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Current Data Parameters
NAME Tirupathi
EXPNO 930143188

\

PROCNO 1

F2 - Acquisition Parameters
Date_ 20110825

Time 22.59

INSTRUM spect
PROBHD 5mm QNP 1H/13
PULPROG zg30

0D 65536
SOLVENT CDCI3
NS 8

DS 0

SWH 6188.119 Hz
FIDRES 0.094423 Hz
AQ 5.2953587 sec
RG 114

bow 80.800 usec
DE 6.00 usec
TE 300.0 K

D1 1.00000000 sec
TDO 1
======== CHANNEL f{ z=======
NUCT 1H

Pt 11.60 usec
PL1 -1.00 dB

SFO1 300.1318534 MHz

‘..m Processing parameters

32768
m.rn 300.1300064 MHz
wow EM
SSB 0
LB 0.30 Hz
GB 0

7.4828
7.4590
7.4556
7.2602

M
Ne /¢
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Current Data Parameters / \ % \\ / \ /

NAME Tirupathi

EXPNO 910143851

PROCNO 1

F2 - Acquisition Parameters

Date 20110711

Time 21.38 0

INSTRUM spact =

PROBHD 5 mm Dual 13C/

PULPROG zgpg30 -

0] 65536 A

SOLVENT CDCI3

NS 512 Z

DS 4 Z 3

SWH 11990.407 Hz 3a

FIDRES 0.182959 Hz

AQ 27329011 sec

RG 50.8

ow 41.700 usec

DE 6.00 usec

TE 00K

Dt 2.00000000 sec

dit 0.03000000 sec
DELTA 1.89999998 sec
MCREST  0.00000000 sec
MCWRK 0.01500000 sec

======== n-fﬁhzzm-.- _‘_._‘ s========
NUC1 13C

P1 6.30 usec

PL1 -6.00dB

SFO1 50.3277608 MHz
======== CHANNEL f2 ========
CPDPRG2 wallz16

Nuc2 1H

PCPD2 100.00 usec

BI 2 _A NN AR

i SO AN |1 W
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Sample Name 143-85-SP-1 Position Vial 41 Instrument Name Instrument 1 User Name
&, InjPosition SampleType
Data Filename 143-85-SP-1_024A.d ACQ Method 150_3000_fULL SCAN__ Comment

Inj Vol

Sample IRM Calibration Status Success
Acquired Time 7/19/2011 11:32:17 AM

x10 ©

N T — - - — —
i

0.9
0.8
0.7
0.6
0.5
0.4
0.3
0.2
0.1

+ESI Scan (0.345-1.200 min, 54 scans) Frag=100.0V 143-85-SP-1_024A.d

280.2063
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Tirupathi
EXPNO m%qam 188
PROCNO
F2 — Acquisition Parameter
Date _ 20110825
Time 23.05
INSTRUM spect -
PROBHD 5mm QNP 1H/
PULPROG zg30
0 65536
SOLVENT coci3
NS 8
Ds 0
SWH 6188.119 Hz
FIDRES 0.094423 Hz
AQ 5.2953587 sec
RG 90.5
pw 80.800 usec
DE 6.00 usec
TE 300.0 K
D1 1.00000000 sec
TDO 1
======== CHANNEL fI =
NUC1 1H
P1 11.60 usec

SFO1 300.1318534 MI

F2 - Processing parameter
St 32768

S5
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Current Data Parameters

NAME Tirupathi

EXPNO 970143188

PROCNO i

F2 - Acquisition Parameters ®

Date 20110902

Time 0.05 =

INSTRUM spect

PROBHD 5mm QNP 1H/13 | -

PULPROG  zgpg30 ~N

TD 65536

mm_. VENT = NODQ..W N\

DS 4 4 3

SWH 18028.846 Hz

FIDRES 0.275098 Hz

AQ 1.8175818 sec

AG 10

DwWw 27.733 usec

DE 6.00 usec

TE 673.2 K

D1 2.00000000 sec

di1i 0.03000000 sec

DELTA 1.89999998 sec

TDO il

======== CHANNEL {1 ========

NUCT 13C

P1 8.70 usec

PL1 -3.00 dB

SFO1 75.4752953 MHz

======== CHANNEL 2 ========

CPDPRG2 waltz16

NUC2 1H

PCPD2 80.00 usec

PL2 -1.00dB

PL1Z2 17.00dB

PL13 21.00d8

SF02 300 1312005 MH=>

et e i eyl

LT L T 000 F 0T 0000 0400108 E 00000 [F 0T [0 80T 00T [0 00 £ 1 [0 00 F P[00 P [ e
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8.0285
8.0253
7.9994

2

7.9962
7.7146
7.7105
7.6917

Current Data Parameters

NAME Tirupathi
EXPNO 960143109
PROCNO 1

F2 - Acquisition Parameters
Date_ 20110714

Time 14.02
INSTRUM spect
PROBHD 5 mm QNP 1H/13
PULPROG 2930

TD 65536
SOLVENT cociI3

NS 8

DS 0

SWH 6188.119 Hz
FIDRES 0.094423 Hz
AQ 5.2953587 sec
RG 406

ow 80.800 usec
DE 6.00 usec

TE 300.0 K

D1 T 8888 sec
TDO

=====s== OILZth fl s====za=
NUCT

P1 1 __.ma usec

PL1 -1.00dB

SFO1 300 1318534 MH>

7.6871
7.6596
7.5225
7.5188
7.4946
7.4676
7.2598

N\/Me

3c 2

3.2383
3.2189
3.2121
3.2041
3.1855
2.9108
1.8961
1.8708
1.8528
1.8446
1.8193
1.7950
— 1.1104
1.0860
1.0616
-0.0007

S
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Current Data Parameters

NAME Tirupathi

EXPNO 950143109

PROCNO 1

F2 - Acquisition Parameters (]

Date 20110722 >

Time 0.44

INSTRUM spect —_

PROBHD 5 mm QNP 1H/13 AN

PULPROG 2gpg30

0 65536

SOLVENT CDCI3 I

NS 512 4

DS 4

SWH 18028.846 Hz wo N

FIDRES 0.275098 Hz

AQ 1.8175818 sec

RG 32768

Dw 27.733 usec

DE 6.00 usec

TE 2989 K

(2} 2.00000000 sec

dit 0.03000000 sec

DELTA 1.89999998 sec

TDO 1

mmmmemn= CHANNEL 1 ==me====

NUC1 13C

P1 8.70 usec

PL1 -3.00 dB

SFO1 75.4752953 MHz

======== CHANNEL 2 sz======

CPDPRG2 waltz16

NUC2 1H

PCPD2 80.00 usec

PL2 -1.00 dB

PL12 17.00 dB

PL13 21.00dB
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»ample Name 143-109-SP-1 Position Vial 42

nj Vol

Instrument Name Instrument 1
-1 InjPosition SampleType Sample

data Filename 143-109-SP-1_020A.d ACQ Method 150_3000_fULL SCAN__ Comment

User Name

IRM Calibration Status
Acquired Time

Success
8/4/2011 12:50:31 PM

x10 6

B T S — ot - —
L

0.9
0.8
0.7
0.6
0.5
0.4 -
0.3
0.2
0.1

+ESI| Scan (0.268 min) Frag=100.0V 143-109-SP-1_020A.d

*312.0378

L L e |
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NAME Tirupathi
EXPNO 950143107
PROCNO 1
F2 - Acquisition Parameters
Date 20110714 [}
Time 13.55 =
INSTRUM spect
PROBHD 5 mm QNP 1H/13 —_
PULPROG zg30 AN
0 65536
SOLVENT CDCI3
NS 8 i~
DS 0 Z 4
SWH 6188.119 Hz wQ
FIDRES 0.094423 Hz
AQ 5.2953587 sec
RG 256
ow 80.800 usec
DE 6.00 usec
TE 200.0K
D1 1.00000000 sec
TDO 1
======== CHANNEL fl ====
NUC1 1H
P 11.60 usec
PLT -1.00d8
SFO1 300.1318534 MHz
F2 - Processing parameters
Si 32768
SF 300.1300069 MH:z
wow EM
588 0
LB 0.30Hz
GB 0
B 1nn
..... L e e i L e e B e e
9 8 7 6 5 4 3 2 1 ppm
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Current Data Parameters

NAME Tirupathi

EXPNO 920143107

PROCNO 1

F2 - Acquisition Parameters )

Date_ 20110719 =

Time 22.08

INSTRUM spect _

PROBHD &mm Dual 13C/ AN

PULPROG zgpg30

TD 65536

SOLVENT COCI3 7

NS 597 prd L.

Ds 4

SWH 11990.407 H=z WQ

FIDRES 0.182959 Hz

AQ 2.7329011 sec

RG 359

ow 41.700 usec

DE 6.00 usec

TE 00K

Dt 2.00000000 sec

dit 0.03000000 sec

DELTA 1.89999938 sec
MCREST  0.00000000 sec
MCWRK 0.01500000 sec

sm=c=aee CHANNEL fl ===
NUCt 13C

P1 6.30 usec

PL1 -6.00 dB

SFO1 50.3277608 MHz
s======= CHANNEL f2 ========
CPDPRG2 waltz16

nNuc2 1H

PCFPD2 100.00 usec

PL2 —-4.00 dB

PL12 18.00 dB

PL13 2200d8

F2 - Processing parameters
Si 32768

T _ T T
200 190 180 170 160 150 140 130 120 110 100 9 80 70 60 50 40 30 20 10 ppm
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~

Sample Name 143-107-SP-1 Position Vial 41

Inj Vol

-1 InjPosition

Instrument Name Instrument 1
SampleType Sample

Data Filename 143-107-SP-1_038A.d ACQ Method 150_3000_fULL SCAN__ Comment

User Name
IRM Calibration Status
Acquired Time

Success
7/21/2011 12:49:42 PM

x10 5

7.25]
7 4
6.75
6.5-
6.25 4
6 |
5.75
5.5
5.25+

4.75
4.5
4.25
4
3.75
3.5
3.251

2.75
2.5
2.25]
2
1.751
1.51
1.25
1
0.751
0.5
0.25

+ESI Scan (0.124-0.866 min, 47 scans) Frag=100.0V 143-107-SP-1_038A.d

107.0438

145.1222

m 7 201

N\/Me

.0433

340.0563
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I TMINORITUSTEeaae . 835
© o 8 P . 38k £8 ¢ 8.0229
68 Bz 3 Buom Bon m T u8F gnp )/ 7.9941
'nS8g 28832 ﬂggagagﬁwng Jessp SB% 7.7114
3¢ Bagm SXp° k3 8 hsR af -3 7.7075
Fhs ¢ * O : § 7.6886
200" @ L % = 7.6838
=y | 7.6610
1.03 £ 76565
1.01 - 7.5172
7.5131
~ 7.4898
7.4852
7.4657
7.4623
7.2595
(=1]
W
D
N N\ / Me
|
[6)]
=Y
3.2534
/3.2271
3.2000
2.06 EIE f2.9059
—— b 1.8652
310 — 1.8413
1.8144
1.7986
I 1.7891
o . 1.7625
215 & 14959
A 1.4730
615 S 1.4483
1.3922
3.02-" 1.3685
- 1.3569
1.3451
0.9302
0.9245
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Current Data Parameters
NAME Tirupathi
EXPNO 1030143119
PROCNO 1

F2 - Acquisition Parameters

Date_ 20110729
Time 1.30
INSTRUM 5

ct
PROBHD 5 mm Dual 136/
PULPROG  zgpg30

TD 65536
SOLVENT CcDCI3
NS 512

Ds 4

SWH 11990.407 Hz
FIDRES 0.182959 Hz
AQ 2.7329011 sec
RG 359

ow 41.700 usec
DE 6.00 usec
TE 0.0K

D1 2.00000000 sec

drt 0.03000000 sec
DELTA 1.89999998 sec
MCREST  0.00000000 sec
MCWRK 0.01500000 sec

s======= CHANNEL f| ========
NUC1 13C

P1 6.30 usec

PL1 -6.00 dB

SFO1 50.3277608 MHz
======== CHANNEL f2 ========
CPDPRG2 waltz 16

NuUC2 1H

PCPD2 100.00 usec

PL2 -4.00dB

PL12 18.00dB

PLIZ 22.00dB

SFO2  200.1308005 MHz

— 162.76
124.30

——148.19

TT—146.71
—102.36

— 43.61

TR

S14
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mwﬂ:lw_m Name 143-119-SP-1 Position Vial 44 Instrument Name Instrument 1 User Name
Inj Vol 4 InjPosition SampleType Sample IRM Calibration Status Success
Data Filename  143-119-SP-1_032A.d  ACQ Method 150_3000_fULL SCAN__ Comment Acquired Time 8/5/2011 11:16:36 AM
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x10 6
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©o0o000O0O0
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0.2+
0.1+

+ESI Scan (0.291 min) Frag=100.0V 143-119-SP-1_032A.d

* 354.0782
_

107.0439
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Egsin SN N5 fasl N -2 /7008
— $i:z" 7 878 8zF T § o 7.7083
2.00 _ o Nod X E @ /7_5345
1.05 ~ ii 7.6615
1.05 76573
7.5144
e 7.4910
7.4637
7.2604
m_
w
—ry
N\ Y Me
|
o - o

P 3.2528
3.2264

3.1995

— 2.9069
2.08 ii / 1.8632
Sqa— % 1.8395
310 1.8135
1.7882

1.7618

- 1.5125

e 1.4859
223 % 1.4627
i 1.4124
] 1.3925

3.15 = 1.3792
1.3622

1.3279

1.3162

s 1.3072

1.2578

wdd
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— 162.76
_——148.21
T 146.67

Current Data Parameters
NAME Tirupathi
EXPNO 920143113

PROCNO 1

F2 - Acquisition Parameters
Date 20110726

Time 23.04
INSTRUM spect
PROBHD & mm Dual 13C/
PULPROG 2gpg30

D 85536
SOLVENT cDCI3

NS 512

Ds 4

SWH 11990.407 Hz
FIDRES 0.182959 Hz
AQ 2.7329011 sec
RG 71.8

ow 41.700 usec
DE 6.00 usec

TE 0.0K

D1 2.00000000 sec

dit 0.03000000 sec
DELTA 1.89999998 sec
MCREST 0.00000000 sec
MCWRK 0.01500000 sec

======== CHANNEL {1 ========
3c

NUCT 1

P1 6.30 usec

PL1 -6.00 dB

SFO1 50.3277608 MHz
======== CHANNEL f2 ========
CPDPRGZ wallz16
nNucz 1H

PCPD2 100.00 usec
PL2 -4.00 dB

PL1Z2 18.00 dB

PL13 22.00dB
SFOoz 200.1308005 MHz

—102.34
—43.60

N\/ Me

P
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Sample Name 143-113-SP-11 Position Vial 96
Inj Vol -1 InjPosition
Data Filename  143-113-SP-11_0018A. ACQ Method

Instrument Name
SampleType

150_3000_fULL SCAN__ Comment

Instrument 1 User Name

Sample IRM Calibration Status

Acquired Time

Success
8/4/2011 11:53:00 AM

%10 6 | +ESI Scan (0.315 min) Frag=100.0V 143-113-SP-11_0018A.d

2.5 * 368.1523

2.4 | (

2.3 w i \

2.2 , .
2.1- «,

2 k

1.9 , 2

1.8 A -
1.7 ,, N

1.6 7

1.5 Z

1.4 3f

1.3

1.2

1.1

n—\

0.9-

0.8

0.7

0.6

o.i

0.4

0.3

0.2

0.1 “,

ol bl 4 . j , ! , | .

200 400 600 800 1000 1200 1400 1600 1800 2000 2200 2400 2600 2800 3000

Counts vs. Mass-to-Charge (m/z)
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Current Data Parameters

NAME Tirupathi

EXPNO 960143111
1

PROCNO

F2 - Acquisition Parameters
Date_ 20110722

Time 1.31
INSTRUM spect

PROBHD 5mm QNP 1H/13
PULPROG 2gpg30

TD 65536

SOLVENT CcDCI3 “w
NS 512

DS 4 Q
SWH 18028.846 Hz

FIDRES 0.275098 Hz

AQ 1.8175818 sec

RG 32768

Dw 27.733 usec

DE 6.00 usec

TE 2988 K

D1 2.00000000 sec

dit 0.03000000 sec

DELTA 1.89999938 sec

TDO 1

======== CHANNEL {1 ========
NUC1 13C

P1 8.70 usec

PL1 -3.00 dB

SFO1 75.4752953 MHz
======== CHANNEL 2 ========
CPDPRG2 waltz16

NUCZ2 1H

PCPD2 80.00 usec

PL2 -1.00dB

PL12 17.00dB

PL13 21.00dB

SFO2 300.1312005 MH:z

=t M~ D oMo
© o™~ o=
o o0 W w0
o <t < N NN
- ™~ G e, s

126.49
124.36

X

N\/Me
é |

— 102.37

! I 1 I ! 1 1 1 I

200 190 180 170 160 150 140 130
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40

30
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Sarhple Name 143-111-SP-1 Position Vial 44 Instrument Name

Inj Vol

-1 InjPosition SampleType

Data Filename 143-111-SP-1_009A.d ACQ Method 150_3000_fULL SCAN__ Comment

Instrument 1 User Name
Sample IRM Calibration Status
Acquired Time

Success
8/2/2011 11:33:51 AM

x10 6

B T T T S S I S

0.9+
0.8
0.7
0.6
0.5
0.4
0.3
0.2
0.1

+ESI Scan (0.345 min) Frag=100.0V 143-111-SP-1_009A.d

*382.1395

136.1123
507.9990

| |
Lo DL ) L nn
1

ED

o A .
100 200 300 400 500 600 _ 700

800 900 1000 1100

N

1200

D41



Electronic Supplementary Material (ESI) for RSC Advances
This journal is © The Royal Society of Chemistry 2012

FTOT~rNOTOrr OO0 LW OrOoOdT N r OO OWLITILAINOMN I~
OO OODDOT~ONMNTONOON DNONTT r-r OO ~ONTOHOULODOT OO
NTOOOMNMNOOULITANTETOONT™ OMNULTOOULMrOOWTANLOITIANNO
OCOMNOVCOVWOVWOVWOOUINMANNNN ONNOORROOMNULSEIIITITITNOOONOC O
BOMNNNMNNMNNMNNNNMNNMNNNNNN N T rFrrFrrrFrrFrrFrFrFrOO0000

Current Data Parameters

NAME Tirupathi
EXPNO 980143165
PROCNO 1

F2 - Acquisition Parameters

Date_ 20110816
Time 1.11
INSTRUM spect
PROBHD 5mm QNP 1H/13
PULPROG zg30
TD 65536
SOLVENT CcDCI3
NS 16
Ds 2
SWH 6188.119 Hz
FIDRES 0.094423 Hz
AQ 52953587 sec
RG 4
ow 80.800 usec
DE 6.00 usec
TE 297.0K
o1 1.00000000 sec
TDO 1
NRT— nlhzz_m__. - R——
NUC1
Pt 1 ﬂ.ma usec
PL1 -1.00dB
SFO1 300.1318534 MHz
F2 - Processing parameters
St 32768
SF 300.1300073 MHz
wow EM
S58 0
LB 0.30 Hz
GB 4]
Q A M
| 1 I | I I | I 1
9 8 7 6 5 4 3 2 1 ppm

e -

2.07
4.26

e
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Current Data Parameters
NAME Tirupathi
EXFNO 930143165
PROCNO 1

— 162.91

F2 - Acquisition Parameters
Date_ 20110816

Time 2255
INSTRUM spect
PROBHD 5 mm Dual 13C/
PULPROG Zi 0

D 6553
SOLVENT coCI3
NS 512

DS 4

SWH 11990.407 Hz
FIDRES 0.182959 Hz
AQ 27329011 sec
RG 64

bow 41.700 usec
DE 6.00 usec
TE 00K

D1 2.00000000 sec
di1 0.03000000 sec

DELTA 1.89999998 sec
MCREST  0.00000000 sec
MCWRK 0.01500000 sec

z=emmexe CHANNEL f1 zessse==
NUCT 13C

P 6.30 usec

PL1 -6.00 dB

SFO1 50.3277608 MHz
s==s==== CGHANNEL {2 ========
CPDPRG2 waltz16

NUC2 1H

PCPD2 100.00 usec

PL2 -4.00dB

PL12 18.00 dB

PL13 22.00 dB
SFO2 200.1308005 MHz

—43.35

[t

T
200 190 180 170 160 150 140

_
130

T
120 1

T T
10 100

T
90

80

70

60

g
50

T _
40 30

20
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’ample Name N THIRUPATHI Position Vial 41 Instrument Name Instrument 1 User Name
'nj Vol -1 1687 InjPosition SampleType Sample IRM Calibration Status Success
data Filename  143-169-SP-1_159A.d ACQ Method 150_3000_fULL SCAN__ Comment Acquired Time 8/25/2011 11:12:05 AM

x10 6 | *ESI Scan (0.280 min) Frag=100.0V 143-169-SP-1_159A.d

*402.0730

— - e -

131.1065

0.1 _
] L L L
(0]

10 200 300 400 500 600 700 800 900 1000 1100
OOC3~m<m.zmwwunO-OIqumcﬂ\Nv
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8.0748
8.0470
7.7072
7.6991
7.6883
7.6800
7.6711
7.6610
7.6524
7.5503
7.5293
7.3332
7.3157
7.2589
7.2378
7.2306
7.2128
3.3057
3.2793
3.2525
1.9211
1.8967
1.8706
1.8456

Sy VO

Current Data Parameters

PROCNO 1

F2 - Acquisition Parameters -
Date 20110816 o
Time 1.30

INSTRUM spect

PROBHD 5 mm QNP 1H/13 AN -
PULPROG zg30

D 65536

SOLVENT CDCI3 —
NS 16 Z
Ds - . 5
SWH 6188.119 Hz w_
FIDRES 0.094423 Hz

AQ 5.2953587 sec

RG 4

ow 80.800 usec

DE 6.00 usec

TE 297.2K

D1 1.00000000 sec

TDO 1

======== CHANNEL 1 =======4

NUCT TH

P1 11.60 usec

PL1 -1.00d8

SFO1 300.1318534 MHz

F2 - Processing parameters
SI 32768
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Current Data Parameters
NAME Tirupathi

EXPNO 1130166
PROCNO 1

F2 - Acquisition Parameters
Date 20110818

Time 3.58
INSTRUM spect

PROBHD 5 mm QNP 1H/13
PULPROG zgpg30

SOLVENT CcDCI3

NS 512

Ds 4

SWH 18028.846 Hz
FIDRES 0.275098 Hz
AQ 1.8175818 sec
RG 10

ow 27.733 usec
DE 6.00 usec

TE 300.1K

D1 2.00000000 sec
di1 0.03000000 sec
DELTA 1.89999938 sec
TDo 1

pa— 1) 1111/ [ ; ——
NUCT 13C

P1 8.70 usec

PL1 -3.00 dB

SFO1 754752953 MHz
==s=s=== CHANNEL 2 s=======
CPDPRG2 waltz16
NUCZ2 1H

PCPD2 80.00 usec
PL2 -1.00dB

PLI12 17.00d8

PL13 21.00dB
SFO2 300.1312005 MHz

— 162.92

— 100.40

—43.40
29.82
29.47
29.32
22,76
—14.24

i&ifil

T
200 190 180 170 160 150 140 130 120 110 100 90 80

_ T T _ e T T
70 60 50 40 30 20 10 ppm
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Sample Name Y. KRISHNA Position Vial 47 Instrument Name Instrument 1 User Name
Inj Voi -1 InjPosition SampleType Sample IRM Calibration Status Success
Data Filename  143-166-SP-1_165A.d ACQ Method 150_3000_fULL SCAN__ Comment Acquired Time 8/25/2011 11:47:54 AM

+ESI Scan (0.566 min) Frag=100.0V 143-166-SP-1_165A.d

*416.0884

131.1064

|
|
) i jf - 4 : : , : : : : : , : A ; ; : 4
100 150 200 250 300 350 400 450 500 550 600 650 700 750 800 850 900 950 1000
Counts vs. Mass-to-Charge (m/z)

S 27
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N~ OWOoO~DODMMmW
TN OMOWLMNT™ <
OO0 0WMW
-~ OMNNNOWDGIOLW
BOWBNMNNNNNN

7 5585
7.5447
7.5396
7.5042
7.4859
7.4626
7.2604

%%%;&

Current Data Parameters

2.9968
0.0013

NAME Tirupathi )
EXPNO 940143121 =
PROCNO 1
F2 — Acquisition Parameters AN
Date_ 20110718
Time 2313
INSTRUM spect —
wmmumzu 5mm QNP 1H/13 pd %
ROG 2930
D 685536 3b
SOLVENT cDCI3
NS 8
DS 2
SWH 6188.119 Hz
FIDRES 0.094423 Hz
AQ 5.2953587 sec
ARG 456
ow 80.800 usec
DE 6.00 usec
TE 300.0 K
D1 1.00000000 sec
TDO 1
====m=m= CHANNEL f1 s=s=s====
NUCT iH
P1 11.60 usec
PL1 —-1.00 d8
SFO1 300.1318534 MHz
F2 - Processing parameters
Si 32768
SF 300.1300064 MHz
wow EM
SS8 (]
LB 0.30 Hz
GB 4]
PC 1.00
L | S |
T T T T T T T T T T
9 8 74 6 5 4 3 2 1 ppm
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M OONNT-OON®O®MIN @
ad OOCTOOG OO~ o Q r, «Q
© TITTONNNNNN =] NINES o wn
- Lol S SR R ] - ~ N N

Current Data Parameters
NAME Tirupathi
EXPNO 1040143121
PROCNO 1

F2 - Acquisition Parameters
Date 20110728

Time 1.22
INSTRUM spect
PROBHD 5 mm Dual 13C/
PULPROG Zgpg30
65536

Ng\ /;‘Me
|

33

2

- CcDCI3
o NS 700
3b DS 4

SWH 11990.407 Hz
FIDRES 0.182959 Hz
AQ 27329011 sec
ARG 359
Dw 41.700 usec
DE 6.00 usec
TE 0.0K
D1 2.00000000 sec
dit 0.03000000 sec

DELTA 1.89998998 sec
MCREST  0.00000000 s
MCWRK 0.01500000 s«

======== CHANNEL f1 ==
NUC1 13C

P1 6.30 usec

PL1 -6.00 d8
SFO1 50.3277608 MH.
======== CHANNEL 12 ==
CPDPRG2 waltz16
NUGC2 1H

=lal=lgt} 10N NN swoam

I T I g I T T ) I I T T I I T T T I o I I T

200 190 180 170 160 150 140 130 120 110 100 90 80 70 60 50 40 30 20 10 ppm

—o



Instrument Name Instrument 1 User Name
IRM Calibration Status Success
Acquired Time 7/28/2011 12:35:27 PM

Sample Name 143-121-SP-2 Position Vial 41
Inj Vol -1 InjPosition SampleType Sample
Data Filename 143-121-SP-2_070A.d ACQ Method 150_3000_fULL SCAN__ Comment

x10 6 | +ESI Scan (0.246 min) Frag=100.0V 143-121-SP-2_070A.d

2.5 * 346.0162
2.4-
2.3 'R
2.2 ‘

e s U U G (s Gt |
L

0.9
0.8
0.7
0.6
0.5
0.4
0.3

ez 145.1226

0.1 , W f
,

S30
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N\/ Ph

Ph

3j

Current Data Parameters
NAME Tirupathi
EXPNO 990143173
PROCNO 1

F2 - Acquisition Parametefs

Date_ 20110818
Time 11.21
INSTRUM spect
PROBHD 5 mm QNP 1H{13
PULPROG zg30
7D 65536
SOLVENT cDCI3
NS 8

Ds 0

SWH 6188.119 Hz
FIDRES 0.094423 H2
AQ 5.2953587 sec
ARG 322

ow 80.800 usec
DE 6.00 usec
TE 300.0 K

D1 1.00000000 sec
TDO 1
======== CHANNEL i =k==
NUC1 1H

P 11.60 usec
PL1 -1.00dB

it

ppm

S31
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200 190 180 170

162.02
154.81
147.03

143.87

142.27

130.21

129.54

129.40

129.25

128.76

128.69

128.60

128.08

127.48

127.38

126.96
- 98.60

\yay

3j

c

o

X
—

z

<
o

77.59
77.16
76.74

/
TR

80

|

70

50 40 30 20

Current Data Parameters

NAME Tirupathi
EXPNO 991143173
PROCNO 1

F2 - Acquisition Parameters
Date 20110830

Time 5.20
INSTRUM spect

PROBHD 5 mm QNP 1H/13

PULPROG zgpg30
0 65536
SOLVENT CDCI3

NS 512

DS 4

SWH 18028.846 Hz
FIDRES 0.275098 Hz
AQ 1.8175818 sac
RG 10

bDw 27.733 usec

DE 6.00 usec

TE 3000 K

D1 2.00000000 sec
drt 0.03000000 sec
DELTA 1.89999938 sec
TD00 1

======== CHANNEL f{ ========
NUCH 13C

P1 8.70 usec

PL1 -3.00 dB

SFO1 754752953 MHz
z=z====== CHANNEL {2 ========
CPDPRG2 wallz16
NUGC2 1H

PCPD2 80.00 usec
PL2 -1.00d8

PL12 17.00 dB

PL13 21.00 dB
SFO2 300.1312005 MHz
FZ2 - Processing parameters
Si 32768

SF 754877421 MHz
wow EM

SS8 o

LB 1.00 Hz

GB o

PC 1.40

! SLALLOLY) DARLIGR RANORLL FRISAEEAY WAREIIL] N EALEEE0S DA R AR FRRARAE) ISR h L) AR AN LA LS ai) DA AEAAT WALtz DELARE Sinteta) kil (kg
160 150 140 130 120 110 100 90

10 ppm

S$32
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Sample Name 173-SP-1 Position Vial 73 Instrument Name Instrument 1 User Name
Inj Vol =1 InjPosition SampleType Sample IRM Calibration Status Success
Data Filename  150_3000_fULL SCAN__ ACQ Method 150_3000_fULL SCAN__ Comment Acquired Time 9/1/2011 2:53:53 PM

x10 6 | +*ESl Scan (0.339 min) Frag=100.0V 150_3000_fULL SCAN__ ISOCRATIC GENERAL173-SP-1_374A.d

2.5 * 408.0519
2.4 |
2.3 :
2.2
2.1

B wl ml el el wl md el o
o
1
Ph

N
Ny 7

Ph

0.9 3j
0.8-
0.7-
0.6
0.5-
0.4
0.3 |
0.2

0.1
o) ;Z Lol %

T T

200 400 600 800 1000 1200 1400 1600 1800 2000 2200 2400 2600 2800 3000
Counts vs. Mass-to-Charge (m/z)
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NO,

3k

N\/Ph

3.3358

OrrhrsSsshOMhTr-dOO0 —O
OMoOoOWVWrLHLANNMDLDOONONOLWL OO
COMOONULTMHrONLMNMOODLMNMNO
TN OUuUUESTITIITITITOO0ON00
MM rrrrrFrFrFrFrFrFrFrOO0000

Current Data Parameters
NAME Tirupathi

EXPNO 10301941
PROCNO 1

F2 - Acquisition Parameters
Date 20110829

Time 14.56
INSTRUM spect
PROBHD 5mm QNP 1H/13
PULPROG 2930

70 65536
SOLVENT cDci3

NS 8

DS 0

SWH 6188.119 Hz
FIDRES 0.094423 Hz
AQ 5.2953587 sec
RG 114

ow 80.800 usec
DE 6.00 usec

TE 300.0 K

D1 1.00000000 sec
TDO 1
======== O..._Szzm_. fl ====
NUCT

P1 11, mq usec
PL1 -1.00dB

SFO1 300.1318534 MHz

F2 - Processing parameters

St 32768
SF 300.1300058 MHz
WDW EM
558 o
LB 0.30 Hz
GB 0
PC 1.00
I I I I I I I
9 8 7 3 2 1 ppm
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Current Data Parameters
NAME Tirupathi
EXPNO 1001143194
PROCNO 1

F2 - Acquisition Parameters
Date 20110830

Time 6.03
INSTRUM spect
PROBHD 5 mm QNP 1H/13
PULPROG zgpg30

TD 65536

SOLVENT CcDCI3

NS 512

Ds 4

SWH 18028.846 Hz
FIDRES 0.275098 Hz
AQ 1.8175818 sec
RG 11.3

bDw 27.733 usec
DE 6.00 usec

TE 300.0 K

o1 2.00000000 sec
dii 0.03000000 sec
DELTA 1.89999938 sec
TDO 1

PRNSS— 7 V. V| V] =/ [ ; [——
NUC1 13C

P 8.70 usec

PLT -3.00 dB
SFO1 75.4752853 MHz
s======= CHANNEL f2 2=s=====
CPDPRG2 waltz16
NUC2 1H

PCPD2 80.00 usec
PL2 -1.00d8B

b 12 17 NN AR

—167.11
_—155.78
— 43.67
—14.19

NO,

S35

200 190 180 170 160 150 140 130 120 110 100 90
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Sample Name
Inj Vol
Data Filename

143-134-SP-1 Position
-1 InjPosition
150_3000_fULL SCAN__ ACQ Method

Vial 25 Instrument Name Instrument 1
SampleType Sample
150_3000_fULL SCAN__ Comment

User Name
IRM Calibration Status
Acquired Time

Success
9/2/2011 2:57:49 PV

x10 6 | *ESI Scan (0.259 min) Frag=100.0V 150_3000_fULL SCAN__ISOCRATIC GENERAL143-134-SP-1_403A.d

2.4
2.3-
2.2
2:14

U U (U U U Gt Y §
.

0.9
0.8
0.7
0.6
0.5
0.4
0.3
0.2
0.1

205.0867

*279.1605

| |

. b il

*447.0605
*391.2880

A ”
h ,.,
|

_
*~334.2184 M

A | ;. n E |

NO,

3k

4 L i

Ll I

L
180 200 220 240 260 280 300

T -

Counts vs. Mass-to-Charge (m/z)

340 360 380 400 420 440 460 480 500 520 540 560 580 600 620 640
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IOENSLON BTIZ! JUNDTIZIUDZONTISIHON IMIO 8.0194
nmm%g-n I 5__ E\H 9 mmgmnﬁﬁmmguﬁégagz §§§§ 7.9906
© @ 5 I > 285 & 3° 5 7.7112
Sed 2 . 9 3§ o w2 & 7.7071

= 283 Su3 £ S308.8e2 3 W8 3
3o8o, 888 35242 ~§x§§§§§§w0%g%§§§, 835 /- 7.6843
i ag ¢ Bag N SN E§§ﬁ 8 4S8 8 ~§21/)/ 76601
191 o] Tgyop C T W T o by
— L s 7.5235
1.08 i 7.4992
0.98 ” 7780
_ —— 7.2605
o 4.7475
4.7367
4.2809
4.2746
4.2569
o - 4.2519
w 4.2473
- 4.2247
N, ,/ Me 4.0153
3.9898
o | 3.9828
- 3.9660

0.91

o 3.9581
— 3.9332
0.95 3.9174
201 = Q & 3.8892
— 3.8640

wdd

WIN [o:]
|0 i

I 4

| |
[ QT G (i G QGG ]
QOO NNN~NOO
ONOO=-WOO--NU =0
= RO WNOO=MNNEOI=
O= 0 POORPELL010100®
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o OO oODNOT N D e o N Qoo
Ty) < < NN ANNN o @ NI © O N o« OO
- . el = O e = - o NNN © O <t MOANN ™

Current Data Parameters

NAME Tirupathi

EXPNO 9801438

PROCNO 1 o)

F2 - Acquisition Parameters =

Date 20110902

Time 0.44 -

INSTRUM spect X

PROBHD 5mm QNP 1H/13

PULPROG zgpg30 _—

TD 65536 = ®)] ®)]

SOLVENT CDCI3

NS 512 w_

DS 4

SWH 18028.846 Hz

FIDRES 0.275098 Hz

AQ 1.8175818 sec

ARG 10

Dw 27.733 usec

DE 6.00 usec

TE 6732 K

D1 2.00000000 sec

di11 0.03000000 sec

DELTA 1.89999998 sec

TDO 1

======== CHANNEL {1 ========

NUCT 13C

P1 8.70 usec

PL1 -3.00 dB

SFO1 75.4752953 MHz

======== CHANNEL (2 ========

CPDPRG2 waltz16

NUC2 1H

PCPD2 80.00 usec

PL2 -1.00 dB

PL12 17.00 dB

PL13 21.00dB

SFO2 300.1312005 MHz

T T T T T T T T T T T T T _ T T T _ T T T
Moo._oo._mo._.\o._mo._mo._ao._wo._wo:o._oooomoqomomohcwomo._o_u_o:._
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N OOLONMNOMNMOTNM
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[z

L

Current Data Parameters

NAME Tirupathi

EXPNO 930143169
1

PROCNO
F2 - Acquisition Parameters
Date 20110817
Time 14.43
INSTRUM spect [}
PROBHD 5 mm QNP 1H/13 s
PULPROG z2ga0
MW__. VENT m.mmm%_uﬁﬁ
NS 8 N
DS 0
SWH 6188.119 Hz =
FIDRES 0.094423 Hz prd
AQ 5.2953587 sec 3
RG 228 ba
ow 80.800 usec
DE 6.00 usec
TE 300.0 K
Dt 1.00000000 sec
TDO 1
======== CHANNEL f] z=======
NUuCt 1H
P1 11.60 usec
PL1 -1.00 dB
SFO1 300.1318534 MHz
F2 - Processing parameters
Si 32768
SF 300. 1300062 MHz
wow EM
S5SB 0
LB 0.30 Hz
I I LI [ T I | 2
9 8 7 6 5 3 1 0 ppm

se53y



Electronic Supplementary Material (ESI) for RSC Advances
This journal is © The Royal Society of Chemistry 2012
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Current Data Parameters 7 J \ %/ \\\ < 7 7 &

NAME Tirupathi

EXPNO 1080143169

PROCNOC 1

F2 - Acquisition Parameters

Date 20110822 o

Time 18.50 =

INSTRUM spect

PROBHD 5 mm QNP 1H/13

PULPROG 2gpg30 X

D 65536

SOLVENT CDCI3 _

NS 256

DS 4 z 3

SWH 18028.846 Hz mm

FIDRES 0.275098 Hz

AQ 1.8175818 sec

RG 10

ow 27.733 usec

DE 6.00 usec

TE 300.0 K

D1 2.00000000 sec

dit 0.03000000 sec

DELTA 1.89999998 sec

TDO 1

F———, .1 Y/ V] T o ———

NUC1T 13C

Pl 8.70 usec

PL1 -3.00dB

SFO1 75.4752953 MHz

======== CHANNEL (2 ========

CPDPRG2 waltz16

NUGC2 1H

PCPDZ2 80.00 usec

PL2 -1.00dB

PL12 17.00 dB

PL13 21.00 dB

SFO2 300.1312005 MHz

FZ2 - Processing parameters

< PITRR

I I I I I I I 1 I I I I I I I I I

I I 1 I
200 190 180 170 160 150 140 130 120 110 100 90 80 70 60 50 40 30 20 10 ppm
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5ample Name Y KIRAN Position Vial 46 Instrument Name Instrument 1

[nj Vol

-1 InjPosition SampleType Sample

Jata Filename 143-169-SP-1_153A.d ACQ Method 150_3000_fULL SCAN__ Comment

User Name

IRM Calibration Status

Acquired Time

Success
8/24/2011 12:43:04 PM

x10 6
2.5+
2.4-
2.34
2.2-
2.1

- B e O T T Y —
I

0.9
0.8
0.7 4
0.6
0.5
5]
0.3
0.2
0.1

+ESI| Scan (0.149 min) Frag=100.0V 143-169-SP-1_153A.d

*200.1474

,i_; :, "

100 200 300 400 500 600 700 800
Counts vs. Mass-to-Charge (m/z)

900

1000

1100

1200
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OUUOANNMNLDON-TOOODODTNON® (=] (=2
TOOTrOTOMNMDO - ONT D © -
QOUMOMNOOTNOMNTNOMNOLL n (=}
mrrrmOCOMNMNOLULOWLT T TN (=
WOOWMSMMMNMNMNMMNMNMSMSMS o o
Current Data Parameters
NAME Tirupathi
EXPNO 930144158
PROCNO 1
F2 - Acquisition Parameters
Date 20110809
Time 4.17
INSTRUM spect
PROBHD 5 mm QNP 1H/13
PULPROG zg30
e 65536
SOLVENT coci3
NS 8
() DS 0
s SWH 6188.119 Hz
FIDRES 0.094423 Hz
AQ 5.2953587 sec
AN RG 322
ow B80.800 usec
DE 6.00 usec
~ TE 297.3 K
zZ o D1 1.00000000 sec
m—u o TDO 1
mnmsss=s CHANNEL {1 2zzanza=
NUCT 1H
P 11.60 usec
PL1 -1.00dB
SFO1 300.1318534 MHz
F2 - Processing parameters
SI 32768
SF 300.1300067 MHz
wow EM
S58 0
LB 0.30 Hz
GEB 0
PC 1.00
| I | I ! 1 I | I |
9 8 7 6 5 4 3 2 1 ppm

298

S42
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ONTNOOWTr-r—O OO

OCrVOMMNOMONO OGN owN o
NOTONOODDONMNMNOMO Py i) Q
DT TOONNNNNNNN - NN =7
T T T T T T ~ -

W CNS\y/ 222

EXPNO 930143158

PROCNO 1

F2 - Acquisition Parameters

Date 20110810

Time 2215

INSTRUM spect

PROBHD 5mm %acm___ 13C/ [
PULPROG zgpg30

TD 65536 =
SOLVENT cDCI3

NS 512

DS 4 A

SWH 11990.407 Hz

FIDRES 0.182959 Hz —

AQ 2.7328011 sec P4 c
RG 453 m U o
Dw 41.700 usec

DE 6.00 usec

TE 00K

D1 2.00000000 sec

dir 0.03000000 sec

DELTA 1.89999998 sec
MCREST 0.00000000 sec
MCWRK 0.01500000 sec

===mm=== CHANNEL 1 ========
NUCT 13C

P1 6.30 usec

PL1 -6.00 dB

SFO1 50.3277608 MHz
======== CHANNEL f2 ========
CPDPRG2 waltz16

NUGC2 1H

PCPD2 100.00 usec

PLZ2 -4.00 dB

PL12 18.00 dB

PL13 22.00 dB

SFO2 200.1308005 MHz

F2 - Processing parameters
Sf 32768

¥ AN

I 1 I 1 LR P T i ! 4| T T T I I | ok 3257 LR B T I I

200 190 180 170 160 150 140 130 120 110 100 90 80 70 60 50 40 30 20 10 ppm

S43



Electronic Supplementary Material (ESI) for RSC Advances
This journal is © The Royal Society of Chemistry 2012

Sample Name N THIRUPATHI Position Vial 43 Instrument Name
Inj Vol -1 InjPosition SampleType
Data Filename  143-158-SP-1_137A.d  ACQ Method 150_3000_fULL SCAN__ Comment

Instrument 1 User Name
Sample IRM Calibration Status
Acquired Time

Success
8/23/2011 2:54:53 PM

x10 6 | *ESI Scan (0.045 min) Frag=100.0V 143-158-SP-1_137A.d

1.9 *220.1161
w

0.9
0.8
0.7 324.1307
0.6
0.5
0.4
0.3-
0.2

0.1

ol gq,;;,rA . - L . I

Sb

573.2752

; L

Ny /" Me

Ph

100 150 200 250 300 350 400

450 500 550 600

Counts vs. Mass-to-Charge (m/z)

650
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NAME Tirupathi
EXPNO 940143170
1

PROCNO

F2 - Acquisition Parameters

Date_ 20110817 o
Time 14,49 s
INSTRUM spect

PROBHD 5 mm QNP 1H/13

PULPROG zg30 AN
D 65536

SOLVENT cDCi3

NS 8 =
Ds 0 zZ
SWH 6188.119 Hz

FIDRES ~ 0.094423 Hz 5¢c 2
AQ 5.2953587 sec

RG 128

ow 80.800 usec

DE 6.00 usec

TE 300.0K

D1 1.00000000 sec

TDO i

======== CHANNEL f| ========

NUCT TH

P1 11.60 usec

SFO1 300.1318534 MH:z

F2 - Processing parameters

S 32768

SF 300.1300061 MHz
wow EM

55B 0

LB 0.30 Hz
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90 85 80 75 70 65 60 55 50 45 40 35 30 25 20 15

58938 L

_—0.0766
T 0.0007
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=S~
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LR EE g

— 162.52
—147.75
——144.09
— 4119
23.26
— 18.62
—14.06

Current Data Parameters

NAME Tirupathi

EXPNO 1090143170
1

PROCNO [}
) =

F2 - Acquisition Parameters

Date _ 20110822

Time 19.13 X

INSTRUM spect

PROBHD 5mm QNP 1H/13

PULPROG zgpg30 Z

MW... VENT %ﬁ.ﬁﬁ <

NS 256 5¢c 2

Ds 4

SWH 18028.846 Hz

FIDRES 0.275098 Hz

AQ 1.8175818 sec

RG 11.3

ow 27.733 ussc

DE 6.00 usec

TE 3000 K

Di 2.00000000 sec

di1 0.03000000 sec

DELTA 1.89999998 sec

TDO 1

mnnnnnne CHANNEL f1 axnenuns

NuC1 13C

£1 8.70 usec

PL1 -3.00dB

SFO1 75.4752953 MHz

======== CHANNEL f2 ========

CPDPRG2  walizl6

NUC2 1H

PCPD2 80.00 usec

PLZ -1.00dB

PL12 17.00 dB

PL13 21.00dB

SFO2  300.1312005 MHz

I I I I I ] ! I
200 190 180 170 160 150 140 130 120 110 100 90 80 70 60 50 40 30 20 10 ppm
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ample Name Y.KIRAN Position Vial 44 Instrument Name Instrument 1

nj Vol

-1 InjPosition SampleType Sample

)ata Filename  143-170-SP-1_162A.d  ACQ Method 150_3000_fULL SCAN__ Comment

User Name

IRM Calibration Status

Acquired Time

Success

8/25/2011 11:29:57 AM

o G G VT R G| G (Rt §
9]
!

+ESI Scan (0.279 min) Frag=100.0V 143-170-SP-1_162A.d

*186.1314
|

_, ﬁ I I | |

N\/Me

5c

1
80 100 120 140 160 180 200 220
Counts vs. Mass-to-Charge (m/z)

240

T

260

280

300
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Current Data Parameters =

NAME Tirupathi

EXPNO 1000152

PROCNO 1 X

F2 - Acquisition Parameters _

Date 20110807 =

Time 23.06 4

INSTRUM spect mQ

PROBHD 5 mm QNP 1H/13

PULPROG 2g30

D 65536

SOLVENT cDCl3

NS 8

Ds 0

SWH 6188.119 Hz

FIDRES 0.094423 Hz

AQ 5.2953587 sec

RG 101

ow 80.800 usec

DE 6.00 usec

TE 297.1 K

D1 1.00000000 sec

TDO f

======== CHANNEL fl ========

NUCT 1H

P 11.60 usec

PL1 -1.00dB

SFO1 300.1318534 MHz

F2 - Processing parameters

Si 32768

SF 300.1300069 MHz

wow EM

558 4]

LB 0.30 Hz

| | I I I | | I
9 8 7 5 3 2 1 ppm
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Current Data Parameters

NAME Tirupathi

EXPNO 920143152 )

PROCNO 1 =

F2 - Acquisition Parameters

Date _ 20110810 AN

Time 2244

INSTRUM spect

PROBHD 5 mm Dual 13C/ \

PULPROG 2gpg30

TD 65536

SOLVENT CDCI3

NS 512

DS 4

SWH 11990.407 Hz

FIDRES 0.182959 Hz

AQ 2.7328011 sec

RG 50.8

ow 41.700 ussc

DE 6.00 usec

TE 00K

Di 2.00000000 sec

dii 0.03000000 ssc

DELTA 1.89998998 sec

MCREST  0.00000000 sec

MCWEK 0.01500000 sec

smmmcc=s DHANNEL ff ==oec==

NUC1 13C

Pt 6.20 usec

PL1 -6.00 dB

SFO1 50.3277608 MHz

======== CHANNEL 2 ========

CPDPRG2 waltz16

NUC2 1H

PCPD2 100.00 usec

PLZ -4.00 dB

PL12 18.00 dB

PL13 22.00dB

SFO2 200.1308005 MHz

T B I I T I 1 1 I i A T I* I

200 190 180 170 160 150 140 130 ._wo ._._o ..oo mo 30 20 10 ppm
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Sample Name N THIRUVAPATHI Position Vial 48 Instrument Name Instrument 1 User Name
Inj Vol -1 InjPosition SampleType Sample IRM Calibration Status Success
Data Filename  143-152-SP-1_124A.d ACQ Method 150_3000_fULL SCAN__ Comment Acquired Time 8/18/2011 2:11:55 PM

x10 6 | +ESI Scan (0.059 min) Frag=100.0V 143-152-SP-1_124A.d

2.5 *214.1808
2.4- |

2.3
2.2

PR QO (R VR T e e g o |
9]
an
Q.

0.9
0.8
0.7
0.6
0.5
0.4
0.3
0.2
0.1

P e =hn A0 =h0 ANO 700 200 200 1000 1100 1200
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Q" 9} 5 393 §m3
S.k & _ o é tn t»n 2 & 8.0293
o 858 SiF £ S¥em.Be2 B3 W80 =3 // Sonos
i°pSSy 28%3:2 “ES33iRR""o, oshEe  REY
PRE g Be T 27y a3 g ESE 8 -f3p /- Tess
SEc° 7 8T8 Bz 5%y 8 % 4// 76034
00~ ] TEE O : S / 7.6892
103" :: 7.6661
1.02 ] v {7.6427
Tl 7.6385
— 7.5223
104= ] 7.5189
] 7.4954
7.4719
7.2597
7.1419
m_
N\ / Me
m_
(&)
-1
2.9396
2.9137
2.8870
. 2.6757
2.07 = = 18418
312 o 1.8170
1.7925
1.7670
N g 110
T /—1.4180
1.3896
620 =< {3691
: 1.3277
e 1.3153
= 1.3029
5 1.2803
: 1.2562
] 0.9038
9 0.8818
©
B
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Current Data Parameters
NAME Tirupathi
EXPNO 940143159
PROCNO 1

FZ - Acquisition Parameters
Date_ 20110810

Time 2232
INSTRUM

PROBHD 5 mm Dual 13C/
PULPROG zgpg30

10 65536
SOLVENT CDCI3
NS 512

ps 4

SWH 11880.407 Hz
FIDRES 0.182959 Hz
AQ 2.7329011 sec
RG 40.3

pw 41.700 usec
DE 6.00 usec
TE 00K

D1 2.00000000 sec
drt 0.03000000 sec

DELTA 1.89999998 sec
MCREST  0.00000000 sec
MCWRK 0.01500000 sec

m===m=== CHANNEL f] ========
NUC1 13C

Pi 6.30 usec

PL1 -6.00 dB

SFO1 50.3277608 MHz
snms==== GHANNEL {2 sssssa==
CPDPRGZ2 waltz16

NUGC2 1H

PCPD2 100.00 usec

pPL2 -4.00 dB8

PL12 18.00 dB

F2 - Processing parameters
Sf 32768
|F AN A2272R2 MH=

— 162.80
— 147.76
—144.15

129.36
129.01
126.81

£

Wl

125.40
123.59
122.08

Vi
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Sample Name Y KIRAN KUMAR Position Vial 41 Instrument Name Instrument 1 User Name
Inj Vol -1 InjPosition SampleType Sample IRM Calibration Status Success
Data Filename  143-159-SP-1_135A.d ACQ Method 150_3000_fULL SCAN__ Comment Acquired Time 8/23/2011 2:42:57 PM

x10 6 | +ESI Scan (0.060 min) Frag=100.0V 143-159-SP-1_135A.d

2.5 *228.1882

S N N e e C e O Y
o
I P
(&)

0.9 ]
0.8 |
0.7 |
0.6
0.5
0.4
0.3
0.2- 385.1824
0.1

ol Ll L S |

50 100 150 200 250 300 350 400 450 500 550 600 650 700 750 800 850 900
Counts vs. Mass-to-Charge (m/z)




8.0542
8.0270
7.9584
79312
7.6874

o~
<+ o
B
> © ©
-~

7 51 70
7.4935
7.4700
7.2596
7.1398

Tirupathi
EXPNO mMQKm 150
PROCNO
F2 - Acquisition Parameters
Date_ 20110803
Time 5.05
INSTRUM spect w
PROBHD 5mm QNP 1H/13 =
PULPROG zg30
MW__. VENT mmmmﬁ,mon_m
NS 8 X
DS 2
SWH 6188.119 Hz —
FIDRES 0.094423 Hz =z
AQ 5.2953587 sec 6
RG 144 5f
ow 80.800 usec
DE 6.00 usec
TE 298.8 K
D1 1.00000000 sec
TDO 1
N oxhz;__mn L ——
NUCT
P1 11 mc usec
PL1 -1.00dB

SFO1 300.1318534 MHz

,nm Processing parameters

———0.0721

~——— -0.0006

=

S54
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32768
SF 3001300067 MHz
wow EM
9 6 5

G




Current Daia Parameters
NAME Tirupathi
EXPNO 970143150
PROCNO 1

F2 - Acguisition Parameters

Date 20110805
Time 18.49
INSTRUM spect

PROBHD 5 mm QNP 1H/13
PULPROG N%_ummo
6553

SOLVENT COoCl3

NS 512

Ds 4

SWH 18028.846 Hz
FIDRES 0.275088 Hz
AQ 1.8175818 sec
RG 10

ow 27.733 usec
DE 6.00 usec

TE 299.6 K

D1 2.00000000 sec
dai 0.03000000 sec
DELTA 1.89999998 sac
TDO 1

s=m==c== CHANNEL 1 ==c===
NUC1 13C

P1 8.70 usec

PL1 -3.00 dB

SFO1 754752953 MHz

====e=== CHANNEL 2 ==
CPDPRG2 wallz16

NUC2 1H
PCPD2 80.00 usec
PLZ2 -1.00 dB
PL12 17.00 dB
PL13 21.00dB

SFO2 300.1312005 MHz

F2 - Processing parameters
S 32768
SF 75.4677407 MHz

——— 162.91
——147.84
———144.24
129.43
129.09
126.89
12548
123.67
122.16

EEE L
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Sample Name N THIRUVAPATHI Position Vial 48 Instrument Name Instrument 1 User Name

Inj Vol

<3 InjPosition SampleType Sample IRM Calibration Status

Data Filename  143-150-SP-1_134A.d ACQ Method 150_3000_fULL SCAN__ Comment Acquired Time

Success
8/19/2011 12:45:17 PM

x10 6

2.5
2.4
2.3+
2.2+
2.1+

T T T ) — = —
!

0.9+
0.8+
0.7
0.6
0.5
0.4 4
0.3+
0.2+
0.1+

+ESI Scan (0.057 min) Frag=100.0V 143-150-SP-1_134A.d

*242.2139

160 180 200 220 240 260 280 300 320 340 360 380
Counts vs. Mass-to-Charae (m/z)

400 420
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7.2612
7.1428
2.9385
29127
2.8861
2.6783
1.7949
1.7704
1.7422
1.7107
——1.2673
_—0.0718
T 0.0004

\
%
s
X

Current Data Parameters

NAME Tirupathi

EXPNO 910143149
1

PROCNO
FZ2 - Acquisition Parameters )
Date _ 20110803 s
Time 4.59
INSTRUM spect
PROBHD 5mm QNP TH/13 X
PULPROG zg30
TD 65536
SOLVENT cDCI3 ~
NS 8 pd
oS 2 7
SWH 6188.119 Hz 5¢g
FIDRES 0.094423 Hz
AQ 5.2953587 sec
RG 161
ow 80.800 usec
DE 6.00 usec
TE 2988 K
D1 1.00000000 sec
TDO 1
======== CHANNEL {1 ========
NUCT iH
Pt 11.60 usec
PL1 -1.00dB
SFO1 300.1318534 MHz
F2 - Processing parameters
St 32768
SF 300.1300062 MHz
wow EM
558 0
LB 0.30 Hz
GB 0
1.00
..... e B S e o o 0 e e
9 8 7 6 5 4 3 2 1 ppm
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Current Data Parameters 7 f \ %/ \ \\ / \ A///§\ \ \

NAME Tirupathi

EXPNO 9607143149

PROCNO 1

FZ2 - Acquisition Parameters

Date 20110805

Time 18.10 o

INSTRUM spect s

PROBHD 5 mm QNP 1H/13

PULPROG zgpg30

2] 65536

SOLVENT cOoCi3 X

NS 512

DS 4 —

SWH 18028.846 Hz prd

FIDRES 0.275098 Hz 7

AQ 1.8175818 sec 5¢g

RG 10

bow 27.733 usec

DE 6.00 usec

TE 2996 K

D1 2.00000000 sec

dit 0.03000000 sec

DELTA 1.89999998 sec

TDO 1

======== CHANNEL fl ========

NUC1 13C

P 8.70 usec

PL1 -3.00 dB

SFO1 75.4752953 MHz

======== CHANNEL f2 ========

CPDPRGZ waltz16

nNucz 1H

PCFPD2 80.00 usec

PL2 -1.00 4B

PL12 17.00dB

PL13 21.00d8

SFO2 300.1312005 MHz

F2 - Processina parameters

Y I AAARY RARAAARY LA BN Rkl REAARARAS RAAAARAY RAARARAA] kbl kAR EARRARARAY RAMAARAAAS SAARARARAL MhbAhA AAREASAR] RARARARAN) ERARAMAAR) RARAAAAAA! RAARAAARE! REARAAEM MRS
200 190 180 170 160 150 140 130 120 110 100 90 80 70 60 50 40 30 20 10 ppm
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Sample Name N THIRUPATHI Position Vial 44 Instrument Name Instrument 1 User Name
Inj Vol -1 InjPosition SampleType Sample IRM Calibration Status Success
Data Filename 143-149-SP-1_105A.d ACQ Method 150_3000_fULL SCAN__ Comment Acquired Time 8/17/2011 12:22:44 PM

x10 6 |+*ESI Scan (0.266 min) Frag=100.0V 143-149-SP-1_105A.d

*256.2148

N
o

NNON N

S G ('
9]
X

0.9
0.8
0.7
0.6
0.5
0.4
0.3
0.21 107.0443

0.1- |
(6] __; | 7 ,T 4 L

100 150 200 250 300 350 400 450 500 550 600 650 700 750 800 850

MAininte vve NMace +ta Charcaa (ea /=)
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Current Data Parameters
NAME Tirupathi

EXPNO 1020167
PROCNO 1
F2 - Acquisition Parameters
Date_ 20110816
Time 2.15
INSTRUM spect
PROBHD 5mm QNP 1H/13
PULPROG z2g30
TD 655386 =
SOLVENT Ccoci3 o
NS 16
DS 2
SWH 6188.119 Hz X
FIDRES 0.094423 Hz
AQ 5.2953587 sec >
RG 40.3
ow 80.800 usec z 4
DE 6.00 usec m—.-
TE 297.3K
D1 1.00000000 sec
TDO 1
======== CHANNEL 1 =====
NUC1H 1H
P1 11.60 usec
PL1 -1.00dB
SFO1 300.1318534 MHz
F2 - Processing parameters
S 32768
SF 300.1300068 MHz
wow EM
588 [4]
LB 0.30 Hz
GB [
PC 1.00
I I I | | | 3R I I
9 8 5 4 3 2 1 ppm
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Current Data Parameters

NAME Tirupathi

EXPNO 610143167

PROCNO 1

F2 - Acquisition Parameters

Date 20110817

Time 4.03

INSTRUM 5
PROBHD 5 mm Dual 13C/

PULPROG zgpg30 =
D 65536 o

SOLVENT coci3

NS 512

DS 4

SWH 11990.407 Hz N

FIDRES 0.182959 Hz

AQ 27329011 sec =

AG 40.3 z 4
ow 41.700 usec m—.—

DE 6.00 usec

TE 00K

D1 2.00000000 sec

dii 0.03000000 sec

DELTA 1.89999998 sec

MCREST 0.00000000 sec
MCWRK 0.01500000 sec

======== CHANNEL fl ========
NUC1 13C

P1 6.30 usec

PL1 -6.00 dB

SFO1  50.3277608 MHz

======== CHANNEL 2 ==zz====
CPDPRG2 waltz16

Nucz 1H
PCPD2 100.00 usec
PL2 -4.00 dB
PL12 18.00 dB
PL13 22.00dB

F2 - Processing parameters
St 32768

SF 50.3227277 MHz
wow EM

SSB 0

z-l\YE\E‘.'L{?%f%

I I I I I I ] I I I ! I 1 I I I I

I I I I
200 190 180 170 160 150 140 130 120 110 100 90 80 70 60 50 40 30 20 10 ppm
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\ample Name Y KIRAN Position Vial 49 Instrument Name Instrument 1 User Name
nj Vol -1 InjPosition SampleType Sample IRM Calibration Status Success
)ata Filename 143-167-SP-1_176A.d ACQ Method 150_3000_fULL SCAN__ Comment Acquired Time 8/26/2011 12:40:08 PM

%10 6 | +ESI Scan (0.264 min) Frag=100.0V 143-167-SP-1_176A.d

2.5 *276.1864

B I e S e
|

0.9+
0.8
0.7+
0.6+
0.5
0.4+
0.3+
0.2
0.1+

100 150 200 250 300 350 400 450 500 550 600 650 700 750 800 850
Counts vs. Mass-to-Charge (m/z)
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Current Data Parameters
NAME Tirupathi
EXPNO 910143168
PROCNO 1

F2 - Acquisition Parameters
Dale_ 20110816

Time 21.50
INSTRUM spect
PROBHD 5 mm Dual 13C/
PULPROG zgpg30

TD 65536
SOLVENT cOoCI3
NS 512

Ds 4

SWH 11890.407 Hz
FIDRES 0.182959 Hz
AQ 2.7329011 sec
RG 40.3

ow 41.700 usec
DE 6.00 usec
TE 0.0K

D1 2.00000000 sec
drt 0.03000000 sec
DELTA 1.899999898 sec

MCREST  0.00000000 sec
MCWRK 0.01500000 sec

======== CHANNEL fl ========
NUCt 13C

P1 6.30 usec

PLT -6.00 dB

SFO1 50.3277608 MHz
======== CHANNEL f2 ========
CPDPRGZ waltz16

Nuc2 1H

PCPD2 100.00 usec

PL2 —4.00 0B

PL12 18.00 dB

F2 — Processing parameters
<r WTRR

AP At b

— 162.66

Pty

v

200 190 180 170 160 150 140 130 120 110 100 90

80 70 60 50 40

30 20

10 ppm
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Sample Name N THIRUPATHI Position Vial 41 Instrument Name Instrument 1 User Name
-1 InjPosition SampleType Sample IRM Calibration Status Success
Data Filename  143-168SP-1_168A.d =~ ACQ Method 150_3000_fULL SCAN__ Comment Acquired Time 8/26/2011 11:52:21 AM

Inj Vol

x10 6

2.5
2.4
2.3
2.2
2.1+

— ) — - — - -
!

+ESI| Scan (0.466 min) Frag=100.0V 143-168SP-1_168A.d

*290.2009

J
|
|
|
|
|

I
_?, e ] | ' L
100 200 300 40

0O 500 600 700 800 900 1000 1100 1200 1300 1400 1500 1600 1700 1800 1900

Connts vae Mass-to-C.harae (m/>)
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NAME Tirupathi

F2 - Acquisition Parameters
Date 20110818

Time 11.48
INSTRUM spect
PROBHD 5 mm QNP 1H/13

PULPROG 2930
0 65538
SOLVENT CDCI3
NS 8
DS 0
SWH 6188.119 Hz
FIDRES 0.094423 Hz
AQ 5.2953587 sec
z = ARG 161
o ow 80.800 usec

! I
9 8 7 6 5 4 3 2 1 ppm

S 66



156.92
149.20
148.87
139.69
138.43
130.18
129.61
129.40
128.89
128.64
128.46
127.65
126.39
125.81
125.68
119.40
77.80

Current Data Parameters

ENNNY7 B, S

F2 - Acquisition Parameters
Date_ 20110823

Time 23.40
INSTRUM spect
PROBHD 5 mm Dual 13C/

c
PULPROG 2gpg30
o D 65538 -
SOLVENT cDCi3
NS 128
X 0s 4
SWH 11990.407 Hz
— ﬁ_%mmm 0.182959 Hz
A 2.7329011 sec
< % RG 359
m._ oW 41.700 usec
DE 6.00 usec
TE 00K
D1 200000000 sec
dii 0.03000000 sec

DELTA 1.89999998 sec
MCREST  0.00000000 sec
MCWRK 0.01500000 sec

======== CHANNEL {1 ========
NUCt 13C

P1 6.30 usec

PL1 -6.00dB

SFO1 50.3277608 MHz
======== CHANNEL {2 ========
CPDPRG2 waltz16

Nucz 1H

PCPD2 100.00 usec

PL2 -4.004dB

PL12 18.00 dB

PL13 22.00dB

SFO2  200.1308005 MHz

F2 - Processing parameters
S 32768

SF 50.3227298 MHz
wow EM

Ss8 0

LB 1.00 Hz

GB 0

- PC 1.40
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