Order of ESI files

: Compound 2-1-NMR
: Compound 2-2-NMR
: Compound 2-MS

: Compound 3-MS

: Compound 4-NMR

: Compound 4-MS

: Compound 5-HPLC

: Compound 5-1-NMR
: Compound 5-1-MS
10: Compound 5-2-MS
11: Compound 5-2-NMR
12: Compound 5-3-NMR
13: Compound 6-NMR
14: Compound 6-MS
15: Compound 7-NMR
16: Compound 7-MS
17: Compound 8-HPLC
18: Compound 8-NMR
19: Compound 8-MS
20: Compound 9-HPLC
21: Compound 9-NMR
22: Compound 9-MS
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Current Data Parameters
SD1-Shoarab : NAME SEL=shonnab
] EXPNO 1
PROCNO 1
F2 - RAcquisition Parameters
Date 20060227
Time 12.56
INSTRUM gpect
PROBHD 5 mm RBC BB-1H
j PULPROG zg30
P st TD 65536
f R i SOLVENT CDCL3
I ! NS 16
!‘ : DS 2
f [ SWH 8223.685 Hz
. ;r FIDRES 0.125483 Hz
| [ AQ 3.9846387 sec
| ; : RG 114
| f DW 60.800 usec
| ! DE 6.00 usec
i TE 290.4 K
[ | D1 1.00000000 sec
/ TDO |
/ o
/ i ======== CHANNEL il === ==
i NUC1 1H
Pl 12.00 usec
PL1 0.00 dB
SFO1 400.1324710 MHz
I
IJ F2 - Processing parameters
ST 32768
SFE 400.1300260 MHe
] WDW EM
/ SSEB 0
______ ./’I J\_ e _’_’J W}L LB 0.30 Hz
3 GB 0
BEC 1.00
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F2 - Acquisition Parameters

Date_

Time

INSTRUM

FROEHD
ULPROG
OLVENT

NS

b5

SWH

FIDRES

AQ

RG

DW

TE

=

4 U

HOC1
Pl
PL1

SF01

0227
12,56
spect

5 mm BBO BB-1H

zg30
65536
DC13

16

]

8223.685
0.125483
3.9846387

11
1l
0.800
£ oA
6.00
290.4
ao0000

32748

1300260

EM
0

L)

.30
0
Qo

Hz
Hz
zac
uzac
usac

sec

arametears
F

MHz

Hz



1a=3.56648734867816710e-004, t0=-4,89256432894944740e+001, subtracted (8.319 to 8.920 min and 9.35 to 10.17 min)
| X

: 431,9695
5.0e5+ ’
4.8e5-
4.685*‘
414e5~7
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3.8e5
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3.265; :
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2805 :
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' 2.4e5+
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.. 2.734 t0 2.835 min from Sample 3 (sau2) of sau2.wiff Max. 1624.5 counts.
464799999999880e-004, t0=-3.48803564015000020e+001, subtracted (3.085 to 4.851 min)
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Pb

Integral

8.8291
8.8009
A.0352
A.0525
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T 99602
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Current Data Parameters

I
2

NAME proton
EXPNO 593
PROCND 1

F2 - Acquisition Parameters

Date_ 500000
Time 12.55
INSTRUM dpx300
PROBHD 5mm Dual Z5
PULPROG 29
TD 32768
SOLVENT ChC13
NS 8
DS 0
SWH 8392.806
FIDRES 0.274433
AQ 1.8219508
RG 362
OW 55.600
0E 4.50
TE 300.0
01 5.00000000
P1 11.35
DE 4,80
SFo1 300.1342018
NUC1 1H
PL1 0.00

Hz
Hz
SEC

usec
usec

sec
usec
usec
MHz

dB

F2 - Processing parameters

SI 32768
S 300.1300057
WOW EM
S5B 0
LB 1.00
GB 0
PC 1.00

1D NMR plot parameters

CX 20.00
AP 12.000
El 3601 .56
F2pP -0.500
k2 -150.07
PPMCM 0.62500
HZCM 187.58125

MHz

Hz

cm
ppm

Hz

ppm

Hz
ppm/cm
Hz/cm
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1.960
1.952
1.930
1.921

Dr M adhu Chopra CT5
PROTONI128 CDCI3 D:\\ shubhra 1

0.075

Current Data Parameters

NAME May08-2008-shubhra
EXPNOQ 1
PROCNO 1

F2 - Acquisition Parameters
Date 20080508
Time™ 9.47
INSTRUM spect
PROBHD S5 mm BBO BB-1H
PULPROG 2g30

TD 65536
SOLVENT Cpel 3

NS 128

DS 0

SWH 8223.685 Hz
FIDRES 0.125483 Hz
AQ 3.9846387 sec
RG 512

DW 60.800 usec
DE 6.00 usec
TE 29307 K

Dl 2.00000000 sec
TDO it
======== CHANNEL fl ========
NUCl1 1H

Pl 13.95 usec
PL1 0.00 dB
SFOl 400.1324710 MHz
F2 - Processing parameters
SI 32768

SF 400.1300009 MH=z
WDW EM

SSB 0

LB 0.30 Hz
GB 0

PC 1.00



Analysis Name: MADHUCTS5000 Instrumenti: Agilent 6310 Ion Trap

002.D
Method: DEF_LCMS.M Operator:  ax Mishra
Sample Name: (5

Analysis Info:
CT5

Print Date: 4/16/2009 3:44:57 PM
Acq. Date: 4/16/2009 3:40:06 PM

Intens.]

2252

247.2

306.4

L

+MS, 0.6-1.5min #(26-64),

44383

332.2 377.4 407.4 471.3
L ” " b A

+MS2(i459.0), 1.7min #71

457.4

0.6 2252

181.0
A

| [l
+MS52(448.0), 1.9min #75

390.2  417.3 438.85
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15001
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Display Report - Selected Window Selected Analysis

MSD Trap Report v 4 (A4-Opt2) Page 1ofl
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Analysis Name: MADHUCTS5000 Imstrument: Agilent 6310 Ion Trap
001.D

Method: DEF_LCMS.M Operator: AK Mishra
Sample Name: (75

Print Date: 4/16/2009 3:45:38 PM
Acq. Date: 4/16/2009 3:34:26 PM

Analysis Info:
CT5

Intens.
x107

1.2+

0.8+

0.6+

0.4+

0.2+

0.0

+MS, 0.8-1.9min #(33-85)

Ehgie 4493

306.4

471.3

204.2
sl
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Display Report - Selected Window Selected Analysis

MSD Trap Report v 4 (A4-Opt2) Page 1of1l 4 Agilent Technologies



Dr M adhu Chopra CT3
PROTONIZS CDCI3 DY shubhra |

5 =~ o
fu ]
= =
o S
|} current Data Parameters
T HAME May08=2008=shubhra

-

uisition Paramekters

20080508
9,47
spect
5 mm BBEO BB-1H
zg30
65536
CDCl3
128
B223,685 Hz
0.125483 Hz
3.9846387 zec
512
60,800 usac
.00 usec
293.7 K
Z,Eﬂﬂﬂﬂﬂj? 58C
======== CHANNEL {] =sssss==
NUC1 1H
Pl 13.95 usec
PLL 0.00 dB
SFOL 400.1324710 MHz
\ FZ - Processing parameters
1 51 32768
sF 400.1300009% MHz
- WOW EM
[ SSE o
l [ LB 0.30 Kz
' | GB a
FC 1.04Q



Dr M adhu Chopra CTS
PROTONI2ZE CDCI2 D:V shubhra 1 |

270

Current Data Parameters

WAME MaylB=Z00B=shubhra
EXENO 1
PROCHQO 1

+ F2 - Acquisition Parameters
Date_ 20080508
Time 9.47
INSTRUM spact
PROBHED % mm BBO BB-1H
PULPROG 230
D 655386
S0LVENT chCl3
WS 128
|:.

DE

SWH B223.685 Hz
FIDRES 0.125483 Hz
g 1.9E846387 sec
RG 512

oW 50,800 usec
DE 6.00 usec
TE 283.7 K

Dl 2.00000000 sec
TOO 1
mesmnmss CHAHHEL £l ========
NUcl 1H

= 13,95 usec
PL1 0.00 dB
5F01 400,1324710 MHz

F2 - Processing parameters
s5I 32768

3F 400.1300009 MH=z
WowW EH
55B 0
LB 0,30 Hz
GB 0

| il 1,00

8.8 8.6 8.4 8.2 8.0 7.8 7.6 7.4 7.2 7.0 6.8 6.6 6.4 ppm
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DESOETI 2R3 mE 0
= S SRR E3TRB3SE8 BT
= (i o eI AN S G S (6 IBHER 1R
f\r 01’1 ™ T\m ™ T 0‘7 A gy T % Current Data Parameters
B / ol NAME protan
S\l
‘_ PROCNO 1
k F2 - Acquisition Parameters
Date _ 500000
‘ Time 17..eb
INSTRUM dpx300
PROBHD Bmm Dual Z5
PULPROG zg
TD 32768
: SOLVENT D20
// NS 32
0s 0
SWH 8G92.806 Hz
FIDRES 0.274439 Hz
| AQ 1.8219508 sec
| AG 114
| OW 55.600 usec
OE 4.50 usec
TE 300.0 K
01 5.00000000 sec
ﬂ P1 12.00 usec
h DE 4.50 usec
| H SFO1 300.1342018 MHz
l NUCH 1H
‘ ALY 0.00 dB
F2 - Processing parameters
SI 32768
SF 300,1299985 MHz
\ WOW EM
J \ 3SB 0
’///{//f’ LB 1.00 Hz
/ v : 5 0
. (. PC 1.40
40 NMR plot parameters
l\ N \ o gx .20.00 cm
\ Y / r C;P 10.000 ppm
g lelg : i e
g 5 =S|~ | S ; e
g o aill<| el |o B F2 ~150.07 Hz

BPMCM 0.52500 ppm/cm
HZCM 157.56825 Hz/cm




+TOF MS: 6.618 to 6.685 min from MT20070416143514. wiff

o

Intensity, counts

695
650-
600?
550-
500-
450
400+
350
300:
250+
200+

150+

100 i

" 122.0650
—

1 /104'0644/148.9921

504 [

|

E

|J_H||ﬂ| 3: :L...|‘| ‘.!\ |\ii| H.“ it ali

205.0216
i

228.0302
s

279.0454

TR

301.0118
T

377.0586-_

408.0205 466

461.0232

i

431.9686

5§.3505

a=3.56648734867816710e-004, t0=-4.99256432894944740e+001, subtracted (6,502 tc 6.552 min and 6.69 to 6.74 min)

544.9867
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55(

3141

1
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DR Madhu CD6
PROTON128 DMSO D:\\ shubhra 3

Current Data Parameters

iy NAME Mayl4-2008-shubhra
N —-+ <+ — Pt -3V OCIN MO OWN OV O o e Do SEpgls
0 T 887 £E CERABTSRRNRRETEGSZ e ;
? & i 13 Bl S oAl S [ Sl ST S Sl S PROCNO 1
| | L [
‘ | \/ J \f \ ‘\Tisrétéiégx\ \\§§\Xé;égﬁ/) F2 - Acquisition Parameters
| i \ o e Ty T W (e Date 20080514
Time 15.14
INSTRUM spect
PROBHD 5 mm BBO BB-1H
PULPROG zg30
TD 65536
SOLVENT DM5Q
NS ]
DS 0
SWH 8223.685 Hz
FIDRES 0.125483 Hz
AQ 3,9846387 sec
e ) RG 362
i, L-pMED DW 60.800 usec
D 6,00 usec
TE 290.5 'K
D1 2.00000000 sec
TDO 1
======== (CHANNEL fl ========
NUC1 1H
Pl 13.95 usec
PL1 0.00 dB
? sFol 400.1324710 MHz
F2 - Processing parameters
SI 32768
3F 400,1299962 MHz
WDW EM
SSB 0
LB Q.30 Haz
GB 0
PC 1,40
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Analysis Name: MADHUCD6000 Instrument: Agilent 6310 Ion Tra
Y 005.D - £ Print Date: 4/16/2009 5:02:00 PM

Method: DEF LCMS.M Operator: AK Mishra Acq. Date: 4/16/2009 4:55:30 PM
Sample Name: CD6

Analysis Info:
alysis Info —

Intens.
x10%

+MS, 0.2-0.8min #(9-36)

502.5

296.3

583.6

2242
3774 4823

459.4

171.2 W

200 300 400 500  e00 700 800 900 1000  miz

Display Report - Selected Window Selected Analysis

MSD Trap Report v 4 (A4-Opt2) Page 1ofl <% Agilent Technologies
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CD 7 Saurabh

8.675

I

I 3
80 75 7.0 65 6.0 45 4.0
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Current Data Parameters

NAME madhu chopra
EXPNO 4
PROCNO 1

F2 - Acquisition Parameters
Date_ 20080514
Time 14.39
INSTRUM spect
PROBHD 5 mm BBO BB-1H
PULPROG zgpr

TD 65536
SOLVENT D20 o
NS 128

DS 4

SWH 8223.685 Hz
FIDRES 0.125483 Hez
AD 3.9846387 sec
RG 362

Dw 60.800 us
DE 6.00 us
TE 290.2 K
D1l 1.00000000 sec
dl2 0.00002000 sec
TDO 1
======== CHANNEL fl ========
NUC1 1H

Pl 13.95 usec
PL1 0.00 dB
PLS 51.09 dB
SFO1 400.1318749 MH2
F2 ~ Processing parameters
ST 32768

SE 400.1300000 MHz
WDW EM

SSB 0

LB 030 Hz
GB 0

BEC 1.40




Analysis Name: MADHUCD7000 Instrument: Agilent 6310 Ion Trap
001.D

Method: DEF_LCMS.M Operator: Ak Mishra
Sample Name: ¢y

Print Date: 4/16/2009 5:15:33 PM
Acq. Date: 4/16/2009 5:07:14 PM

Analysis Info:

CD7
Intens. +MS, 0.3-0.8min #(9-34)
x106
64
B_
6_
4_
332.2
2,
502.5
377.4
4712 2242 - 573.5 —
Gl 448.4 j 609.4 L 715.5 786.5
0- .LL ey ..! P LtAuI o lad ml A h bbb J)LulLL L ‘ T ) ,l_ R i
"200 300 400  so0  eo0 700 80  g00  mik

Display Report - Selected Window Selected Analysis

MSD Trap Report v 4 (A4-Opt2) Page 1of1 <2 Agilent Technalogies
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DU M Cheop SD 03:07 8

BRUKER

()

Current Data Parameters

NAME DU M Chop SD 03 07
EXPNO !
PROCNO 1

| _m W F2 - Acquisition Parameters
f 1i _ Date 20070328
1 Time 140::748
{ f INSTRUM spect
_ PROBHD 5 mm BEO BB-1H
_ _ : PULPRCG zg30
| ﬁ TD 65536
| SOLVENT D20
m _ NS 24
_ | DS 2
| SWH 9615.385 Hz
. FIDRES 0.146719 Hz
AQ 3.4079220 sec
f RG 228
|2 DW 52.000 usec
: " w . | DE 6.00 usec
m ! , | TE 290.9 K
| m | D1 5.00000000 sec
! | | TDO 1
======== CHANNEL fl ===s=s==
NUC1 1H
Pl 12.00 usec
. PL1 0.00 dB
o | | SFO1 400.1332010 MHz
F2 - Processing parameters
ST 32768
SF 400.1300106 MHz
WDW EM
SSB 0
LB 0,30 Hz
GB 0
PC 1.00

T TR Rt eas ) e

_._: A —
S A2 11 40 9

T L —
9. 18 17 46, 15 14 o

1

-2 ppm




+TOF MS: 0.750 to 0.767 min from Sample 4 (Rajni) of SDO3wiff ' - T Max. 1827.0 counts
2=3.56877768712611110e-004, 10=-3.83104637123287830e+001, subtracted (0.150 to 0.650 min)

:
|
!

701.5355
290 | =

280-
270-
260

475.3556
2504

240+ ‘
230-

220-
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200-
190-

180+

170+
160 -
{ 2141022
150 |

1404 | 45\3_»_._5371%4

Intensity, counts

130- |
120 ||
1104 . 679.5425
100+
90-
807 |
704 |

60| -205.1000

i 279.1710 | , §
SOF ! i | [

340.2778
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