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X : parts per Million : 1H

Filename
Auther

Creation time
Revision_time
current_time

Comment
Data_format
Dim_size
Dim_title
Dim_units
Dimensions
Site
Spectrometer

Field strength
X_acqg duration
X_demain
X_freq

X _offset
X_points
X_prescans
#_resolution
i_sweep
Irr_demain
Irr_freq
Irr_offset
Tri_domain

Tri_ freq
Tri_offset
Mod_return
Scans
Total_scans

X_90_width

¥ _acg_time
X_angle

¥_atn

X_pulse
Irr_mode
Tri_mede
Dante_presat
Initial wait
Recvr_gain
Relaxation delay
Fepetition_time
Temp_get

= org PCLIAP 1B-3.jdf
DELTA User
single_pulse.ex2
P_Thirumirugan

16-AUG-Z009 13:51:59

= single_pulse

11.7473579([T]
1.30809856([s]

(500 [ME

18

500.15991521 [MHz]
5. 0[ppm]

16384

1
0.76446839[Hz]
125250501 [kuz]

18

500.150981521 [MHz]

5. 0[ppm]

18

500.15991521 [MHz]
-0[ppm]

e

e

= 13.15[us]
1.30809856([=]

45 [deq]

5.2[de]
6.575 [us]
off

5[=]
6.30809856([s]
= 395.3[dc]
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= 1
E
] Filename org TPIAP_13c-3.jdf
q Auther DELTA User
=7 Experiment single_pulse_dec
=1 Sample_id P_Thirumurugan
4 Solwent DM30-DE
1 Creation_time 14-AUG-2009 15:
] Revision time 16-AUG-2009 1
4 current_time = 16-AUG-2009 13:
Bl Comment = single pulse decouple
=] Data_format 10 COMPLEX
=7 Dim_size 26214
4 Dim_title 13c
q Dim_units [ppm]
] Dimensions X
] site ECAS00
3 Spectrometer DELTAZ_HME
=1 Field strength = 11.7473579[T] (500 [MH
=7 ¥_acqg duration 0.83361792(=]
1 X_demain 13c
1 X_freq 125 76529768 [Muz]
] *_offset 100 [ppm]
4 X_points 32768
i X_prescans 4
1 X_resolution 1.19959034 [Hz]
=1 X_sweep 39. 3081761 [kaz]
2 4 Irr_domain 1H
] Irr_freq 500.15991521 [MHz]
q Irr_offset 5.0[ppm]
] Mod_return 1
4 Scans ]
] Total scans -]
= X_90_width 10. 2[us]
E A_acq time 0.83361792[s]
] X_angle 30[deg]
] X_atn E[de]
] ¥_pulse 3.4[us]
] Irr_atn dec 22.71303[dB]
] Irr_atn_noe 22. 49596 [dB]
1 Irr_noise WALTZ
=] Decoupling TEUE
B Initial wait 1[=]
4 Hoe TRUE
b Hoe_time 2[s]
] Recvr_gain €D
] Relaxation delay = 2[s]
4 Repetition_time 2.83361792[s]
q Temp_get = 23[dc]
=
=
=
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File Name = org DIC1IAP_1H.3
Author = DELTA User
Sample ID = P_Thirumurugan
Content = single_pulse
Creation Date = 24-JUN-2008 13:31:22
Revision Date = 24-JUN-2008 13:27:54
Spec Site = ECA500
Spec Type = DELTA2_NMR
Data Format = 1D COMPLEX
Dimensions =X
Dim Title = 1H
Dim Size = 13107
Dim Units = [ppm]
Field_strength = 11.7473579([T] (500[ME
X_acq_duration = 1.30809856([s]
X_domain = 1H
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X_offset = 5.0[ppm]
X_points = 16384
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/% E R g& i 2 Irr_domain = 1H
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Tri_domain = 1H
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Tri_offset = 5.0[ppm]
Mod_return =1
Scans =8
Total_scans =8
X_90_width = 13.15[us]
4 X_acq_time 1.30809856[s]
| 2 X_angle 45[deg]
& X_atn 5.2[dB]
| X_pulse 6.575[us]
| Irr_mode Off
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i Initial wait = 1(s]
Relaxation_delay = 5([s]
| Repetition_time = 6.30809856(s]
: |
<
| L | N J
N o —T T A —T r T | T T e
12.0 11.0 10.0 9.0 8.0 7.0 6.0 5.0 4.0 3.0
- NNV VoOSUUI T~ 0 = 0 = o = ®
2 PP It 38 N s3 ¢
& SRR ARETn 2T 2% 83 §9 3
- R o o o o o o o wnun ww e «a
-

10. 1 NMR spectra of compound §

12




ppm

dlclap
CAABONSHORT DMSO d: 1itmadras 14

Curr it Data Parameters

NAME nam0708
M~ O UMWY U0 DY O TS (T ) O [ss NG VNGV T BRTs s Ry ] ZXPNO 2
STOoOMmMOVOOE@MOMYT MDOOMNS T DOT oA SO ®mMMN~ O 3ROCNO 1
MU I Mo@mMmOD~QOD IO ST 00 P=irs MTs S ViR Hiee HiYe ]
o\:ﬁ@ér\‘@mmdcﬁm‘r\'<{:firu<«osim(\jv\'o<f co oo oaao N
NS ST mommm AU UOd Yy = e OO ST moomomomommm T2 - Acquisition Parameters
‘[T“*‘T"‘Tﬁ““““"““ﬁ“'?ﬁj"‘“ Jate 20080701
\\\&QL K ‘ / //J /J ~ J Time 1146
= \\\ // / INSTAUM av400
Nl | SRCBHD 5 mm BBO BE-1n
IYLPROG 29pg30
it 65536
SOLVENT OMsS0
NS 200
25 2
ShH 25125.629 Hz
“1DRES 0.383387 Hz
AQ 1.3042164 sec
16 1149.4
AL 19.900 usec
JE 6.00 usec
TE 300.0 K
a1 2.00000000 sec
a11 0.03000000 sec
at2 0.00002000 sec
===== CHANNEL f{ ==
NUC1 13C
af 11.00 usec
AL 0.00 @8
SFO1 100 6238364 MHz

== CHANNEL f2 =

CPOPRGZ waltz16
Nuc2 1H
2CPD2 80.00 usec
S 3.00 ¢B
S 20.23 dB
13 16.00 ¢8
3F02 4001320007 MHz

2 - Processing parameters

5l 131072
SF 100.6128193 MHz
WO M
358 0
B 00 Hz
58 0

e 1.40

{0 NMA plot parameters
¥ 20.00 cm

N o 0
1P

11. °C NMR spectrum of compound 5

13




G\Documents and Settings\...\DICIAP 6/25/2008 3:10:22 PM P_Thirumurugan
ACN

DICIAP #15 RT: 0.41 AV:1~ SM: 115G NL: 2.44E5
T: + p ESIFull ms [ 150.00-2000.00]

100

443.27

954

m 441.33

457 445.20

Relative Abundance
o
T

7 ! 461.07

b 198.13 |

20013 o Taszo7
i | | 463.07
| 48007

Mo i | i il Fl

18133 || 21213 24200 25113 27938 20820 g9 49 39533 42220

i

I 0 I O A B B A B N s L B B B B B S R B B I L S (N B I BN AN R B R i A 1
260 280 300 320 340 360 380 400 420 440 460 480 500
miz

L B [ B A B

T (IS N
160 180 200 220 240

12. Mass spectrum of compound 5

14



100.0 .

80

60

1366.66
%T 1224.40 114761

40 | 1421

147142
20 | 2229.88

331201 292742 989.66 |
152551 74752
1095.23
OO T T T T T 1
4000.0 3000 2000 1500 1000 400.0

cm-1

13. IR spectrum of compound 6

15




(Thousands)

22 23 24

1.9 20 21

10 11 1.|2 1.|3 1.14 l.IS 1.6 17 18

0.7 08 09

02 03 04 05 06

0.1

P [ i

1

) s liaaad 1
1

o —

J

o
=
-
-
[}
g a
=
o
E
JLULL JL_)L |

.

P PR PETE Frre i

Sample_id
Solvent
Creation_time
Revision_time
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Content
Data_format
Dim_size
Dim_title
Dim units

Spectrometer

Field_strength
X_acq_duration
X_domain
X_freq
X_offset
X_points

X _prescans
X_resolution

Irr_offset
Tri_domain

]
H
-
)
"
N
H

Tri_offset
Mod_return
Scans
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org DICLIAP_1_1H-11.3
DELTA User
single_pulse.ex2
P_Thirumurugan
DMSO-D6

23-SEP-2008 12:42:25
24-SEP-2008 12:45:47
24-SEP-2008 12:45:57

single_pulse

11.7473579[T] (500[MH
1.30809856([s]

1H

500.15991521 [MHz]
5.0 [ppm]

16384

1

0.76446839 (Hz]
12.5250501 {kHz]
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X : parts per Million : 1H

Filename

= org_BISIAP_lH-2.jdf
Author = DELTA User
Experiment = single_pulse.ex2
Sample_id = P_Thirumurugan
Solvent = DMSO-D6
Creation_time = 14-AUG-2008 15:45:55
Revision_time = 14-AUG-2008 18:40:23
Current_time = 14-AUG-2008 18:40:33

Content = single pulse
Data_format = 1D COMPLEX
Dim_size = 13107
Dim_title = 1H

Dim units = [ppm]
Dimensions =X

Site = ECA500
Spectrometer = DELTA2, NMR

Field strength 11.7473579[T] (500([MH

X_acq_duration = 1.30809856[s]
X_domain = 1H

X_freq = 500.15991521 [MHz]
X _offset = 5.0[ppm]

X_points = 16384

X_prescans =1

X_resolution = 0.76446839[Hz]
X_sweep = 12.5250501(kHz]
Irr domain = 1H

Irr_freq = 500.15991521 [MHz]
Irr_offset = 5.0 [ppm]
Tri_domain = 1H

Tri_freq = 500.15991521 [MHz]
Tri_offset = 5.0 [ppm]
Mod_return =1

Scans = 8

Total_scans =8

X_90_width = 13.15{us]
X_acq_time = 1.30809856(s]
X_angle = 45([deg]

X_atn = 5.2[dB]

X_pulse = 6.575[us]
Irr_mode = Off

Tri_mode = Off

Dante_presat = FALSE
Initial_wait = 1(s]

Recvr_gain = 44
Relaxation_delay = 5[s]
Repetition_time = 6.30809856([s]
Temp_get = 394.3[4C]
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Filenams = org PErIFu_13c-5. jdf
Author = DELTA User
Experiment = single pulse dec
Sample_id = P_Thirumirugan
Solvent = DMSO-DE&
creation_time = 12-JUN-2009 16:45:34
Revision_ time = 12-JUN-2009 18:53:48
E_ current_time = 12-JUN-2009 18:54:07
Comment = single pulse decoupls
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¥_deomain = 13C
X _freq = 125.76520768 [Muz]
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- ¥_pulse = 3.4[us]
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Recvr_gain = &0
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Filenamea = org DCHFUM 1H-3. jdf

Author DELTA User

Experimant single_pulse.ex2

Sample_id K.Ramachandiran

Solvent DMSO-DE

Creation_time 25-JUN-2009 14:20:49

Revision_time 25-JUN-2009 15:39:09

Current_time = 25-JUN-20009 1€:57:46

Comment = single_pulse

Data_format 1D COMPLEX

Dim_size 13107

Dim_title 1H

Dim_units [ppm]

Dimensions X

Site ECAS00

Spectrometer DELTAZ HME

Field strength 11.7473579[T] (500 [ME

X_acq duration 1.30809856 (=]

X_demain in

X_freq S00.15991521 [MHz]

x_offset 5. 0[ppm]

H_points 16384

X_prescans 1

X_resolution 0.76446839[Hz]

X_sweep 12. 5250501 [kHz]
rr_demain iu

Irr_freq S00.15991521 [MHz]

Irr_offset 5. 0[ppm]

Tri_demain 1

Tri_freq 500.15991521 [MHz]

Tri_offset E.O[ppm]

Mod_return 1

Scans 8

Total scans 8

H_90_width = 13.15[us]

X_acq_time 1.30809856 (=]

X_angle 45[deg]

X_atn 5.2[de]

X_pulse 6.575[us]

Irr_mode off

Tri_mode of £

Dante_presat FALSE

Initial wait 1[=]

Recvr_gain 44

Relaxation delay S[=]

Repetition time 6. 30800856 ([s]

Temp_get = Z1.2[dc]
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