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'H and >C NMR spectra of 8a
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LCMS-2010A DATA REPORT
SCHOOL OF CHEMISTRY
UNIVERSITY OF HYDERABAD

User : Admin '
Sample : KC-BC-1
Inj. Volume : 1.000
Data Name : C:\LCMSsolution\User\Data\K C-BC-1-APCI-POS1.qld
Method Name : C:\LCMSsolution\User\Method\esi.qlm
LC Chromatogram
mAbs Iy ) "L
1000~ 73 By Ch1(254.0nm)*1.00
4;; ‘.I\‘-L
500 \
0 / -~
L ’ T N o e ; e
1
min
MS Spectrum
Line#:1 R.Time:0.736(Scan#:45) Positive
MassPeaks:233 BasePeak:196.15(3302609)
RawMode:Single 0.736(45)
BG Mode:Peak Start 0.610(37)
mc_ ST AT SR R R T ks |
90 |
80- |
0 |
60 l
50-
40-
30 274
20 |
10- |?7 168 1 |
___Tg% 75 85 99 ; 121 130 146 J 1 212 228 246 253 286 306 326 341 Isssl 369 389 397
¥ e e o s L i i L | sy WL i i Wi el al ot et 1L e b e b b b i
50 70 90 110 130 150 ‘ 170 190 2 II 0 230 250 270 290 310 330 350 370 390
m/z

(&h_

OPERATOR

S3



T T A




Supplementary Material (ESI) for Organic & Biomolecular Chemistry

This journal is (¢) The Royal Society of Chemistry 2011

'H and "C Spectra of 9
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LCMS-2010A DATA REPORT
SCHOOL OF CHEMISTRY
UNIVERSITY OF HYDERABAD

User : Admin '
Sample : KC-6FBC-1
Inj. Volume : 1.000
Data Name : C:\LCMSsolution\User\Data\K C-6FBC-1-APCI-POS1.qld
Method Name : C:\LCMSsolution\User\Method\esi.qlm
LC Chromatogram
l'l'lAbS r ——— S - i o " ———tme
' V& | Chi(254.0nm)*1 .nol
500+ S
| . Sy
FES N
0 by S !
I
1
min
MS Spectrum
Line#:1 R.Time:0.748(Scan#:45) Positive
MassPeaks:219 BasePeak-302.10(9501777)
RawMode:Single 0.748(45)
BG Mode:Peak Start 0.543(33)
100 : T = ‘,Tf—
: 1
; i
| 196 i m 334
5350 = Sl 1w 10 12 e 'I"’ 19 zg*u s "“ 274 284 | e il 354 m |
T i il Ligind | b’ o il T T | i el = Lo Ak o, o A o ¥
50 70 90 1o 130 150 1300 190 210 230, 2% 270 290 310° 330 350 = 370
m/z
MS Peak Table
Peak# R.Time LTime F.Time Area Height A/H Mark %Total Name Base m/z Base Int.
1 0748 0543 1.043 382742178 30481766 12.55 100.00 302.10 9501777
382742178 30481766 100.00
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'H and "*C Spectra of 11
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User

Sample

Inj. Volume
Data Name
Method Name

mAbs

500

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

: Admin

: KC-6MBC-1
: 1.000

: C:\LCMSsolution\User\Data\K C-6MBC-1-APCI-POS1 .qld
: C:\LCMSsolution\User\Method\esi.qlm

LC Chromatogram

Ch1(254.0nm)*1.00

min

Line#:1 R.Time:0.743(Scan#:45) Positive
MassPeaks:253 BasePeak:210.20(4908990)
RawMode:Single 0.743(45)

BG Mode:Peak Start 0.577(35)
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FLASH EA 1112 SERIES CHN REPORT
SCHOOL OF CHEMISTRY
UNIVERSITY OF HYDERABAD

Method filename: I:\Program Files\Thermo Finnigan\Eager 300 for EA1112\DATA\Sys -data_exa
Sample ID: KCELL-11 (# 166)
Analysis type: UnkNown :
Chromatogram filename: UNK-02122010-6.dat
Sample weight: 1.305
67.24 A h 113
53.47- |
o
39.714 |
(mVolt) "
2594+ I !
et
. g 3.73
e
|,, B S WS- e RN ol gt WL SR ML i T
-1.594——— —T T 1 >
0.0 24 4.8 (min) 12 9.6 12.0
Element Name Element %  Ret Time
Nitrogen 4. 81 0. 77
Carbon 62. 45 13
Hydrogen 4. 95 3505
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'H and "*C Spectra of 12
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LCMS-2010A DATA REPORT
SCHOOL OF CHEMISTRY
UNIVERSITY OF HYDERABAD

User : Admin b
Sample : KC-6M3FBC-1
Inj. Volume : 1.000
Data Name : C:\LCMSsolution\User\Data\K C-6M3FBC-1-APCI-POS1.qld
Method Name : C:\LCMSsolution\User\Method\esi.glm
LC Chromatogram
mAbs ! b
] 7X ST =i Ch1(254.0nm)*1.00
100 F
50
0] — - e s =
i .
min
MS Spectrum
Line#:1 R.Time:0.756(Scan#:46) Positive
MassPeaks:259 BasePeak:316.10(3100521)
RawMode:Single 0.756(46)
BG Mode:Peak Start 0.560(34)
100 - — e T
\
| |
. 1
I‘ |
238 ‘ ‘
210 l.}.
. Il
561 M 93100 114 136 152 180 194 z-l; 26 25 9% W 36 H“ 2 JTT 368 391
i s W T | reerpoeep T e i i L L e T i
50 700 90 .10 130 150 170 199 © 330 " 230' ° 280 270 20 316 330 0 350 30 390
m/z

MS Peak Table
Peak# R.Time 1Time F.Time Area
1 075 0560 0927 93094428

93094428

Height ~ A/H Mark %Total Name
9994677 931 100.00
9994677 100.00

Base m/z Base Int.
316.10 3100521

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

Method filename: I:\Program Files\Thermo Finnigan\Eager 300 for EA1112\DATA\Sys_data_exa
Sample ID: KC-6M3FBC-1 (# 32)
.. Analysis type: UnkNown
- Chromatogram filepame: UNK-14062010-32.dat
Sample weight: 1.441
- =59.32 1.15
47.19-
35.06 |
i
(mVolt) [
' 22.93 ‘
| |
= 10.8 . 0.78
‘ 3.68
. | 13T : - : B
= 0.0 24 4.8 (min) 7.2 9.6 12.0
x Element Name Element % Ret. Time
4 Ni?rogen 4. 51 0. 78
* | Carbon 60. 58 .15
Hydrogen 4. 40 3. 68
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'H and "C Spectra of 10
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LCMS-2010A DATA REPORT
SCHOOL OF CHEMISTRY
UNIVERSITY OF HYDERABAD

User : Admin ¢
Sample : KC-NET3F2BC
Inj. Volume : 1.000
Data Name : C:\LCMSsolution\User\Data\K C-NET3F2BC-APCI-POS qld
Method Name : C:\LCMSsolution\User\Method\esi.qlm
LC Chromatogram
mAbs Lhoe i e
b RS AL = - S Chi(254.0nm)*1.00
f i W |
50- [ \ |
Ry 2 ~ jo

min
MS Spectrum
Line#:1 R Time:0.747(Scan#:45) Positive
MassPeaks:248 BasePeak:302.10(2409814)
RawMode:Single 0.747(45)
BG Mode:Peak Start 0.593(36)
Im— e —— e A —— — ]airi S — ——
1 ‘
|
24 |
19 | |
{ 11 334 382 |
b= 81 9% 106 121 136 153, 180 uls 223 243 2% 2m  ge0 |fll 315 1 e mI!
e i L I |’I\FIII‘III"\\IIJ\|‘|‘ okt s i gy
50 70 90 110 130 150 170 190 210 230 250 270 290 310 330 350 370 390
m/z
MS Peak Table
Peak# R.Time LTime F.Time Area Height  A/H Mark %Total Name Base m/z Base Int.
I 0747 0593 0943 70560999 7334162 9.62 100.00 302.10 2409814
70560999 7334162 100.00
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'H and "*C Spectra of 1a
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LCMS-2010A DATA REPORT
SCHOOL OF CHEMISTRY
UNIVERSITY OF HYDERABAD

User : Admin ¥
Sample : KC-6MPABC-1
Inj. Volume : 1.000
Data Name : C:\LCMSsolution\User\Data\KC-6MPABC-1-APCI-POS1 .qld
Method Name : C:\LCMSsolution\User\Method\esi.qlm
LC Chromatogram
mAbs e ot
A S H 7% Chi(254.0nm)*1.00
." \“\‘
50| / \
0 1 - ... =8 e = . =5 o
S— | L=
I s
min
MS Spectrum
Line#:1 R.Time:0.757(Scan#:46) Positive
MassPeaks:250 BasePeak:338.25(5319154)
RawMode:Single 0.757(46)
BG Mode:Peak Start 0.543(33)
00— — —_— i -
1 |
| ‘
|
I
53 61 8185 11121 mla 153159 176182 197 210 224 znmg Ius 282 302 -‘“1 324 | 360 370 191
g el i et ke i i i vl v L i e sl 0 i o kot o 4 ALl i i i e b e |da
50 70 90 110 130 150 170 190 210 230 250 270 290 310 330 370 390
m/z

MS Peak Table
Peak#f R.Time ITime F.Time
I 0757 0543 1.043

Area Height  A/H Mark %Total Name Base m/z Base Int.
63213455 6486475 9.74 100.00 33825 5319154
63213455 6486475 100.00

= e
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FLASH EA 1112 SERIES CHN REPORT
» SCHOOL OF CHEMISTRY
UNIVERSITY OF HYDERABAD

-

Method filename: I:\Program F iles\fhenno Finnigan\Eager 300 for EA1112\DATA\Sys_data_exa

Sample ID: KC-6MPABC (# 29)
Analysis type: UnkNown
Chromatogram filename: UNK-14062010-29.dat
- Sample weight: 1.365
70.123 113
l
= \
55.78 -
e,
4143 I i
(mVolt)
«27.09-
| 1
12.75 ‘
; 0':78 3.73
y T e e
1.6 : , >
S b0 2.4 48  (min) 72 9.6 12.0
Element Name Element % Ret. Time
Nitrogen 4. 22 0. 78
Carbon 85. 21 Il
i Hydrogen 572 3. 73
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'H and "*C Spectra of 1b
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LCMS-2010A DATA REPORT
SCHOOL OF CHEMISTRY
UNIVERSITY OF HYDERABAD

User : Admin '
Sample T KCT
Inj. Volume : 5.000
Data Name : C:\LCMSsolution\User\Data\K C7-APCI-POS1.qld
Method Name : CALCMSsolution\User\Method\esi.qlm
LC Chromatogram
mAbs . .
450 B Ch1(254.0nm)*1.00
400 s
350
300
2504
200
150 1
100-;
58 |
1
min
MS Spectrum
Line#:1 R.Time:0.828(Scan#:50) Positive
MassPeaks:250 BasePeak:324.25(9927547)
RawMode:Single 0.828(50)
BG Mode:Peak Start 0.527(32)
Iou " B S - - EE - J}A
is5a
258 B e Mo WM dso  des 1m0 s 4 24 ;15 w7 6 2‘” ]“3 T e N B
50 70 90 110 130 150 170 190 210 230 250 270 290 310 330 350 370 390
m/z
MS Peak Table
Peak# R.Time [Time F.Time Area Height  A/H Mark %Total Name Base m/z Base Int.
1 0828 0527 1.043 305368011 18249012 16,73 100.00 32425 9927547
305368011 18249012 100.00

b
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-

Method filename:
Sample ID:

Analysis type:
Chromatogram filename:
SamPIe weight:

L6032 4 s

48.02 |

| 4
3572 I
@Volt)
23.43 |
g i [
|

11.13-

"-1.17£_' o
0.0

Element Name

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

I:\Program Files\Thermo Finnigan\Eager 300 for EA1112\DATA\Sys_data_exa

KC-NET3F2PABC (# 27)
UnkNown
UNK-14062010-27 dat
1.226

3.67

4.8 (min) T2 9.6

Element % Ret. Time
4, 41 0. 78
85. 31 1 B1S
5. 41 3. 67

12.0

S22
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'H and "C Spectra of 6b
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LCMS-2010A DATA REPORT
SCHOOL OF CHEMISTRY
UNIVERSITY OF HYDERABAD

User : Admin
Sample ¢ RERER2
Inj. Volume : 5.000
Data Name : C:\LCMSsolution\User\Data\K CELL2-APCI-POS1.qld
Method Name : C:\LCMSsolution\User\Method\esi.qlm
Lc (“hromntogram
mAbs
3 Ch1(254.0nm)*1.00

200 =

150

100

50

07 L TR I it e = LR =2 IR, PR e of 4
1
min
MS Spectrum
Line#:1 - R Time:0.806(Scan#:49) Positive
MassPeaks:272 BasePeak:307.10(9438678)
RawMode:Single 0.806(49)
BG Mode:Peak Start 0.577(35)
100 L
k(]
183 m e 380

35 a8 89 M0z MM 137 16217) 202 215 229 245 256

EOMN - N | N 5ol PSR N e~ L' TR | N SN | W1
S0 70 90 110 130 150 170 190 210 230 250 270 290 310 330 350 370 390 410 430 450 470

MS Peak Table
Peak# R.Time ITime F.Time Area Height  A/H Mark %Total Name Base m/z Base Int.
1 0806 0.577 1.043 155894334 15548373 10.02 100.00 307.10 9438678

155894334 15548373 100.00

=,
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FLASH EA 1112 SERIES CHN REPORT

SCHOOL OF CHEMISTRY
UNIVERSITY OF HYDERABAD
Method filename: I:\Program Files\Thermo Finnigan\Eager 300 for EA1112\DATA\Sys data_exa
Sample ID: KCELL-2 (# 162)
Analysis type: UnkNown
Chromatogram filename: UNK-02122010-2.dat
Sample weight: 1217
55.32 T 1.17
43.95 r
|
. I l
35T !
(mVolt) | ‘
| !
212 i\
i |
| ;
l ||
9.83 ﬂl 0‘7§
I pl 3.68
[l e e . e
1,54 4-——————— : —1 T 7 >
0.0 2.4 4.8 (min) 7.2 9.6 12.0
" Element Name  Element % Ret. Time
| ....................................................
Nitrogen 4, 51 0. 78 1
Carbon 54. 85 } 17 [
Hydrogen 3. 92 3. 68
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'H and "C Spectra of 7b
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User

Sample

Inj. Volume
Data Name
Method Name

mAbs

1000

500

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

: Admin '

: KC9

: 5.000

: C:\LCMSsolution\User\Data\K C9-APCI-NEG1 .gld
: C:\LCMSsolution\User‘Method\esi.qlm

Line#:1 R.Time:0.753(Scan#:46) Negative
MassPeaks:126 BasePeak:272.15(578190)
RawMode Single 0.753(46)

BG Mode:Peak Start 0.593(36)

100
90
80-
70
60
50
40
30
20
10

66 S—

50 60 70

LC Chromatogram
3 Ch1(254.0nm)*1.00
o
1
min
MS Spectrum
m
e VISERCN | ESten B el - ISRIC R | SR o e L R Rt -l | R,
80 90 100 110 120 130 140 150 160 170 180 190 200 210 220 230 240 250 260 270 280 290

m/z

" .z'_-;fi,
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FLASH EA 1112 SERIES CHN REPORT
SCHOOL OF CHEMISTRY
UNIVERSITY OF HYDERABAD

Method filename: C:\Program Files\Thermo Finnigan\Eager 300 for EA11 12\DATA\Sys_data_ex
Sample ID: KC-68DMSBC (# 142)
Analysis type: UnkNown?
Chromatogram filename: UNK24012011-1.dat
Sample weight: 1.186
42.56
‘l‘ 118
)
25.04 ‘ {
(mVolt) | l‘ ‘
|
16.28- !
079
7.52 ol
g 3.72
Nt
b e 1 T T a S
0.0 2.4 4.8 (min) 72 9.6 12.0

| Element Name Element % Ret. Time W
! Nitrogen 52 0. 79

Carbon 61. 24 1. 18

Hydrogen 4, 52 3. 72

528
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LCMS-2010A DATA REPORT
SCHOOL OF CHEMISTRY
UNIVERSITY OF HYDERABAD

User : Admin

Sample : KC-10

Inj. Volume :5.000

Data Name : C:\LCMSsolution\User\Data\K C-10-APCI-POS1.qld
Method Name : CALCMSsolution\User\Method\esi.qlm

LC Chromatogram
mAbs
1000 | g ] Ch1(254.0nm)*1.00

500

min

MS Spectrum
Line#:1 R.Time:0.780(Scan#:47) Positive
MassPeaks:170 BasePeak:224.20(3785480)
RawMode:Single 0.780(47)
BG Mode:Peak Start 0.610(37)
100 234

9

80

70

60

50-

40

30

20

10 180 i 224 256 |
JAEEE (R SR, o I SR SRR ERC T L TSR RSN | T L RSO TSN o I | IS
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FLASH EA 1112 SERIES CHN REPORT
SCHOOL OF CHEMISTRY

" UNIVERSITY OF HYDERABAD
Method filename: I:\Program Files\Thermo Finnigan\Eager 300 for EA1 | 12\DATA\Sys data_exa
Sample ID; KC-68DMBC-2 (# 7)
Analysis type: UnkNown
Chromatogram filename: UNK-22092010-17.dat
“Sarfiple weight: 1.422
-
7495 4 L1
-59.53
4,12
(mVo]t)_‘
28.7
T13.29
0.76
o 3.83
-2.13 >
0.0 24 4.8 (min) 7.2 9.6 12.0
-
* [ Element Name Element % Ret, Time
Nitrogen 4. 55 0. 76
Carbon 63. 52 1
~ | Hydrogen 5. 41 3. 83
5 (ZQJL
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LCMS-2010A DATA REPORT
SCHOOL OF CHEMISTRY

UNIVERSITY OF HYDERABAD

User

Sample

Inj. Volume
Data Name
Method Name

mAbs
300

250
200
150
100 |
50

: Admin i

: KC-11

:5.000

: C:\LCMSsolution\User\Data\K C-11-APCI-POS1.qld
: C:\LCMSsolution\User\Method\esi.glm

LC Chromatogram

0654

Ch1(254.0nm)*1.00

Line#:1 R.Time:0.752(Scan#:46) Positive

MS Spectrum

MassPeaks:262 BasePeak:252.20(3776951)

RawMode:Single 0.752(46)
BG Mode:Peak Start 0.577(35)
100

9%
80 |
70

60
50
40
30
2

10-
is258 71 %102 119 128

i 7]

330

344
179 24 o

211

|
m e | W m 8 .5

50 70 90 110 130 150 170 190 210 ‘ 230 250 270 290 3i0 330 350 370 390
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FLASH EA 1112 SERIES CHN REPORT
SCHOOL OF CHEMISTRY
UNIVERSITY OF HYDERABAD

Method filename: _ [:\Program Files\Thermo Finnigan\Eager 300 for EA1 ] I2\DATA\Sys_data_exa
Sample ID: KC-11 (# 3)
Analysis type: UnkNown , -
Chromatogram filename: UNK-22092010-13.dat
Sample weight: 1.271
57.88 o 1.16
46.16
-
34.44
(mVolt)
2.72 ;
o
w110 0.79
3.67
-0.72 >
T.0 2.4 4.8 (min) 72 9.6 12.0
-
£3 Element Name Element % E Ret. Time
- Nitrogen 4. 36 0. 79
Carbon 61. 75 I.-16
= S Hydrogen 4. 81 3..67
( i “35 .ff_
-
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'H and "*C Spectra of 1c
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LCMS-2010A DATA REPORT
SCHOOL OF CHEMISTRY
UNIVERSITY OF HYDERABAD

e am

Ch1(254.0nm)*1.00

min

09 434

429 467 981 495
" TR RS ook

. T AR .
330 350 370 390 410 430 450 470 490

352.10 512443

i
User : Admin
Sample : KCELL3
Inj. Volume : 5.000
Data Name : C:\LCMSsolution\User\Data\K CELL3-APCI-POS1.qld
Method Name : C:\LCMSsolution\User\Method\esi.qlm
LC Cﬁronmogmm
mAbs : ; 2
30 3
25 a
20
151
10-
54
0. i - e 7
1
MS Spectrum
Line#:1 R.Time:0,743(Scan#:45) Positive
MassPeaks: 328 BasePeak:352.10(512443)
RawMode:Single 0.743(45)
BG Mode:Peak Start 0.560(34)
00— s
|
!
129 52
o 168 . 208
fa % 9 w7 144 181 s om 284 3 30 |
Lo P " " S NI T R ey did  Eamas fefrerirbe- s it
50 70 9 110 130 150 170 190 210 230 250 270 290 310
MS Peak Table
Peak# R.Time ITime F.Time Area Height  A/H Mark %Total Name Base m/z Base Int.
1 0743 0560 0943 28339641 2723077 1040 100.00
28339641 2723077 100.00

m/z

OPERATOR
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Method filename:
Sample ID:

Analysis type:
Chromatogram filename:
Sample weight:

72.85
*

57.82 |

4278 1 |
(mVolt) | ‘
27.754

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

[:\Program Files\Thermo Finnigan\Eager 300 for EA1112\DATA\Sys_data_exa

KCELL-3 (# 165)

Element Name

| Nitrogen
Carbon
Hydrogen

UnkNown
UNK-02122010-5.dat
1.386
3.83
= LT - SSELIE
4.8 (min) 12 9.6
Element % ‘Ret. Time
3. 89 0. 76
85, 32 i 1 |
6, 11 3. 83

12.0
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'H and "C Spectra of 14
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LCMS-2010A DATA REPORT
SCHOOL OF CHEMISTRY
UNIVERSITY OF HYDERABAD

User : Admin '
Sample : KC-140MNBP
Inj. Volume : 5.000
Data Name : C:\LCMSsolutéon\User\Data\KC-140MNBP-APCI-POSI .qld
Method Name : C:\LCMSsolution\User\Method\esi.qlm
LC Chromatogram
mAb:
. NI o o= : e e 3 = = Ch1(254.0nm)*1.00
tsoo1’ / g \.\
1000 J.’; ‘I‘\“
500 ,.’J '\_
. /
0] > : —
1 .
min
MS Spectrum
Line#:1 R Time:0.768(Scan#:46) Positive
MassPeaks 290 %%;279.[0(]0346853)
awl q 5
BG Mode:mf'gm 3%43(33)
mw e = -T- — s
| o
1 l
4 194 n H o ERE)
T o 1% 120126 o 165, 180 [ Ilﬁfl oy 230 260 ‘.ull‘-.' " !I ‘|\ S o .157I m 3?Ia
0 70 9 . 10 130 150 170 190 210 230 250 270 290 310 330 350 370 M
z

MS Peak Table
Peak# R.Time 1Time F.Time

ight
1 0768 0543 1.043 550220180 37221910 14.78

Area Hei A/H Mark %Total Name Base m/z Base InL.
100.00

279.10 10346853

550220180 37221910 100.00

Y
OPERATOR
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. FLASH EA 1112 SERIES CHN REPORT
7 SCHOOL OF CHEMISTRY
UNIVERSITY OF HYDERABAD
- = 3
Method ﬁiename: I:\Program Files\Thermo Finnigan\Eager 300 for EA | | I2\DATA\Sys_data_exa
Sample ID: KC-14DMNBP (# 19)
Analysis type: UnkNown
Chromatogram filename: UNK-22092010-29.dat
Sample weight: LG
P
> -
42.88 Py 1.19
"34.24-
o Sl
25.59.
-
(mVolt)
16.95
-
i 83 ! 0.8 -
- | 3.75
034 .
0.0 24 4.8 (min) 72 9.6 12.0
Element Name Element % Ret. Time
- Nitrogen 4. 5] . 0. 80
' Carbon 54. 85 1. 19
= Hydrogen 4. 03 L
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'H and "C Spectra of 15

LLS®
r—

18

svet
98¢ "
oe6c”
86T
T0E"
otTe”
8T¢e”
[443
oege”
297
LY
€Ly
14570
c0s”
6€6°
9€T”
96T "

z—

Me

Br

Me

1

J

BN

-1 ppm

o

= omm..m

— 290" ¢

929 9T —
SeT 00—

ppm

40 30 20 10

50

70

T T T T T T T
160 150 140 130 120 110 100 90

T
170

S42



Supplementary Material (ESI) for Organic & Biomolecular Chemistry
This journal is (c) The Royal Society of Chemistry 2011




Supplementary Material (ESI) for Organic & Biomolecular Chemistry

This journal is (¢) The Royal Society of Chemistry 2011

'H and "C Spectra of 16
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LCMS-2010A DATA REPORT
SCHOOL OF CHEMISTRY
UNIVERSITY OF HYDERABAD

User : Admin '
Sample : KC-NET14DMBC
Inj. Volume :5.000
Data Name : C:\LCMSsolution\User\Data\K C-NET14DMBC-APCI-POS1.gld
Method Name : C:\LCMSsolution\User\Method\esi.qlm
LC Chromatogram
mAbs =L =
FaIzr e 73 Ch1(254.0nm)*1.00
1500 |
1000
500 |
0l = & e 2
l &
mn
MS Spectrum
Line#:1 R.Time:0.822(Scan#:50) Positive
MassPeaks:428 BasePeak:196.05(396372)
RawMode:Single 0.822(30)
BG Mode:Peak Start 0.577(35)
’DD._.._ s - - VI,.GV e —— St A= - PP —
|
| ‘ 274
.. | |
' | \
68 1001 133 167181 1’ 214 250 280 30; 2 356 378302 410 446461475 498 521 543 564 599 615 643658 685 104719 742 765 |
50 50 130 170 210 250 290 330 370 410 450 490 530 570 610 650 690 730 m
z
MS Peak Table
Peak# R.Time LTime F.Time Area Height A/H Mark %Total Name Base m/z Base Int,
1 0822 0577 1043 13401115 908830 14.74 100.00 196.05 396372
13401115 908830 100.00

3l _
OPERATOR
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'H and "C Spectra of 17
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LCMS-2010A DATA REPORT
SCHOOL OF CHEMISTRY
UNIVERSITY OF HYDERABAD

User : Admin
Sample : KCELLS
Inj. Volume :5.000 :
Data Name : C:\LCMSsolution\User\Data\K CELL5-APCI-POS1.qld
Method Name : C:\LCMSsolution\User\Method\esi.qlm
LC Chromatogram
mAbs B R ks Y = 2t
g Ch1(254.0nm)*1.00
500
0
1
min
MS Spectrum
Line#:1 R.Time:0.771(Scan#:47) Positive
MassPeaks:331 BasePeak:360.00(10968340)
RawMode:Single 0.771(47)
BG Mode:Peak Start 0.527(32)
100 — — e — s
1
280 |
264 e 302 314 i 390
S662 72 85 110118 135 152 163 180 195 208 213 236 g5 204 | - /33Y 4 414 430438 456 470 484 494
At TN T . L L =A— I T T - can D
50 70 9 110 130 150 170 190 210 230 250 270 290 310 330 350 370 390 410 430 450 470 490
m/z
MS Peak Table
Peak# R.Time 1Time F.Time Area Height ~ A/H Mark %Total Name Base m/z Base Int.
I 0771 0527 1010 525592211 41180534 12.76 100.00 360.00 10968340
525592211 41180534 100.00
OPERATOR
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FLASH EA 1112 SERIES CHN REPORT

SCHOOL OF CHEMISTRY
UNIVERSITY OF HYDERABAD

Method filename: C:\Program Files\Thermo Finnigan\Eager 300 for EA1112\DATA\Sys_data_ex
Sample ID: KCELL-5 (# 143)
Analysis type: UnkNown |
Chromatogram filename: UNK24012011-2.dat
Sample weight: 1225
6031 1118
4798 l|
(|
3566 I
(mVolt) | ‘l
2333 |
\
11.01 "
081 3.69
‘___ sl \ [ i
-1.32 ! : i | T | [ T ' >
0.0 24 48 (min) 7.2 9.6 12.0
Element Name Element % Ret. Time
Nitrogen 3. 85 0. 81
Carbon 67. 12 5% )
| Hydrogen 6. 63 3. 69
|
|
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LCMS-2010A DATA REPORT
SCHOOL OF CHEMISTRY
UNIVERSITY OF HYDERABAD

User : Admin
Sample : KCELL6
Inj. Volume :5.000
Data Name : C:\LCMSsolution\User\Data\K CELL6-APCI-POS 1.qld
Method Name : C:\LCMSsolution\User\Method\esi.qlm
|
LC Chromatogram
mADbs e £
100 3 Ch1{(254.0nm)*1.00
50
|
!
0L e e - S— .
1
min
MS Spectrum
Line#:1 R.Time:0.761(Scan#:46) Positive
MassPeaks:23] BasePeak:331.95(3620019)
RawMode:Single 0.761(46)
BG Mode:Peak Start (.560(34)
100 g Fo = = 2
308 |
|
|
24 252 ‘ 62
sse0 T4 % 101 118 131 152 167 180 1% 208 233 25) 279 304 346 65 386 594
e L | SN ] : e :
50 70 90 110 130 150 170 190 210 230 250 270 290 310 330 350 370 390
m/z
MS Peak Table
Peak# R.Time [Time F.Time Arca Height  A/H Mark %Total Name Base m/z Base Int.
10761 0560 0993 180905646 15058715 12.01 100.00 331.95 3620019
180905646 15058715 100.00

s
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'H and "*C Spectra of 1d
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LCMS-2010A DATA REPORT
SCHOOL OF CHEMISTRY
UNIVERSITY OF HYDERABAD

User : Admin '
Sample : KCELL7
Inj. Volume :5.000
Data Name : C\LCMSsolution\User\Data\K CELL7-APCI-POS1 .qld
Method Name : C:\LCMSsolution\User\Method\esi.qu
|
LC Chromatogram
mAbs - x T e e S RS 41 e i ;
40 e Ch1(254.0nm)*1.00
354 / g\: !
304 J
25
20
15 /
10
5 3
04 — e e e EON =
1
min
MS Spectrum
Line#:1 R.Time:0.757(Scan#:46) Positive
MassPeaks:313 BasePeak:408.15(2497245)
RawMode Single 0.757(46)
BG Mode:Peak Start 0.527(32)
100 — —— —_——— —aw
1
|
17 e 453
|55 68 82 903 jos 30 150 163 181 39 209 228 245 253 | 307 324 339 357 387 391 |, 422 ‘f“ L 46T 577 4@
| ighsad | s | | il i L s i M i i s e i i ik i y | PR WA ot o { i v
50 70 90 110 130 150 170 190 210 230 250 270 290 310 330 350 370 390 410 430 450 470 490
miz
MS Peak Table
Peakd R.Time ITime F.Time Area Height A/H Mark %Total Name Base m/z Base Int,
1 0757 0527 0943 63339587 6021596 10.51 100.00 408.15 2497245
63339587 6021596 100.00

OPERATOR
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FLASH EA 1112 SERIES CHN REPORT

SCHOOL OF CHEMISTRY
UNIVERSITY OF HYDERABAD
Method filename: I:\Program Files\Thermo Finnigan\Eager 300 for EA11 12\DATA\Sys_data_exa
Sample ID: KCELL-7 (# 75)
Analysis type: UnkNown
Chromatogram filename: UNK-201£20] 0-5.dat
Sample weight: 1112
60.65 ?
113
e
48.15 |
| I
; l
35.66-’ |
'I
(mVolt) | |
23.16 I
'
|
10.67 |
|t le 3.7
el i TR i o b
B e e N B e —
0.0 24 4.8 (min) 72 9.6 12.0
Element Name Element % Tt Tome )
Nitrogen 3. 51 0. 77
Carbon 85. 32 1. 13
Hydrogen 7.2 370 |
| |
S T |
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'H and "C Spectra of 19
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LCMS-2010A DATA REPORT
SCHOOL OF CHEMISTRY
UNIVERSITY OF HYDERABAD

User : Admin ’
Sample : KC422
Inj. Volume :5.000
Data Name : C:\LCMSsolution\User\Data\KC422-APCI-POS1.qld
Method Name : C:\LCMSsolution\User\Method\esi.qlm
LC Chromatogram
mAbs - ) e S ) =
250] g PESPSCE= g e=a= RS ey i Ch1(254.0nm)*1.00
200~ o :
150-
100
50
WL s S e e e S S N e
1 3 .
min
MS Spectrum

Line#:1 R.Time:0.783(Scan#:47) Positive
MassPeaks:772 BasePeak:447.15(10534921)

RawMode:Single 0.783(47)
BG Mode:Peak Start 0.527(32)
100 @7
449
I
1 Aox
1S568 84 109 131 164182 200222239259 291308326, 3 391 410 479498 528 549 572 607 632650 673692 720 750769 802 831850868 893912920 956 977
e Apre——————r——— e e Frasborsresmeepye T e e T e .
50 100 150 200 250 300 350 400 450 500 550 600 650 700 750 800 850 900 950
m/z
MS Peak Table
Peak# R.Time LTime F.Time Area Height  A/H Mark %Total Name Base m/z Base Int.
1 0783 0527 1.043 401662088 32579772 1232 100.00 447.15 10534921
401662088 32579772 100.00

b
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Method filename:
Sapple ID:
Analysis type:

* Chromatogram filename:

*  Sample weight:

40.77 |
(mVolt)

|
- 26.65

-

12:53 1

-+

= -1.6-
0.0

.

0.78

Element Name

Hydrogen

24

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

I:\Program Files\Thermo Finnigan\Eager 300 for EA1112\DATA\Sys -data_exa
KC-422 (# 24)

UnkNown

UNK-14062010-24.dat

1.495

3.73
=
4.8 (min) 12 9.6 12.0
Element % Ret. Time
5. 17 0. 78
80. 25 I.E3
5. 48 3. 73
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LCMS-2010A DATA REPORT
SCHOOL OF CHEMISTRY
UNIVERSITY OF HYDERABAD

User : Admin '
Sample : KC424
Inj. Volume : 5.000
Data Name : C:\LCMSsolution\User\Data\K C424-APCI-POS1.gld
Method Name : C:\LCMSsolution\User\Method\esi.qlm
LC Chromatogram
mabs ; e e o e
25 . “g | Ch1(254.0nm)*1.00
200
150 1
100
" s00
0 i S AT T ‘
1 2

min
MS Spectrum

Line#:1 R.Time:0.767(Scan#:46) Positive

MassPeaks: 798 BasePeak:427.20(12071686)
RawMode:Single 0.767(46)

BG Mode:Peak Start 0.527(32)

100 - —— = i

443
| . 474 497517 544 572 GOl 620 657674692 722739 764782 g10828 867883 922938 956 975
TOTeTeTT, TITTT T L 5 S B R0 2 0 T "

o o0 150 oo0 5% 300 350 400 450 | 500 550 600 650 700 750 800 850 900 950

lse70 87 'O 136 163 195 41259277 208 326 P10 386 ana
- bl R

mz
MS Peak Table
Peak# R.Time LTime F.Time Area Height A/H Mark %Total Name Base m/z Base Int.
1 0767 0527 1.143 469777145 31501714 1491 100.00 427.20 12071686

469777145 31501714 100.00

B

OPERATOR

S62



Supplementary Material (ESI) for Organic & Biomolecular Chemistry
This journal is (¢) The Royal Society of Chemistry 2011

FLASH EA 1112 SERIES CHN REPORT

SCHOOL OF CHEMISTRY
UNIVERSITY OF HYDERABAD
Method filename: I:\Program Files\Thermo Finnigan\Eager 300 for EA11 12\DATA\Sys_data_exa
Sample ID: KCELL-13 (# 77)
Analysis type: UnkNown
Chromatogram filename: UNK-20122010-7.dat
Sample weight: 1.011
58.32 '
3 1.36
46.35 ‘hi
| E
3438 ]
(mVolt) i}
2241 I
i
|
10.44 - 0. ‘31
f\\ J L.,‘. 475
BT B Rt S RS TS ey | AP R g,
0.0 24 48 (min) 72 9.6 12.0
| Element Name  Element %  Ret. Time ]
Nitrogen 6. 68 0. 88 !
Carbon 87. 15 1. 36 ;

Hydrogen 6. 34 4. 75 \
|
|
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LCMS-2010A DATA REPORT
SCHOOL OF CHEMISTRY
UNIVERSITY OF HYDERABAD

User : Admin ¥
Sample :KC-ELL3
Inj. Volume :5.000
Data Name : C:\LCMSsolution\User\Data\K C-ELL3-APCI-POS1.qld
Method Name : C:\LCMSsolution\User\Method\esi.qlm
LC Chromatogram
mAbs %) o s A e L . B
500
i
|
e S e R e g
1
MS Spectrum

Line#:1 R.Time:0.768(Scan#:46) Positive
MassPeaks: 784 BasePeak:407.40(11982870)
RawMode:Single 0.768(46)

Ch1(254.0nm)*1.00

min

BG Mode:Peak Start 0.527(32)
100 o ; W = i e gt
337
88
Ay TR i U5 05 | 423 539
55 71 ¢/ 101 149 | 1209. [ I123[ 359 9N L. 49 477 | S0 " 571589 617636654 685 711 741 761 789 809827 BSI&71 906 913 964 990
| pa T T T T - .

S0 100 150 300 250 300 350 400 450 500 550 600 60 300 0% a0 a0 ool

MS Peak Table
Peak# R.Time [Time F.Time Area Height  A/H Mark %Total Name Base m/z Base Int.
1 0768 0527 1.343 1054329926 46975558 22.44 100.00 407.40 11982870

1054329926 46975558 100.00

OPERATOR

950

m/z

S66



Supplementary Material (ESI) for Organic & Biomolecular Chemistry
This journal is (¢) The Royal Society of Chemistry 2011

FLASH EA 1112 SERIES CHN REPORT
SCHOOL OF CHEMISTRY

» UNIVERSITY OF HYDERABAD
Method filename: I'\Program Files\Thermo Finnigan\Eager 300 for EA1112\DATA\Sys_data_exa
Sample ID: KC-ELL-3 (# 23) %
Analysis type: UnkNown
Chromatogram filename: UNK-14062010-23 dat
Sample weight: 1.118
43.21 , | 118
1
3424
25.26
(mVolt) -
16.29 _
0.76
7.31 ' 3.74
\=) -
-1.66 : >
0:0 2.4 48  (min) 7.2 9.6 12.0
Element Name Element % Ret. Time
Nitrogen 6. 15 0. 76
- Carbon 85. 23 - I. 18
Hydrogen 7. 76 3. 74
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'H and "*C Spectra of 22
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'H and "C Spectra of 23
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'H and "C Spectra of 24
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LCMS-2010A DATA REPORT
SCHOOL OF CHEMISTRY
UNIVERSITY OF HYDERABAD

: ¢
User : Admin
Sample : KCE4
Inj. Volume :5.000
Data Name : C:\LCMSsolution\User\Data\K CE4-APCI-POS1.qld
Method Name : C:\LCMSsolution\User\Method\esi.glm
1
LC Chromatogram
mAbs
¥ Ch1(254.0nm)*1.00
50
0. e sl & =
. T -
1
min
MS Spectrum
Line#:1 R.Time:0.760(Scan#:46) Positive
MassPeaks:317 BasePeak:457.50(4756901)
RawMode:Single 0.760(46)
BG Mode:Peak Start 0.577(35)
100 E = a7
5Tn B 104 4 4 206 222 244 2% 277 291301 31 337 33 e ase 416 429441 | 47 489 512532 538 52564 57
T e P = L, L L8 o = Dol B

T P—y
50 80 110 140 170 200 230 260 290 320 350 380 410 440 470 500 530 560

m/z

MS Peak Table
Peak# R.Time I1Time F.Time Area Height  A/H Mark %Total Name Base m/z Base Int.
I 0760 0577 0993 63433937 5297733 1197 100.00 457.50 4756901
63433937 5297733 100.00

OPERATOR
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'H and "C Spectra of 25
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LCMS-2010A DATA REPORT

SCHOOL OF CHEMISTRY

UNIVERSITY OF HYDERABAD

User : Admin
Sample : KCELL9
Inj. Volume : 5.000
Data Name : C:\LCMSsolution\User\Data\K CELL9-APCI-POS1.qld
Method Name : C:\LCMSsolution\User\Method\esi.glm
|}
LC Chromatogram
mAbs § -
! Ch1(254.0nm)*1.00
400 -
n L
1
min
MS Spectrum
Line#:1 R.Time:0.768(Scan#:46) Positive
MassPeaks:316 BasePeak:431.20(2110525)
RawMode:Single 0.768(46)
BG Mode:Peak Start 0.527(32)
100 43
i
| s
347 |
(
203 405
gnl i 7 107115 eI - TR 213 2By 1 3B g 319 | M oo Sl I
50 70 90 110 130 150 170 190 210 230 250 270 290 310 330 350 370 390 410 430
mz

MS Peak Table
Peak# R.Time I[Time F.Time Area
1 0768 0527 1.044 187084359
187084359

Height A/H Mark %Total Name
15087575 1239 100.00
15087575 100.00

Base m/z Base Int.
43120 2110525

=

<
e ,ﬁ
OPERATOR

L4



Supplementary Material (ESI) for Organic & Biomolecular Chemistry
This journal is (¢) The Royal Society of Chemistry 2011

FLASH EA 1112 SERIES CHN REPORT

SCHOOL OF CHEMISTRY
UNIVERSITY OF HYDERABAD
Method filename: I:\Program Files\Thermo F innigan\Eager 300 for EA11 I2\DATA\Sys_data_exa
Sample ID; KC-E5 (# 85)
Analysis type: UnkNown
Chromatogram filename: UNK-20122010-15.dat
Sample weight: 993
44.42
: T 1.15
5
35.22 /I
=
26.02 ‘;
(mVolt) |
wwi |
|
L om
7.62 i || \
[ fl‘-i ". 37
dal——r S e F e o T ey T
0.0 24 4.8 (min) 7.2 9.6 12.0

| Element Name Element % ~ Ret. Time

| Nitrogen 6. 53 0. 77 |

{ Carbon 83. 39 I 15

‘ Hydrogen 6. 28 =

i o epSan s ST s B S S =
(03
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'H and "C Spectra of 26
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Method filename:
Sample ID:

Analysis type:
Chromatogram filename:
Sample weight:

3021 ‘
(mVolt) ‘
20.161‘ |

j |
10.11 f

' Nitrogen
Carbon
| Hydrogen

FLASH EA 1112 SERIES CHN REPORT

SCHOOL OF CHEMISTRY
UNIVERSITY OF HYDERABAD

I:\Program Files\Thermo Finnigan\Eager 300 for EA11 12\DATA\Sys_data_exa

KC-ES8 (# 72)
Unk.Nown :
UNK-20122010-2.dat
1.015
3.77
48  (min) 72 : 9.6
 Element % " Ret. Time
6. 12 0. 77
80. 45 1. 17
5. 71 3. 77 ‘

»

12.0
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'H and "*C Spectra of 27
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LCMS-2010A DATA REPORT
SCHOOL OF CHEMISTRY

UNIVERSITY OF HYDERABAD

User : Admin
Sample : KCE7
Inj. Volume : 5.000
Data Name . C:\LCMSsolution\User\Data\K CE7-APCI-POS1.qld
Method Name : C:\L.CMSsolution\User\Method\esi.qlm
LC Chromatogram
mAbs S e B
400 ' Ch1(254.0nm)* 1,00
=
350
300
250 -
200
150 |
100
59 S
1
min
MS Spectrum
Line#:1 R Time:0.832(Scan#:50) Positive
MassPeaks:229 BasePeak:392.30(10730482)
RawMode:Single 0.832(50)
BG Mode:Peak Start 0.543(33)
100 e A — 5 e - =
351
l
mw
ss 71 87 13 119 133 is1 168 180 191 209 227 241 259 278 291 305 331 L ‘l 365 I, 07 o1_us 469 481
™ o T Ny - T | Ty e ) i i T T
50 70 90 110 130 150 170 190 210 230 250 270 200 310 330 350 370 390 410 430 450 470 490
m/z
MS Peak Table
Peak# RTime LTime F.Time Area Height ~A/H Mark %Total Name Base m/z Base Int.
1 0832 0543 1.143 895685726 41079821 21.80 100.00 392.30 10730482
895685726 41079821 100.00

h_
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FLASH EA 1112 SERIES CHN REPORT

SCHOOL OF CHEMISTRY
UNIVERSITY OF HYDERABAD
Method filename: I:\Program Files\Thermo Finnigan\Eager 300 for EA11 12\DATA\Sys_data_exa
Sample ID: KC-E7 (# 82)
Analysis type: UnkNown
Chromatogram filename: UNK-20122010-12.dat
Sample weight: 1117
54.32
T 1.39
43.324‘ ’
32.32J‘ I
!
(mVolt) } ;
2132 | l
’ 0.89
10.32J L,
' I\ 472
g ~
| i {0 BN B L el
'0.694:“!—_—_‘;‘:——7'__']—’»',’— R ey = R T Rt (T 1 '_*!
0.0 24 4.8 (min) T2 9.6 12.0
| Element Name  Element % T T ]
| 2rme b e ehian i na s e e B et s R e |
| Nitrogen 7. 07 0. 89 \
Carbon 85. 76 1. 39
Hydrogen 6. 91 4. 72 ||
|
L |
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'H and "C Spectra of 28
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LCMS-2010A DATA REPORT
SCHOOL OF CHEMISTRY
UNIVERSITY OF HYDERABAD

User : Admin }
Sample : KC-E2
Inj. Volume :5.000
Data Name : C:\LCMSsolution\User\Data\K C-E2-APCI-POS1.qld
Method Name : C:\LCMSsolution\User\Method\esi.qlm
LC Chromatogram
mAbs ' :
350 “é Ch1(254.0nm)*1.00
300
250
200
150
100
50 4
0

min
MS Spectrum

Line#;1 R.Time:0.800(Scan#:48) Positive
MassPeaks:410 BasePeak:517.25(5431253)
RawMode:Single 0.800{48)

BG Mode:Peak Start 0.527(32)

100 517

8 T T et

§5_ 73 slrm“"[.\]. 164178 198 222 246259 278291 313 348 365379 395 421 443 450472 488 [ 5]451:561 583597 618 642 666581595" 720 743 764777 794
50 90 130 170 210 250 290 330 370 410 450 490 530 570 610 650 690 730 770

m/z
MS Peak Table
Peak# R.Time 1Time F.Time Area Height  A/H Mark %Total Name Base m/z Base Int.
1 0800 0527 1.243 256748317 11874321 21.62 100.00 51725 5431253

256748317 11874321 100.00

L
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FLASH EA 1112 SERIES CHN REPORT

SCHOOL OF CHEMISTRY
UNIVERSITY OF HYDERABAD
Method filename: I:\Program Files\Thermo Finnigan\Eager 300 for EA1112\DATA\Sys_data_exa
Sample ID: KC-E2 (# 79)
Analysis type: UnkNown,
Chromatogram filename: UNK-20122010-9.dat
Sample weight: 976
&
33.84 - 'i
2
i {
25.54 i
| il
{(mVolt) | |
| |
i |
17 6‘1 "
| O.I'IV
ss1{ | ||
| 1 et o 38
9-47;7‘r-—r'—*' SRR e e e e -
0.0 2.4 4.8 (min) 72 9.6 12.0
| Element Name  Element %  Ret.Time
. Nitrogen 5. 45 0. 77 ,
| Carbon 81. 32 118
I Hydrogen 6. 37 3. 80
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'H and "C Spectra of 29
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LCMS-2010A DATA REPORT
SCHOOL OF CHEMISTRY
UNIVERSITY OF HYDERABAD

User : Admin ’
Sample : KC-E3
Inj. Volume : 5.000
Data Name : C:\LCMSsolution\User\Data\K C-E3-APCI-POS1.qld
Method Name : C:\LCMSsolution\User'Method\esi.qlm
LC Chromatogram -
mAbs
g ‘ : - Ch1(254.0nm)*1.00
200 % |
150
100~
50+
0 —_— — . ——— —
l .
min
MS Spectrum

Line#:1 R.Time:0.792(Scan#:48) Positive

MassPeaks:439 BasePeak:497.40(12016464)

RawMode:Single 0.792(48)

BG Mode:Peak Start 0.527(32)

100 e — e

!

237 s | s
55 74 87 108 133 156 172 196212 251 267 291306 335 352 369 404 429 453 469 485 |
e ; L SRR y

539554368582 600 618632 656 679 705 722735748 768 793
I | L r T 2
50 90 130 170 210 250 290 330 370 410 450 490 530 S70 610 650 690 730 770

m/z
MS Peak Table
Peak# R.Time LTime F.Time Area Height A/H Mark %Total Name Base m/z Base Int.
1 0792 0527 1.043 218051577 13259533 16.44 100.00 497.40 12016464

218051577 13259533 100.00
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FLASH EA 1112 SERIES CHN REPORT

SCHOOL OF CHEMISTRY
UNIVERSITY OF HYDERABAD
Method filename: I:\Program Files\Thermo Finnigan\Eager 300 for EA11 I12\DATA\Sys_data_exa
Sample ID: KC-E3 (# 84)
Analysis type: UnkNo
Chromatogram filename: UNK-20122010-14.dat
Sample weight: 1.132
61.17 o 137
| u‘,
48.654 ”
A
36.13—} I
I
(mVolt)’ [
23.61 \ |
{ }0.&8‘,
| 1 |
| o
11.09 f‘ ] ﬂ
1 ) 154 4.96
Lodnox =
L_ SR o, LR S e e R et et L Bl E e 3
-1.43 e B ORS¢ P e R
0.0 24 4.8 (min) 7.2 9.6 12.0
Element Name  Element % Ret. Time i
| Nitrogen 5. 71 0. 88 f
Carbon 86. 73 e ,
|

I Hydrogen 7. 55 4. 96
|'
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'H and "C Spectra of 30
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LCMS-2010A DATA REPORT
SCHOOL OF CHEMISTRY
UNIVERSITY OF HYDERABAD

User : Admin
Sample : KCE}
Inj. Volume : 5.000
Data Name . C:ALCMSsolution\User\Data\K CE1-APCI-POS1.qld
Method Name : C:\LCMSsolution\User\Method\esi.qlm
i
LC Chromatogram
mAbs -
250 3 Ch1(254.0nm)*1.00
E
200
150
100 |
50
0 1 S ] Tt ST T 2 —
1
min
MS Spectrum
Line#:1 R .Time:0.753(Scan#:46) Positive
MassPeaks:349 BascPeak:513.40(7648484)
RawMode:Single 0.753(46)
BG Mode:Peak Start 0.527(32)
100 = 513
9 259 291 461
s m B el 13 weise v iseion 23 W S L2 2 e et ms o an ) ssen | B s s
s 80 10 140 170 200 230 260 290 30 35 380 410 40 4D 500 530 560
m/z
MS Peak Table
Peak# R.Time LTime F.Time Area Height A/H Mark %Total Name Base m/z Base Int.
1 0753 0527 1043 73416731 5904218 1243 100.00 513.40 7648484
73416731 5904218 100.00

ooh
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'H and "*C Spectra of 3a
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LCMS-2010A DATA REPORT
SCHOOL OF CHEMISTRY
UNIVERSITY OF HYDERABAD

User : Admin '
Sample : KC-6MENET-ELL
Inj. Volume :5.000
Data Name : C:\LCMSsolution\User\Data\K C-6MENET-ELL-APCI-POS1.qld
Method Name : C:\LCMSsolution\User\Method\esi.qlm
LC Chromatogram
mAbs 2 =4 e T T el o -
1000 g 7 Ch1(254.0nm)*1.00
. / s ;
|
500
|
0 ] — —_ - e
1
min
MS Spectrum
Line#:1 . R.Time:0.810(Scan#:49) Positive
MassPeaks:249 BasePeak:337.25(14969227)
RawMode:Single 0.810(49)
BG Mode:Peak Start 0.527(32)
10{’" " - S r— e - e ey e _]37
|
| |. |
l
|
{53 76 88 99 125 134146154 ‘,'“ 194 219 248 glﬁl |m 9 307 33 0 359 371 3?1 415 429437 487 489 :
i g Rt i e D e ey T (ki (i ) pe
50 70 90 110 130 150 170 190 210 230 250 270 290 310 330 350 370 390 410 430 450 470 490
miz
MS Peak Table
Peak## R.Time 1Time F.Time Area Height A/H Mark %Total Name Base m/z Base Int.
1 0810 0527 1143 339179635 19893308 17.04 100.00 337.25 14969227

339179635 19893308 100.00
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_ FLASH EA 1112 SERIES CHN REPORT
= SCHOOL OF CHEMISTRY
UNIVERSITY OF HYDERABAD

Method filename: I:\Program Files\Thermo Finnigan\Eager 300 for EA 11 12\DATA\Sys_data_exa
Sample ID: KC-6ME-NET-ELL (# 22)
Analysis type: UnkNown
Chrematogram filename: UNK-14062010-22.4at
Sample weight: 11125
-
LI L1
: *
- ‘ |
4027
|
=30.21
{mValt)
20.16 1
0.77 3 .
10.11 i
‘ i
| 3 i :
0.05 - 5 T - »
0.0 2.4 4.8 (min) ) 9.6 12.0
Element Name Element % Ret. Time
" Nitrogen 8. 45 * 0.7
Carbon 85. 51 R by
Hydrogen 5. 91 3.1
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'H and "C Spectra of 3b
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FLASH EA 1112 SERIES CHN REPORT
SCHOOL OF CHEMISTRY
UNIVERSITY OF HYDERABAD

Method filename: I:\Program Files\Thermo Finnigan\Eager 300 for EA1112\DATA\Sys_data_exa
Sample ID: KCELLI10 (# 44) :
Analysis type: UnkNown'
Chromatogram filename: UNK-18122010-4.dat
Sample weight: 1.108
5845 116
!
46.56 I
i \
34.68 ||
(mVolt) | ‘
|
2279 {
! 0.78
10.91 rll ‘ '.
‘ ," ‘. 3.74
| =)
! T T e N e e e S I N i s DRt o LR
-0.98 i e \ = T >
0.0 24 4.8 (min) e 9.6 12.0
l[ " Element Name Element % Ret. Time
| Nitrogen 8. 61 0. 78
| Carbon 85. 49 1. 16
i Hydrogen 5 71 3. 74
|
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'H and "*C Spectra 3¢
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LCMS-2010A DATA REPORT
SCHOOL OF CHEMISTRY
UNIVERSITY OF HYDERABAD

User : Admin

¥
Sample : KC68DNUE
Inj. Volume : 5.000
Data Name : C:\LCMSsolution\User\Data\K C68DNUE-APCI-POS1.gld
Method Name : C:\LCMSsolution\User\Method\esi.qlm
LC Chromatogram
mAbs E § el A it X N i e P L ]
50 ¥ Ch1(254.0nm)*1.00
0 “ — =T a2 e —.
1
min
MS Spectrum
Line#:1 R.Time:0.694(Scan#:42) Positive
MassPeaks:254 BasePeak:96.85(2003530)
RawMode:Single 0.694(42)
BG Mode:Peak Start 0.643(39)
100 - - - —— —
90
80-
70
603‘ ‘ 351
50- |
40
30
20 |
104 ] 1 a9 |
iss62 15 | M0 161 171 195 212 238 252 280 29 321 337 | 365 378 308 408 422 437 as6 475
| snka el ke i T e E ; .

e f T T T T 1 T
50 70 9 110 130 150 170 190 210 230 250 270 290 310 330 350 370 390 410 430 450 470 490
miz
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ORTEP diagram of 2-(4-chlorophenyl)-6-ethyl-9-methyl-3-phenyl-6 H-pyrido[4,3-
b]carbazol-2-ium triflate: Hydrogen atoms are omitted for clarity.
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ORTEP diagram of 6-ethyl-7,9-dimethyl-3-phenyl-2-p-tolyl-6H-pyrido[4,3-
b]carbazol-2-ium triflate: Hydrogen atoms are omitted for clarity.
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