis

10138

Source Type ESi lan 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 Vmin
Scan End 2580 m/z Set Coliision Cell RF ~ 350.0 Vpp Set Divert Valve Waste
Intens.{ " T 7 +MS, 1.1-1.5min #{66-89)
x106
506.1169
1.25
i
1.00-
i
i
0.75 ;
! S\\I
0.50-
508.1136
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0.25
|
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BRUKER MAXIS HRMS REPORT

School of Chemistry
University of Hyderabad

Analysis Info Acquisition Date  6/16/2015 1:09:35 PM
Analysis Name  D:\Data\2015\DR.AK.SAHOO\UNE\PB-6-55.d
Method tune_low_Pos.m Operator Ramu Sridhar
Sample Name PB-6-55-MEOH Instrument maXis 10138
Comment 3.5%
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  -500V Set Dry Gas 4.0 Ifmin
Scan End 1500 m/z Set Collision Cell RF 400.0 Vpp Set Divert Valve Waste
Intens. = T ) i *MS, 0.1-0.5min #(6-31)
x105
D
WCI
8- Ts’N Bn
: 2a-D
421.0861
6|
i
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+
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24
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