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1. 'H, 3C NMR and ESI-HRMS spectra for the compounds 4a-z, 4aa and 5a-d

PROTON CDC13 {D:\MB} KOPAL 1

OO wm Oy — s =00 D sl o~ ©
P RCE S Bl Rl kil Sl =R s s 4] oy <t [w)
mAaNNaSoSSoooeeaeR = <
F T S S S S e e L e o o o e e e o
/
\H\\“‘W’J Current Data Parameters
NAME PVK-2-ME~IND-DMAD
EXPNO 1
PROCNO 1
F2 - Acquisition Parameters
Date_ 20140528
Time 12.03
INSTRUM spect
PROBHD 5 mm DUL 13C-1
Cone PULPROG 2g30
TD 65536
— SOLVENT cpcl3
NS 16
/ C02M9 DS 2
SWH 8223.685 Hz
FIDRES 0.125483 Hz
AQ 3.9846387 sec
H Me RG 80.6
4a W 60.800 usec
DE 6.00 usec
TE 295.0 K
Dl 1.00000000 sec
TDO 1
======== (CHANNEL £l ========
NUC1 1H
Pl 11.42 usec
PL1 ~3.00 dB
SFOL 400.1324710 MHz
F2 - Processing parameters
ST 32768
SF 400.1300053 MHz
WDW EM
SSB 0
LB 0.30 Hz
GE 0
PC 1.00
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Current Data Parameters

NAME PVK~-2-ME-IND-DMAD
o MO0 OWO TN ®© EAENO 2
o O N O WO o O < — ™ PROCNO 1
v < — © [s)fe) ~
@ O e~~~ Ooowo WY « e . # F2 - Acquisition Parameters
(e JiNo] MO NNNN A AO -~ ™~ o (O ™~ Date 20140528
— e B B B e B B B B B | o~~~ [Eplte] — Time 12.07
INSTRUM spect
PROBHD 5 mm DUL 13C-1
PULPROG zgpg30
D 65536
SOLVENT CcDCL13
NS 88
D3 4
SWH 24038.461 Hz
FIDRES 0.366798 Hz
AQ 1.3631988 sec
( h RG 32
DW 20.800 usec
COzMe DE 6.00 usec
— TE 285.7 K
D1 2.00000000 sec
COZMe 411 0.03000000 sec
b / DELTA 1.89999998 sec
N TDO 1
H Me ======== CHANNEL fl =—====—=
4 NUCL 13c
L a ) Pl 9.15 usec
PL1 0.00 dB
SFOL 100.6228298 MHz
======== (CHANNEL {2 ========
CBDPRG2 waltzl6
Nuc2 1H
PCPD2 90.00 usec
PL12 14.90 dB
PL13 14.90 dB
FL2 -3.00 dB
SFO2 400.1316005 MHz
F2 - Processing parameters
sI 32768
SF 100.6127625 MHz
WOW EM
SSB 0
LB 1.00 Hz
GB 0
BC 1.40
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Saimple Name PVK-2Me-DMAD Position Instrument Name Q-TOF User Name QTOF-PU\admin
inj Vo! -1 InjPosition SampleType Sample IRM Calibration Status Success
Data Filename  PVK-2-Me-DMAD.d ACQ Method Pondicherry Universi Comment PVK-MB-259.2573 Acquired Time 23-12-2014 12:10:00

=

%10 4J Cpd 1: C15 H15 N O4: + FBF Spectrum (0.415-0.515 min) PVK-2-Me-DMAD.d Subtract _ 3. 261G
- 5.6 274.1074
5.4 (M+H)+

5.2—}

5 |

4.8

461 - CO,Me
4.4 —

4'2 /)—CO;Me
3.8
3.6
3.4
3.2
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2.8
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2.4
2.2
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1.8
1.6
i
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0.8
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Current Data Parameters

NAME PVK-IND-DMAD
EXPNO 1
PROCNO 1

F2 - Acquisition Parameters
Date 20141230

Time 15.05
INSTRUM spect
PROBHD 5 mm DUL 13C-1
PULPROG zg30

TD 65536
SOLVENT CDC13

NS 16

DS 2

SWH 8223.685 Hz
FIDRES 0.125483 Hz
AQ 3.9846387 sec
RG 181

DW 60.800 usec
DE 6.00 usec
TE 297.5 K

D1 1.00000000 sec
TDO 1
======== CHANNEL fl ========
NUC1 1H

Pl 11.42 usec
PL1 -3.00 dB
SFO1 400.1324710 MHz
F2 - Processing parameters
SI 32768

SF 400.1300051 MHz
WDW EM

SSB 0

LB 0.30 Hz
GB 0

PC 1.00
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NAME PVK-IND-DMAD
EXPNO 2
PROCNO 1
F2 - Acquisition Parameters
Date 20141230
Time 15.09
INSTRUM spect
PROBHD 5 mm DUL 13C-1
PULPROG zgpg30
TD 65536
SOLVENT CDC13
CO,Me NS 100
— DS 4
SWH 24038.461 Hz
/) COzMe FIDRES 0.366798 Hz
AQ 1.3631988 sec
N RG 28.5
H DW 20.800 usec
DE 6.00 usec
4b TE 298.2 K
D1 2.00000000 sec
dll 0.03000000 sec
DELTA 1.89999998 sec
TDO 1
======== CHANNEL fl ========
NUC1 13C
Pl 9.15 usec
PL1 0.00 dB
SFO1 100.6228298 MHz
======== CHANNEL f2 ========
CPDPRG2 waltzl6
NUC2 1H
PCPD2 90.00 usec
PL12 14.90 dB
PL13 14.90 dB
PL2 -3.00 dB
SFO2 400.1316005 MHz
F2 - Processing parameters
ST 32768
SF 100.6127553 MHz
WDW EM
SSB 0
LB 1.00 Hz
GB 0
PC 1.40
I " I " I " I " I I I " I I "
180 160 140 120 100 80 60 40 20 Ppm



Sample Name PVK-IND-DMAD Position Instrument Name Q-TOF User Name QTOF-PU\admin
Inj Vol -1 InjPosition SampleType Sample IRM Calibration Status Success
Data Filename  PVK-IND-DMAD.d ACQ Method Pondicherry Universi Comment PVK-MB-259.2573 Acquired Time 23-12-2014 12:04:

x10 23 Cpd 1: C14 H13 N O4: + FBF Spectrum (0.432-1.016 min) PVK-IND-DMAD.d Subtract
1.7
1.6
1.5
1.4 4
1.3+

1.2+

COzMe
1.1

1] /) —COaMe

0.9-

S
c‘IZ

0.8

0.7 260.0925
(M+H)+
0.6

0.5
0.4 1
0.3
0.2 1

0.1 ‘

|
250 251 252 253 254 255 256 257 258 259 260 261 262 263 264 265 266 267 268 269 270 271 272
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Current Data Parameters

WAME BVE-357B
EXPNO 2
PROCNG 1

F2 -~ RAcguisition Parameters
Date_ 20140919

Time 15.45
INSTRUM spect
FROBHD 5 mm DUL 13C-1
PULEROG - zg30

TD 65536
SOLVERT CDC13

N3 32

Ds 2

SWH 8223.685 Hz
FIDRES 0.125483 Hz
AQ 3.9846387 sec
RG 161

DW 60.800 usec
DE 6.00 usec
TE 294.5 K
o1 1.00000000 sec
TOO 1
======== (CHANNEL f] =e==—===
NUC1 1H

Pl 11.42 usec
PL1 -3.00 dB
SFO1 400.1324710 MHz
F2 - Processing parameters
51 32768

5F 400.1300051 MHz
WDW EM

S5B 0

LB 0.30 Hz
GB 0

BC 1.00
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180 170 1L1ed 140 130 120 110 a0 70 50

Current Data Faramecers

HAME PVE-357B
EXPHO 3
FROCHD 1

F2 - ARcguisition Parameters
Date_ 20140919

Time 15.4%
INSTRUM spect
FROEHD 5 mm DUL 13C-1
PULEROG zqpg 3t

D - 85536
SOLVENT opola

ts 180

o] 4

SWH 24038 ,461 Hz
FIDRES 0.366798 Hz
14 1.3631%38 =ec
Rz 50.8

oW 20,800 usec
nE 6.00 usec
TE 205.2 E

01 2.00000000 sec
dll 0.03000000 sac
DELTA 1.85%39599%8 sec
oo i
=====ss= CHANHEL {1 ss=—====
HUC1 13C

Fl 9.15 usec
FL1 0,00 dB
5P 100 . 622BZ2968 WHz
EEC ke eams CH_HNHEL f2 m=omman—
CEDPRGZ waltzlf

Hoc2 1H
PCPDZ 90,00 usec
FLLZ 14,90 dB
PL13 14.90 dB
PLZ2 -3.00 dB
SPO2 400,1316005 MHz
F2 - Processing parameters
51 12768

sF 100.6127554 MHz
WO EM

558 a

LB 1.00 Hz
GB i}

FC 1.40



sdeName  PVE-S-Br-DMAD Pasition Instrument Name Q-TOF User Name QTOF-PU\admin

vol -1 InjPosition SampleType Sample IRM Calibration Status Success
ita Filename  PVE-5-Br-DMAD.d ACQ Method Pondicherry Universi Comment PVK-MB-236.994% Acquired Time 22-04-2015 14:35:46

x10 2 |Cpd 1: ©14 H1Z Br N O4: + FBF Spectrum {(0.458-0.842 min) PVK-5-Br-DMAD.« Subtract ]

339.0999
3.6 338.0019 (M+H)+
(M+H)+
3.4-

3.2
3 Br =
2.8 / COZM9

CO,Me

2.5

Iz

2.4 4c

2.2-

2
1.8.
1.6-
1.4

1.2+

0-81 239.0036 341.0040

0.6 ﬁ (M"".HH b

0.4+

0.2 342.0077
1 ' (M+H)+
ol — . . . | =

334 335 336 337 338 339 340 341 _342 343 344 345 346 347 348
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Current Data Parameters

NAME TTR-PVK-50Me-IND
EXPNO 1
PROCNO 1

F2 - Acquisition Parameters
Date_ 20180830

Time 15.03
INSTRUM spect
PROBHD 5 mm BBO BB-1H
PULPROG zg30

TD 65536
SOLVENT CDC13

NS 16

DS 2

SWH 8223.685 Hz
FIDRES 0.125483 Hz
AQ 3.9846387 sec
RG 128

DW 60.800 usec
DE 6.00 usec
TE 294.4 K

D1 1.00000000 sec
TDO 1
======== CHANNEL fl ========
NUC1 1H

Pl 14.35 usec
PL1 -1.00 dB
SFO1 400.1324710 MHz
F2 - Processing parameters
SI 32768

SF 400.1300045 MHz
WDW EM

SSB 0

LB 0.30 Hz
GB 0

PC 1.00
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NAME TTR-PVK-50Me-IND
EXPNO 2
PROCNO 1
F2 - Acquisition Parameters
Date 20180831
Time 12.10
INSTRUM spect
PROBHD 5 mm BBO BB-1H
PULPROG zgpg30
TD 65536
SOLVENT CDC13
NS 256
DS 4
SWH 24038.461 Hz
FIDRES 0.366798 Hz
AQ 1.3631988 sec
RG 45.2
DW 20.800 usec
DE 6.00 usec
TE 296.4 K
COMe D1 2.00000000 sec
MeO = di1 0.03000000 sec
DELTA 1.89999998 sec
/ CO;Me TDO 1
N ======== CHANNEL fl ========
H NUC1 13C
4d Pl 9.95 usec
PL1 -1.00 dB
SFO1 100.6228298 MHz
======== CHANNEL f2 ========
CPDPRG2 waltzl6
NUC2 1H
PCPD2 90.00 usec
PL12 14.95 dB
PL13 120.00 dB
PL2 -1.00 dB
SFO2 400.1316005 MHz
F2 - Processing parameters
ST 32768
SF 100.6127608 MHz
WDW EM
SSB 0
LB 1.00 Hz
GB 0
PC 1.40
L L 1
I " I " I " I " I " I " I " I " I " I "
180 160 140 120 100 80 60 40 20 Ppm
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PVK-5-OMe-DMAD Position

InstfGinent Name  Q-TOF User Name
-1 InjPosition SampleType Sample IRM Calibration Status
ame PVK-50Me-DMAD.d ACQ Method Pondicherry Universi Comment PVK-MB-289.0950 Acquired Time

14

2.8
2.7 1
2.6
2.5
2.4
2.3

- o o
. * 2 1 = = a

4]

.

QTOF-PU\admin
Success

22-04-2015 11:46:59

290.1019
(M+H)+

Cpd 1: C15 H15 N O5: + FBF Spectrum (0.469-0.853 min) PVK-50Me-DMAD.d Subtract

MeO

CO,Me
/ CO,Me
N
H
4d

281 282 283 284 285 286 287 288 289 290 291 202 293 294 205 296 207 208 299 300 301 302 303 304
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= = [= = [= = = [= = (= = [~ = [= = = = [= W ] ol — = Current Data Parameters
‘MW—‘W | 1 | l NAME PVE-382
EXPND 4
PROCHO 1
F2 - Acguisition Parameters
Date 20140715
Time - 16.49
INSTRUM spect
PROBHD S mm DUL 13C-1
PULPROG zg30
- N o 65536
SOLVENT CDel3
CO,Me NS 16
ns 2
— SWH 223,685 Hz
FIDRES 0.125483 Hz
/) COMe|  Tore=s 3.9846387 sec
N RG 144
Me oW a0.800 usec
DE .00 usec
TE 296.0 K
01 1.00000000 sec
TOH 1
===ms=== CHRENNEL ]l sss=====
HUOC1 in
L 4e ) PL 11.42 usec
PL1 -3.00 dB
3F01 400.1324710 MHz
F2 - Frocessing parameters
51 32768
S5F 400.130008% MHz
WD EM
S8B i}
LB 0.30 Hz
GB ]
BC 1.00

J
JIJ . ah L

T T T T T T T T T T (ERSARS S BRI B T T T |

85 80 75 70 65 60 55 50 45 40 35 30 25 20 15 10 05 ~ ppm

- [ A [
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E
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{D:\MB} ROPAL

/

136.99

136.50

o

128.96

A

128.186

MDD O WD
U My O uy

s s s w
WO O,
i I e B
o -

- 77.48

7,16
- 76.84

Current Data Parameters

WRME PWE-382
EXPND 7
L e BROCHO 1
o 0D oo o
oo " F2 = Boguisition Parameters
© — D i Cate 20140716
uwl Uy o=p — 10,48
V] | |
\ | PULEROG
! D
1| SOLVERT
5]
DS
SWH 2403B.461 Hz
FIDRES 0.36887598 Hz
BO 1.3631988 sec
RG 114
oW 20.800 uséc
CE .00 usec
( D TE 296.1 K
[5)1 2.,00000000 sec
CO,Me 411 0.03000000 sec
e DELTA 1,B990905998 =ec
bali] 1
/ cone = ==== CHANHEL f]_ mEE=———=m
N jajafes] 130
Bl 9.15 usec
Me FL1 0.00 dB
SF01 100, 622R298 MH:z
mam====== CHANNEL :2 =====—
CPDERG2 waltzlé
nuc2 18
BCEDZ 90,00 usec
4 FL1Z 14.80 4B
e FLL2 14,80 ds
~ / PLZ -3.00 dE
SF02 400.1316005 MHz
Fi - Processing paramebers
51 2TGE
5F 2 MHz
WOW [
358 a
LE 1.00 Hz
GR [+]
PC 1,49

180

15

40



& Name PVK-2-MeN-Bn-DMAD Position Instrument Name Q-TOF User Name QTOF-PU\admin
ol -1 InjPosition SampleType Sample IRM Calibration Status Success
a Filename  PVK-2-MeN-Bn-DMAD.d ACQ Method Pondicherry Universi Comment PVK-MB-363.1470 Acquired Time 22-04-2015 11:42:30

x10 3 |Cpd 1: C22 H21 N O4: + FBF Spectrum (0.471-0.804 min) PVK-2-MeN-Bn-DMAD.d Subtract

7.75
7.5
7.25+ 364.1534
74 (M+H)+
6.75-
6.5 CO,Me
6.25 —
6 / C02Me
5.75
5.5 N M
5.25 | e
5
4.75
4.5 4
4.23- de
3.75
3.5
3.25
3_
2.75
2.5 |
2.25 |
2] |
1.754
1.5-
1.25
1
0.75
0.5
0.25 |

356 357 358 359 360 361 362 363 364 365 366 367 368 369 370 371 372 373 374 375 376 377 378
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7.584
7.337
7.335
7.332
7.315
7.312
7.260
7.229
7.227
7.212
7.209
7.192
7.189
7.149
7.146
7.129
7.111
7.109
6.854

6.066
6.053
6.040
6.026
6.023
6.010
5.997
5.264
5.261
5.239
5.236
5.177
5.174
5.134
5.131
4.774
4.771
4.767
4.761
4.757
4.753
3.841
3.607

cO,Me
—
/) —COaMe
N
a |
10 9 8 7 6 5 4 3 2 1 ppm
O [N |N | |00 [32] O | | Q0 (00
O || | (O o O v || oo
|| | |O |||\
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Current Data Parameters

NAME TTR-PVK-ALY-IND
EXPNO 1
PROCNO 1

F2 - Acquisition Parameters
Date 20180831

Time 18.23
INSTRUM spect
PROBHD 5 mm BBO BB-1H
PULPROG zg30

TD 65536
SOLVENT CDC13

NS 16

DS 2

SWH 8223.685 Hz
FIDRES 0.125483 Hz
AQ 3.9846387 sec
RG 287

DW 60.800 usec
DE 6.00 usec
TE 295.2 K

D1 1.00000000 sec
TDO 1
======== CHANNEL fl ========
NUC1 1H

Pl 14.35 usec
PL1 -1.00 dB
SFO1 400.1324710 MHz
F2 - Processing parameters
SI 32768

SF 400.1300046 MHz
WDW EM

SSB 0

LB 0.30 Hz
GB 0

PC 1.00
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NAME TTR-PVK-ALY-IND
EXPNO 3
PROCNO 1
F2 - Acquisition Parameters
Date 20180831
Time 23.08
INSTRUM spect
PROBHD 5 mm BBO BB-1H
PULPROG zgpg30
TD 65536
SOLVENT CDC13
NS 534
DS 4
SWH 24038.461 Hz
FIDRES 0.366798 Hz
AQ 1.3631988 sec
RG 322
CO,Me oW 20.800 usec
— DE 6.00 usec
TE 292.3 K
/ CO,Me D1 1.00000000 sec
dil 0.03000000 sec
N DELTA 0.89999998 sec
TDO 1
/ ======== CHANNEL fl ========
NUC1 13C
4f Pl 9.95 usec
PL1 -1.00 dB
SFO1 100.6228298 MHz
======== CHANNEL f2 ========
CPDPRG2 waltzle
NUC2 1H
PCPD2 90.00 usec
PL12 14.95 dB
PL13 120.00 dB
PL2 -1.00 dB
SFO2 400.1316005 MHz
F2 - Processing parameters
ST 32768
SF 100.6127560 MHz
WDW EM
SSB 0
LB 1.00 Hz
GB 0
PC 1.40
" " I " I I " I " I " I
140 120 100 80 60 40 20 Ppm
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Name PVK-N-ALLYL-DMAD
2 "l
Filename  PVK-N-ALLYL-DMADM.d

Position
InjPosition

ACQ Method Pondicherry Universi Comment

Instrument Name Q-TOF

SampleType Sample
PVK-MB-299.3212

User Name
IRM Calibration Status
Acquired Time

QTOF-PU\admin
Success
09-03-2015 11:47:33

x10 5
1.2
1.154
1.1
1.05{

1
0.95]
0.9
0.85
0.8
0.75-
0.7
o.ssj
0.6 -
0.55
0.5
0.45
0.,
0.351
0.3
0.25
0.2
0.151
0.1
0.05
04—

322.1053
(M+Na)+

Cpd 1: C17 H17 N O4: + FBF Spectrum (0.434-0.501, 0.618-0.751 min) PVK-N-ALLYL-DMADM.d Subtract

CO,Me

/) —COaMe

af |

323.1084
(M+Na)+

324.1107
(M+Na)+
|

317 318 319 320 321 322 323

324 325 326 327 328

19
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Me

COZMG

/ COZM9

—3.991
——3.837

[=.]

frad

Ll

™ Current Data Parameters
HNAME PVE=-427
EXPNO 1
PROCHD 1
F2 - Reoquisition Parameters
Date_ 20140809
Time 12.45
INSTRUM spect
PROBHD 5 mm DUL 13C-1
FULPROG zg30
) 65536
SOLVENT CoCl3
W3S 16
DS 2
SHH §223.6885 Hz
FIDRES 0.125483 Hz
h:1s) J.9846387 sec
R 101
oW 60.800 usec
DE 6.00 u=ec
TE 293.9 K
ol 1.00000000 sec
Do 1
======== CHRNHNEL fl ========
NUCl 1H
Pl 11.42 uzec
FL1 -3.00 4B
SFO1 400.1324710 MH=z
F2 - Processing parameters
51 32768
5F 400,12929260 MH=z
WowW EM
S5B 0
LB 0.30 Hz
GB 0
BC 1.00

N S N R

20
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C13CPFD CDC13 {D:\MB} KOPAL 1

Current Data Parameters

oo AW NN~ I;;B;thto PUH*E;
= O [l s I = = B B N L e e o R E oD = == o BROCHD 1
I a2 o+ ® 2 a2 = w w ow L= I s s o o
o WO Lo N0 IR I ol e B B i L LI ] L] s .
OO 0 O O e BN O e e I~ r~ 0 od ol F2 - MAogquisition Parameters
— o o o ~ = [~ L o Date_ 20140909
Time 12.48
INSTRUM spect
PROEBHD S mm DUL 13c-1
PULPROG - zgpg 30
™D ES536
SOLVENT ChCLE
[ T3
ns ]
SWH 24038.461 Hz
FIDRES 0.366798 H=
B 1.3631968 sec
BG 57
(7] 20.800 usec
DE 6.00 usec
TE 284.6 K
ol 2.00000000 sec
di1 0,03000000 sec
s M N DELTA 1.8959595998 sec
e OO 1
CO,Me
======== [HANHEL fl =eeess==
— HuClL 13¢
Pl 9.15 usec
/ COZMe PL1 0.00 dB
N SFOL 1006220298 MHz
H mmmm==== CHANNEL £2 =
CEDERGE waltzlé
4g WOC2 1H
L J FCEDZ 30,00 usec
PL12 14,80 dB
BFL13 14.%0 dbB
PLZ2 -3.00 dB
sF02 400.1316005 MHz
F2 - Precessing parameters
51 A276H
SF 100.6127594 MHz
WOW EM
5B 1]
LE 1.00 Hz
GR ]
BC 1.40
A et P ik S i el it gt et
M Lt s s aai s L prevrrereT T r T T T T I T T T T T
120 180 170 1ed 150 140 130 120 110 100 90 8D 70 &l 50 40 30 20 10 ppm
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.rr;ple Name PVK-3-ME-DMALD Position Instrument Name Q-TOF User Name QTOF-FUNaDmIn

nj Vol -1 InjPosition SampleType Sample IRM Calibration Status Sucoess

Data Filename  PVK-3-ME-DMAD.d ACQ Method Pondicherry Universi Comment MB-PV-273.2839 Acquired Tima 17-12-2014 11:31:49
«1a 3 |Cpd 1: ©15 H15 N O4: + FBF Spectrum (0.404-0.787 min) PVK-3-ME-DMAD.d Subtract -3 =33 2419

2741062
5.4 4 (M+H)+

5.2
5_
o] Me  co,me
4.5 —
4.4 / COZMG
4.2 - ' N
4 H
3.8 4g
3.65-
3.4 4
3.2
3_
2.8
2.6
2.4
2.2
>
1.8
1.6
1.4
1.2 4
1
0.8
0.6
0.4
0.2

264 265 266 267 268 260 270 271 272 273 274 275 276 277 278 279 280 281 282 283 284 285 286
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7.669
7.367
7.347
7.345
7.327
7.324
7.322
7.317
7.307
7.305
7.260
7.244
7.240
7.237
7.222

T —

7.219
7.216
7.201
7.198
7.150
7.146
7.143
7.128
7.126
7.123
7.108
7.106
6.813
4.237
4.219
4.201
4.182
3.846
3.624
1.542
1.524
1.505

NAME
EXPNO
PROCNO

Current Data Parameters
PVK-N-ET-DMAD-IND

3
1

F2 - Acquisition Parameters

Date_
Time

INSTRUM

PROBHD

PULPROG

TD

SOLVENT

/S —Z

Me
4h

/) —COzMe AQ

NS
CO,Me DS

SWH
FIDRES

RG

NUC1
Pl
PL1
SFO1

20180902
13.07
spect

5 mm BBO BB-1H

zg30
65536
CDC13
16
2
8223.685 Hz
0.125483 Hz
3.9846387 sec
228
60.800 usec
6.00 usec
294.2 K
1.00000000 sec
1

CHANNEL fl ========

1H
14.35 usec
-1.00 dB
400.1324710 MHz

F2 - Processing parameters

L]

L L B I

11 10 9

L B B L L B B R B I

8 5 4 3 2 1 pPpm

7 6
>~ (o~~~
OO0 +H (N |O |0
O || |O

2.06
3.13

N 3.00—
3.10

32768
400.1300049 MHz
EM
0
0.30 Hz

0
1.00



n NOOMMHNOL
< O NN MMOTOHO VW o W 1N MmO ((e] o
. R < i © o 00 < <
0 © NINO~NMANOO O~ .. . .
o O MNMOMOMOANANANNHOO ~r~ o AN L) n
— - e A A A S~~~ n n < — Current Data Parameters
NAME PVK-N-ET-DMAD-IND
EXPNO 5
PROCNO 1
F2 - Acquisition Parameters
Date 20180902
Time 14.53
INSTRUM spect
PROBHD 5 mm BBO BB-1H
PULPROG zgpg30
TD 65536
SOLVENT CDC13
CO,Me NS 1657
— DS 4
SWH 24038.461 Hz
/ CO,Me FIDRES 0.366798 Hz
AQ 1.3631988 sec
N RG 322
4‘ DW 20.800 usec
DE 6.00 usec
Me TE 294.5 K
4h D1 2.00000000 sec
dil 0.03000000 sec
DELTA 1.89999998 sec
TDO 1
======== CHANNEL fl ========
NUC1 13C
Pl 9.95 usec
PL1 -1.00 dB
SFO1 100.6228298 MHz
======== CHANNEL f2 ========
CPDPRG2 waltzl6
NUC2 1H
PCPD2 90.00 usec
PL12 14.95 dB
PL13 120.00 dB
PL2 -1.00 dB
SFO2 400.1316005 MHz
F2 - Processing parameters
ST 32768
SF 100.6127560 MHz
WDW EM
SSB 0
LB 1.00 Hz
GB 0
PC 1.40
] bl Bl -
) I ) I ) I ) I ) I ) I ) '
160 140 120 80 40 20 Ppm



2 Name
A
¢ Filename

PVK-N-ET- DMAD Position
-1 InjPosition

Instrument Name Q-TOF
SampleType
PVK-N-ET-DMAD.d ACQ Method Pondicherry Universi Comment

Sample
MS-MB-287.3105

User Name

IRM Calibration Status
Acquired Time

QTOF-PU\admin
Success
20-03-2015 11:45:47

-
x10 3 |Cpd 1: C16 H17 N O4: + FBF Spectrum (0.450-0.801 min) PVYK-N-ET-DMAD.d Subtract

5.2
5
4.8
461
4.4
4.2
4_
3.8
3.6
3.4
3.2
3
2.8
26

2.2

2
1.8
1.6-
1.4-
1.2-

1 4
0.8
0.6
0.4
0.2 |

288.1245
(M+H)+

COzMG
/) —COaMe
\
Me
4h

280 281 282 283 284 285 286 287 288 289 290 291 292 293 294 295 296 297 298 299 300 301 302
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CONSTNOANOOTNANONNLTLHANOAITIANO I N O aNM- )] o
MOV INTNONONANAAHANLTOOANA AN LT OMON [oo] o
MOOMOANANANANANANANANANN A A A A A 00 0 © n o
~e~r~eeccpc>cM>N>>>>N>NINN~Y Mmmom - o Current Data Parameters
NAME PVK-N-ME-IND-DMAD
EXPNO 3
PROCNO 1
F2 - Acquisition Parameters
Date__ 20180831
Time 18.36
INSTRUM spect
PROBHD 5 mm BBO BB-1H
PULPROG zg30
TD 65536
SOLVENT CDC13
NS 16
CO,Me DS 2
— SWH 8223.685 Hz
FIDRES 0.125483 Hz
/ CO,Me aAQ 3.9846387 sec
RG 362
N DW 60.800 usec
DE 6.00 usec
Me TE 294.9 K
4i D1 1.00000000 sec
TDO 1
======== CHANNEL fl ========
NUC1 1H
Pl 14.35 usec
PL1 -1.00 dB
SFO1 400.1324710 MHz
F2 - Processing parameters
SI 32768
SF 400.1300049 MHz
WDW EM
SSB 0
LB 0.30 Hz
GB 0
PC 1.00
J M I Juut_ .
,,,,,,,[,,,,,,,,,‘,,,,,,,,,[,,,,,,, s T R e T B e
9 6 5 4 3 2 1 0 ppm
oM (x| (< O |(N (00
o|M(M|— (O (O
™ |N [ | O [soR{saNsg}
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o« CONNE~NONOM
< O 0O —HLD AT O LN o ™M (3]
. e e s s e e e e o . o) O\ ™
© O COANTMONOO OIS .. .
O MOMOMNOANANANN-HOO AN ™
— e A A A A n n ™ Current Data Parameters
NAME PVK-N-ME-IND-DMAD
EXPNO 4
PROCNO 1
F2 - Acquisition Parameters
Date 20180831
Time 18.41
INSTRUM spect
PROBHD 5 mm BBO BB-1H
PULPROG zgpg30
TD 65536
SOLVENT CDC13
NS 4262
DS 4
SWH 24038.461 Hz
FIDRES 0.366798 Hz
AQ 1.3631988 sec
COZMe RG 362
— DW 20.800 usec
DE 6.00 usec
COZMe TE 294.9 K
/ D1 2.00000000 sec
N dil 0.03000000 sec
/ DELTA 1.89999998 sec
Me TDO 1
4i
======== CHANNEL fl ========
NUC1 13C
Pl 9.95 usec
PL1 -1.00 dB
SFO1 100.6228298 MHz
======== CHANNEL f2 ========
CPDPRG2 waltzl1l6
NUC2 1H
PCPD2 90.00 usec
PL12 14.95 dB
PL13 120.00 dB
PL2 -1.00 dB
SFO2 400.1316005 MHz
F2 - Processing parameters
SI 32768
SF 100.6127554 MHz
WDW EM
SSB 0
LB 1.00 Hz
GB 0
PC 1.40
I ) I ) I ) I ) I ) I ) I ) I
180 160 140 120 100 60 40 20 Ppm
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/Name  PVK-N-Me-DMAD Position

-1 InjPosition

Instrument Name Q-TOF
SampleType

.Filename  PVK-N-Me-DMAD.d ACQ Method Pondicherry Universi Comment

PVK-MB-273.1001

User Name

IRM Calibration Status
Acquired Time

QTOF-PU\admin
Success
22-04-2015 11:36:46

x10 3
1.3 4
1.25
1.2
1.15
1.1
1.051
1-
0.95
0.9
0.85 -
0.8
0.75
0.7
0.65
0.6
0.551
0.5 1
0.45 -
0.4
0.35 1
0.3

0.25 4
0.24

0.15
0.1+

0.05

274.10867
(M+H)+

Cpd 1: C15 H15 N O4: + FBF Spectrum (0.470-0.754 min) PVK-N-Me-DMAD.d Subtract
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266 267 268 260 270 271 272 273 274 275 276 277 278 279 280 281 282 283 284 285 286 287 288



PROTON CDC13 {D:\MB} KOPAL 1
N OOWOMOANMETO AN ONIDOTT OOV MOOETMOWL AL MWL ANOO O
OO MMM A IOV OVWOOWOMCETTVOVWOWLW S T T NN WS ™~ O Current Data Parameters
OMMmOMMOMMOMMOANNNNNNAHAAAAAAA A A OO LO O NAME PVK-N-BN-DEAD
I T e e e e e S e e e N e e T e S N S e A e A S L R K N e ogﬁgggo %
F2 - Acquisition Parameters
Date 20150312
Time 16.54
INSTRUM spect
PROBHD 5 mm DUL 13C-1
PULPROG zg30
TD 65536
SOLVENT CDC13
NS 16
DS 2
SWH 8223.685 Hz
CO,Me FIDRES 0.125483 Hz
— AQ 3.9846387 sec
RG 181
COZMe DW 60.800 usec
/ DE 6.00 usec
N TE 296.7 K
D1 1.00000000 sec
TDO 1
==== CHANNEL f1l1 ========
1H
. 11.42 usec
4 -3.00 dB
400.1324710 MHz
F2 - Processing parameters
ST 32768
SF 400.1300051 MHz
WDW EM
SSB 0
LB 0.30 Hz
GB 0
PC 1.00
M " LJLL
11 10 9 8 7 6 5 4 3 2 1 pprm
Q|0 |M |0 N o~
o (N |~ |o o o) |O
OO N ™



O AN OCWONWOWOMWMOTANNOO LN
— O nmoNwvwoHoStrOoOINMMOVOMM o WO n o
. . [ < o) 0 LN
0 © FPOOAONNNNITNOOO® .
0 MONMOMOANANNANNNANNAHO ~ AN - O
— A A A A A ~~ 0 10 10 Current Data Parameters
NAME PVK-N-BN-DEAD
EXPNO 3
PROCNO 1
F2 - Acquisition Parameters
Date_ 20150313
Time 10.13
INSTRUM spect
PROBHD 5 mm DUL 13C-1
PULPROG zgpg30
TD 65536
SOLVENT CDC13
NS 256
DS 4
SWH 24038.461 Hz
COMe FIDRES 0.366798 Hz
— AQ 1.3631988 sec
RG 32
// CO;Me DW 20.800 usec
DE 6.00 usec
N TE 294.7 K
D1 2.00000000 sec
dll 0.03000000 sec
DELTA 1.89999998 sec
TDO 1
4] == CHANNEL fl ========
13C
9.15 usec
0.00 dB
100.6228298 MHz
======== CHANNEL f2 ========
CPDPRG2 waltzl6
NUC2 1H
PCPD2 90.00 usec
PL12 14.90 dB
PL13 14.90 dB
PL2 -3.00 dB
SFO2 400.1316005 MHz
F2 - Processing parameters
SI 32768
SF 100.6127554 MHz
WDW EM
SSB 0
LB 1.00 Hz
GB 0
PC 1.40
I ) I ) I ) I ) I I I ) I I I
180 160 140 120 100 80 60 40 20 Ppm
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a PVK-N-Bn-DMAD Position Instrument Name Q-TOF User Name QTOF-PU\admin
-1 InjPosition SampleType Sample IRM Calibration Status Success
dename  PVK-N-Bn-DMAD.d ACQ Method Pondicherry Universi Comment PVK-MB-349.1314 Acquired Time 28-04-2015 12:53:23

x10 4 [Cpd 1: C21 H19 N O4: + FBF Spectrum (0.438-0.755 min) PVK-N-Bn-DMAD.d Subtract

2.1+

21 350.1387
o (M+H)+

.84
.74
.6

51 COZMe

4 - =

3 / C02M9
.21 N

.14

- -l - e b - el -k
. v

-h

1
0.9+ 4
0.8
0.7
0.6-
0.5-
0.4
0.3
0.2-
0.1

343 344 345 346 347 348 349 350 351 352 353 354 355 356 357 358 350 360 361 362 363 364 365 366
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PROTON CDC13 {D:\MB} KOPAL 1
OMWOVWWOWOAFTI-TONWHT OO OO — < 0O (N O +— 0O O N M ™~
O HOOODOOM>T~- OO LW < M N OO M~ LW w0 WO AN [~ 0
N AN NN A A A~ —OOOYO ™™~ ) O)Y O O O O ™~ W O mnmm
[ e e R Sl il e T B N C®JANC NG IO N IaNe) M MMM OMOMoO M —
CO,Me
—
/)~ COzMe
N
4k
I JULM -
9 8 7 6 4 3
O [N |IO O O |00 |~ O
O |OY|oo O O[O [Q\)
— O [ | — | MM O

32

Current Data Parameters

NAME PVK-N-BU-IND-DMAD-D
EXPNO 1
PROCNO 1

F2 - Acquisition Parameters
Date 20170908

Time 16.58
INSTRUM spect
PROBHD 5 mm DUL 13C-1
PULPROG zg30

TD 65536
SOLVENT CDC13

NS 16

DS 2

SWH 8223.685 Hz
FIDRES 0.125483 Hz
AQ 3.9846387 sec
RG 203

DW 60.800 usec
DE 6.00 usec
TE 300.0 K

D1 1.00000000 sec
TDO 1
======== CHANNEL fl ========
NUC1 1H

Pl 11.42 usec
PL1 -3.00 dB
SFO1 400.1324710 MHz
F2 - Processing parameters
SI 32768

SF 400.1300051 MHz
WDW EM

SSB 0

LB 0.30 Hz
GB 0

PC 1.00



O « N0 ANNTHWOMO O
om TN OO M>~YO o O « La B o]
L .- . Bk < — © N~ —
O~ YN ONHHOTO .. .
0 N LOMOOON-AA ~~ o AN - - AN
— S B S Qi [ S B B NI~ I~ Yol el Ts) N Current Data Parameters
NAME PVK-N-BU-IND-DMAD-D
EXPNO 2
PROCNO 1
F2 - Acquisition Parameters
Date 20170910
Time 22.23
INSTRUM spect
PROBHD 5 mm DUL 13C-1
PULPROG zgpg30
TD 65536
SOLVENT CDC13
NS 512
DS 4
SWH 24038.461 Hz
FIDRES 0.366798 Hz
AQ 1.3631988 sec
COzMe RG 64
= DW 20.800 usec
DE 6.00 usec
/) COzMe TE 294.1 K
D1 1.00000000 sec
N a1l 0.03000000 sec
DELTA 0.89999998 sec
TDO 1
4k ======== CHANNEL fl ========
NUC1 13C
Pl 9.15 usec
PL1 0.00 dB
SFO1 100.6228298 MHz
======== CHANNEL f2 ========
CPDPRG2 waltz1l6
NUC2 1H
PCPD2 90.00 usec
PL12 14.90 dB
PL13 14.90 dB
PL2 -3.00 dB
SFO2 400.1316005 MHz
F2 - Processing parameters
SI 32768
SF 100.6127546 MHz
WDW EM
SSB 0
LB 1.00 Hz
GB 0
PC 1.40
I ) I ) I ) I ) I I I I I )
180 160 140 120 100 80 60 40 20 Ppm
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sle Name PVK-N-ISP-IND-DMAP Position Instrument Name Q-TOF User Name QTOF-PU\admin
4 Vol -1 InjPosition SampleType Sample IRM Calibration Status Success
Data Filename  PVK-N-ISP-IND-DMAP2. ACQ Method Pondicherry Universi Comment PVK-MB-302.1392 Acquired Time 20-10-2017 12:52:27

%10 3 [+ Scan (0.665 min) PVK-N-ISP-IND-DMAP2.d
9.5-

8.5 302.1407 CO,Me
81 —

7.5 / CO,Me

7 /K
6.5

301.1437 I 4k
6 | ~ -

5.5
5 ]
4.5
4
3.5
3

2.5

1.5+
k |
|
| |

0': | ‘ | I‘ | L] ‘l H

2 |
| «
300 3005 301 301.5 302 3025 303 303.5 304 304.5 305 3055 306 3065 307 3075
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PROTON 3 {D:\MB} KOPAL 1
[@NCINC o)) N~ O~y O~ <0 <O~ NHNO N MO O~ LWNn O
O W mMmAN — O L Oy O M ~ I~ <N O N OWOWMOOWOWT AN LWL T N
AN — — O) 00O O 0 WO WO O 10 N NN O WOWOWOMMOMOM— 00 O 0 O
~ ~ ~ -~ O WO W N onmomonom A A A A A A A A AO O OO
CO,Me
—
// (:()zhne
N
4]
8 7 6 5 4 3 2 1 Pprm
<O (O O[O | [ (2] [ee) ~
QO |O |~ 1O N|[O] [ [ee] [&)) <
|| | ||| —
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Current Data Parameters

NAME PVK-N-ISP-IND-DMAD-D
EXPNO 1
PROCNO 1

F2 - Acquisition Parameters
Date 20170908
Time 17.04
INSTRUM spect
PROBHD 5 mm DUL 13C-1
PULPROG zg30

TD 65536
SOLVENT CDC13

NS 16

DS 2

SWH 8223.685 Hz
FIDRES 0.125483 Hz
AQ 3.9846387 sec
RG 181

DW 60.800 usec
DE 6.00 usec
TE 293.6 K

D1 1.00000000 sec
TDO 1
======== CHANNEL fl ========
NUC1 1H

Pl 11.42 usec
PL1 -3.00 dB
SFO1 400.1324710 MHz
F2 - Processing parameters
SI 32768

SF 400.1300425 MHz
WDW EM

SSB 0

LB 0.30 Hz
GB 0

PC 1.00



oY O~ OMOoONMMOH
o o o AN ANON A 0 O = o n o N o m
P T T <t — 0 N N~ (Vo) o O
S~ | ) ON-HHOSO < LI [ . . .
OO N w1n LTOMOMMN A A ~~ Yo AN N — o m c
e B e B R R R R R R ~ S~ 0 10 10 ™ N urrent Data Parameters
NAME PVK-N-ISP-IND-DMAD-D
EXPNO 2
PROCNO 1
F2 - Acquisition Parameters
Date 20170910
Time 19.15
INSTRUM spect
PROBHD 5 mm DUL 13C-1
PULPROG zgpg30
TD 65536
SOLVENT CDC13
NS 256
DS 4
SWH 24038.461 Hz
COzMe FIDRES 0.366798 Hz
— AQ 1.3631988 sec
RG 64
/ CO,Me DW 20.800 usec
DE 6.00 usec
N TE 292.8 K
D1 2.00000000 sec
dll 0.03000000 sec
DELTA 1.89999998 sec
41 TDO 1
======== CHANNEL fl ========
NUC1 13C
Pl 9.15 usec
PL1 0.00 dB
SFO1 100.6228298 MHz
======== CHANNEL f2 ========
CPDPRG2 waltzl6
NUC2 1H
PCPD2 90.00 usec
PL12 14.90 dB
PL13 14.90 dB
PL2 -3.00 dB
SFO2 400.1316005 MHz
F2 - Processing parameters
ST 32768
SF 100.6127557 MHz
WDW EM
SSB 0
LB 1.00 Hz
GB 0
PC 1.40
I ) I ) I ) I ) I ) I ) I ) I ) I ) I
180 160 140 120 100 80 60 40 20 ppm
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Sample Name PVK-N-BU-DND-DMAD Position Instrument Name Q-TOF User Name QTOF-PU\admin

Inj Vol -1 InjPosition SampleType Sample IRM Calibration Status Success
Data Filename  PVK-N-BU-DND-DMAD.d ACQ Method Pondicherry Universi Comment PVK-MB-315.1471 Acquired Time 09-05-2018 11:43:53

x10 4 {Cpd 1: C18 H21 N O4: + FBF Spectrum (0.476-0.814 min) PVK-N-BU-DND-DMAD.d Subtract -
4

3.8

316.1520 CO,Me

3.6- (M+H)+
i

3.4 !

—

CO,Me
3.2 /

i N
3
2.8 i K/\
|

2.6 4

2.4
2.24

2
1.8+
1.6
1.4-
1.2
i 317.1554
0.8 (M+H)+
0.6

0.4

| 318.1554
0.2 | (M+H)+
| |

(o]

314 3145 315 3155 316 3165 317 3175 318 3185 319 316.5 320 3205 321 321.5
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7.247
7.244
7.224
7.181
7.178
7.163
7.160
7.157
7.143
7.140
7.094
7.091
7.074
7.072
7.057
7.054
7.035

=

2.283

——0.006

(:()znne
—
/ CO,Me
N M
/ e
Me
4m
8 7 6 4 pPpm
<O (v | O\ [t [N n
™M|O | |00 oo o o
N |H | NN N
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Current Data Parameters

NAME PVK-ME-N-ME-IND-DMAD
EXPNO 1
PROCNO 1

F2 - Acquisition Parameters
Date 20180827

Time 10.15
INSTRUM spect
PROBHD 5 mm BBO BB-1H
PULPROG zg30

TD 65536
SOLVENT CDC13

NS 16

DS 2

SWH 8223.685 Hz
FIDRES 0.125483 Hz
AQ 3.9846387 sec
RG 256

DW 60.800 usec
DE 6.00 usec
TE 291.1 K

D1 1.00000000 sec
TDO 1
======== CHANNEL fl ========
NUC1 1H

Pl 14.35 usec
PL1 -1.00 dB
SFO1 400.1324710 MHz
F2 - Processing parameters
SI 32768

SF 400.1300049 MHz
WDW EM

SSB 0

LB 0.30 Hz
GB 0

PC 1.00



N O ~CrHOOMS - OO
QN 0 ONTOOONHOWAN o W 1N r~ o < (o]
. e e e e e e e e e e < — 0 o O [e)) o
o LN o~~~ -HOOOWONW o e e . . . .
MOMOANNNNHOO ~~ Y N - o) N
— e A A A A A A A ~ o~ n n N — Current Data Parameters
NAME PVK-ME-N-ME-IND-DMAD
EXPNO 2
PROCNO 1
F2 - Acquisition Parameters
Date 20180827
Time 10.18
INSTRUM spect
PROBHD 5 mm BBO BB-1H
PULPROG zgpg30
TD 65536
SOLVENT CDC13
NS 256
DS 4
SWH 24038.461 Hz
FIDRES 0.366798 Hz
AQ 1.3631988 sec
RG 90.5
COzMQ DW 20.800 usec
DE 6.00 usec
— TE 291.4 K
D1 2.00000000 sec
Y, COzMe di1 0.03000000 sec
N DELTA 1.89999998 sec
TDO 1
M / Me
e ======== CHANNEL f1l ========
4m NUC1 13C
Pl 9.95 usec
PL1 -1.00 dB
SFO1 100.6228298 MHz
======== CHANNEL f2 ========
CPDPRG2 waltzl6
NUC2 1H
PCPD2 90.00 usec
PL12 14.95 dB
PL13 120.00 dB
PL2 -1.00 dB
SFO2 400.1316005 MHz
F2 - Processing parameters
SI 32768
SF 100.6127566 MHz
WDW EM
SSB 0
LB 1.00 Hz
GB 0
PC 1.40
! I ! I ! I ! I ! I ! I ! I ! I ! I '
160 140 120 100 80 60 40 20 Ppm
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Sample Name PVEK-N-Me-2-Me-IND-DM Position Instrument Name Q-TOF User Name QTOF-PU\admin
Inj Vol -1 InjPosition SampleType Sample IRM Calibration Status Success
Data Filename  PVE-N-Me-2-Me-IND-DM ACQ Method Pondicherry Liniversi Commeant PVK-MB-287.1158 Acquired Time 31-08-2018 12:17:12

<10 5 |Cpd 1: C16 H17 N O4: + FBF Spectrum (0.636-0.952 min) PVK-N-Me-2-Me-IND-DMAD.d Subtract

1.7

288.1237
1.6 (M+H)+

1.5

1.4 ( N
co,Me

1.3 —

1 2] / COZMe

Me

- >

0.9+
0.8
0.7

0.6

0.4

289.1269
0.3+ (M+H)+

0.2

0.1 | 290.1294
(M+H)+ 291 1326

o | (M+H)+
286 287 288 289 290 291 292 293 294
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PROTON CDC13 {D:\MB} KCPAL 1
o — 2 m O = e & [~ 00 Ch "D = =f = 0 o O o M- O e WD = L= I =] o]
RERSHREREEEEEEE2354F FHRAEET Z RZREEE £
88 = I~ [ I~ [= [~ [~ = [= [~ [~ [~ [~ [~ [~ [~ [~~~ == == === = i —_—— I;Z;r T
CO,Et
—
// (:c)zEt
N
H Me
4n
T T T T T T T T
75 7.0 65 60 : 40 35 30 25 20
l \ \
o e 4
slale ieii=] feil
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Current Data Parameters

HAME
EXEND
PROCHO

PVE-408
1
1

F2-= Acquisition Parameters

Date_
Time
IHNSTRUM
PROBHD
FULPROG
D
SOLVENT
HS -

os

SWH
FIDRES

AQ
R

20140811
15.1%
spect

5 mm DUL 13C-1

zg30

E5536

cocl3

1a

2
§223.685 Hz
0.125483 Hz
3.9846387 se:z

144

60.800 us=c
6.00 usec

295.3 K
1.00000000 sec
1

CHAMNEL f

q400. 1324710 MHz

F2 - Processing parameters

32768
400.1300051 MH=z
EM
o
0,30 H=z
[u}
1.00



Cl3CPD CDC13

_——167.43

TT—— 165.77

L

L:\MB} KOPAL 1

CO,Et

/) —COqEt

Iz

Me

4n

118.90

TT——110.70

T 107.02

T7.48

T7.

1

7a.04

_——£1.95

T—— 560.78

14.26
14.06
13.00

T
180

T T
160 140 120

8O

60
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20

Current Data Parameters

HAME FVE-408
EXFNT 2
FROCHO 1
F2 - Roquisition Parameters
Date_ FO0140B11
Time 15.30
[NSTREOM spact

FROBHD 5 mm DUL L3C-1

PULPROG zgpg30

T 65536
SOLVENT Ccnels

|3k 174

ns ]

SWH 24038.461 Hz
FIDRES 0.3166768 Hz
AQ 1.3631988 sec
BG 45,2

oW 20.800 usee
DE .00 usec
TE 295.8 K

D1 2.00000000 sec
411 0023000000 s
DELTA 1_.B99999%98 sac
DD 1
======== CHANHEL f]l we=m====—
HUC1 13C

Fl 9.15 usec
FL1 0.00 dB
SFO1 100, 622H298 Mz
======== CHARNHNEL fZ —-——======
CPDPRGE waltzlg

b [ 1H
PCEDZ S0.00 uses
PL12 14.90 4B
BPL13 14.90 ds
PLZ =3.00 dB
SFO2 400, 1216005 MH:z
F2 = Processing parameters
a1 32ToB

5F 100.6127558 MHz
WoW EM

SER 0

LB 1.00 Hz
GB a

PC 1.40



mple Name PVE-2-ME-N-DEAD Position Instrument Mame Q-TOF User Name QTOF-PUNadmIn

aj Yol -1 InjPosition SampleType Sampla IRM Calibration Status Success
Data Filename PVK-2-ME-N-DEAD.d ACQ Method Pandicherry Universi Comment MB-PV-273.2839 Acquired Time 17-12-2014 11:38:03

%10 4 [Cpd 1: ©17 H19 N O4: + FBF Spectrum (0.420-0.720 min) PVK-2-ME-N-DEAD.d Subtract - 31 33
74 302.1422
6.75- (M-H)+
6.5
6.25 1
5-
5.75-
5.5
5.251
5-
4.75- 4n
4.5
4.25.
a4
3.751
as-
3.25 |
3
2. 754
2.5
2.25]
=2
1.75-
1.5- |
1.251 I
i |
0.75- L
0.5 b
0.251

CO,Et

/ CO,Et

Iz
=
o

| i
253 204 295 296 297 298 299 300 301 302 303 304 305 306 307 308 309 310 311 312 313 314 315 3186
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O oM SN oW @O e DT O O @ D I = R Ty [
e BT T T s T T o B T B I I I B B B e o T o R e mMmMmo oo [=]
R= 0l el e S Bt S e e el el e el el el el R R RSB S S e B B B =)
Current .Data Parameters
HAME BVE=407
EXPRO 1
PROCHOD 1
F2 - Acguiszition Parameters
Date_ L 20140811
Time 15.00
INSTROM spect
PROBHD 5 mm DOL 13C-1
PULPROG 530
TD 65536
SOLVENT cDcl3
p N HS 18
CO,E s :
E SWH 3223.6B5 Hz
2Et FIDRES 0,126483 Kz
— AQ 1. 5846387 aec
RG 161
CO,Et W 60,600 usec
/ = RE - 6,00 nsec
N TE 2585.3 K
bl 1.00000000 zec
H LA 1
------- CHANNEL fl ========
N 4o b, Mucl 1H
PL 11.42 usec
BL1 =3.00 dB
5801 400.1324710 HH:z
FZ = Processing parameters
51 327:8
5P 400.130
WOW EM
55B 1]
L 0.30 3z
GB ]
BC 1.00

@
wn
-9
"
(53
-]

0 PFm

e
|1
__}f'_-

Ky

3.78
3

44



ZPD CDC13 {D:\MB} KOPAL 1

Current Data Parameters

WAME DVE-407
™~ M~ 0 W O W 0 EXENO 2
"alis! == =0 D 0 o=@ WD) O D =t o o M~ — PROCHD 1
(I L T R = OO [ Bls 3 [t -]
[ o -0y - WO oo Ty - ' .o F2 - Roquisition Parameters
(e tel LAn B AR T ot Bt B N IR VRN SN I B B = [~ W [ ] <~ =y Date 20140811
= o~ L B B B B e I B B B I | M~~~ (e ¥s — Tima 15.12
| ] [ I | IHSTRIM spact
i L\ l f / /I K ) Vo PROBHD 5 mm DUL 13C-1
1 ! / f \ PULPROG 2qpg3d
'.f oy ¥, T 85536
I \] |1 I ] SOLVENT CDCL3
WS 159
oE - 4
SWH 24038. 461 Hz
FIDRES 0.366758 H=z
AQ 1.36319%88 sec
R 32
oW 20,800 usec
oE 6.00 usec
TE 295.8 K
q h ) 2.00000000 sec
11 0.03000000 sec
COZEt DELTA 1,85550998 gec
= TOO 1
mmwe———= CHANNEL f1
/ CO,Et NuCl i
Bl
N PL1 0,00 dB
H SFOL 100, 6228298 MH:
S=—===—== CHANHEL [Z ===
N 4o J CEDFRGZ waltzlé
HOC2 14
BCPDZ2 0,00 uses
FL1Z 14.90 d8
FL13 14.90 dB
FLZ =3.00 dB
P02 400.131600% MHz
F2 - Processing parameters
sSI 32768
5F i MHz
WO
55B
B Hz
GB
fln

I T ) I | 1
180 Led 140 120 100 80 &0 40 20 0 ppm
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ame PVK-IND-DEAD fPosition Instrument Name Q-TOF User Name QTOF-PUadmiEn

Filena

=10 3
- 1.051

1 -
0.95
0.9-
QEET
0.8
0.75-
0.7
0.65
0.6
0.55
0.5
0.45-
0.41
0.35 4
0.3
0.25 -
0.2-
0.15
a1{

0.05 1 |

-1 InjPosition SampleType Sample IRM Calibration Status Sucress
me  PYE-IND-DEAD.d ACG Method Fondicherry Universi Comment PYK-MB-287.3105 Acquired Time 03-02-2015 10:46:51

Cpd 1: C168 H17 N O4; + FBF Spactrum {0.385-0.718 min) PVK-IND-DEAD.d Subtract

CO,Et

288.1225 .
(Brﬁa-H}-u— / CO,Et

Iz

40

]

281 ZBZ 283 284 285 286 287 288 289 200 291 202 203 294 205 296 297 208 289 300 301 302 303

46



PROTON CDCL13

{D:\MB}] KOPAL 1

S HERRBRSRZEES CEEES R Jaacsss &
=T i S R T B s B I — i — L~ morn ey = MO R R O e e
I e el ol Sl el S S -] < o o F o e e =<
Current Data Parameters
NAME PVE-415
‘ Wn// N V. \N W ‘ EXEHO 1
PROCNG 1
F2 - Acquisition Parameters
Date 20140830
Time 1z.07
INSTRUM spect
FPROBHD 5 mm DUL 13C-1
PULPROG g3l
TO 65536
SOLVENT COCL3
[ 1&
( DS 2
SWH §223.685 He
FIDRES 0.125483 Hz
AQ 3.9846387 sec
CO,Et RG 161
Br — CH 60,800 usec
DE 6.00 usac
B 294.5 K
Y, CO,Et D1 1.00000000 sec
N DA 1
H ======== CHANNEL fl ========
NUC1 1H
L 4p El 11.42 usec
FL1 =3.00 4B
5rol 400.1324710 MHz
F2 - Processing parameters
51 32
SF 400.1300051 MHz
wWow EM
558 [
LB .30 Hz
GB 0
EC 1.00
I T I T T T T T T T T T I T T T T T
90 85 80 75 70 65 60 55 50 45 40 300 025 20 L5 10 05 ppm
/4 r)
@ SAERE e cEl
s lalsl=lales Pt el



C1l3CPD CDC13 {D:\MB} KOPAL 1

[ = sl [ I I o B B MG s o [
— [ S s LA Bt B s T i Y o0 0 =y o U [Tu JN]
. . ] - . . . - . - . - = —~ oo — ] e
= [~ =r o0 00D W) O Yoo EEE - . P
WO Ao [ DA I Bt Bt ot B B B ) =~ W (SN = =p
— — Lo B o B B B B B I I B ] =~ r~r- D D — o~
CO,Et
Br =
/)~ CO,Et
N
H
A\ 4p J
N I I I T I T | T I
180 170 1e0 150 140 130 120 110 100 80 7 &0 10

Current Data Parameters

HAME PVE-415
EXFHO 2
PROCHND 1

F2 - hoguisition Farameters
Date_ 20140901
Time 1G.16
IHSTRUM apect
PROBHD 5 mm DUL 13C-1
POLFROG  ~ 2gpgE0

TD 65536
SOLVENT CDOCl3

HS 256G

D5 4

SWH 24038.461 Hz
FIDRES . 3GETHE He
P1e] 1.3631988 sec
RG EL

oW 20,800 usec
DE 6.00 usec
TE 285.3 K
Dl 2.00000000 sec
dll 0,03000000 sec
DELTA 1.895599998 sec
TO0 1
memmmm— CHANHEL £l =e=sssses
HOC1 13c

Fl 9,15 usec
FL1 0.00 dB
SFO1 100. 6228298 HH2
======== CHANNEL f2 ====—==
CPDPRGZ waltzlg
woC? 1H
FCPDZ G0.00 u=ec
PL12Z 14,90 oB
PLLE 14.50 d&
PLZ -3.00 dB
SFQZ 400.1316005 MHz
F2 - Processing parameters
51 3274

SF 100.6127553 MHz
WoW EM

SE5B 1]

LB 1.00 Hz
GH a

BC 1.40



sle Name PVK-SBr-DEAD Position Instrument Name Q-TOF User Name
-1 InjPosition SampleType Sample IRM Calibration Status
A Filename  PVK-5Br-DEAD.d ACQ Method Pondicherry Universi Comment MM-MB-366.2065 Acquired Time

sol

.x10 3
2.2
2.1

2

.9

.8

.7

.6

.51

.4

3

21

RE

1

0.9-

0.8

0.7

0.6

0.5

0.4

0.3

0.2

0.1

L I T e T . |

o

QTOF-PU\admin
Success
02-01-2015 11:51:35

Cpd 1: C16 H16 Br N O4: + FBF Spectrum (0.385-0.753 min) PVK-5Br-DEAD.d Subtract

Br

Iz

ap

CO,Et

366.0324
(M+H)+

368.0298
(M+H)+

|
|

356 358 360 362 364 366 368 370 372 374

49

376

378

380



PROTON CDC13 {D:\MB} KOPAL 1

SEBCSIESIISRRRE 982RIFLRR 985883 g
L as == — = 00960~ Mmoo gogr memn a9 <
QO I~=0~0~~ 00~ \O0W\O\Ww oo o <t <t <t <f = = = <roen ——— [=!
CO,Et
MeO =
/' CO,Et
N
H
A\ 4q J
A
T T T T T T I T | I I T I T T i T I T [
90 85 80 75 70 65 60 55 S50 45 40 35 3.0 25 2.0 1.5 1.0 05 ppm

Current Data Parameters

usec
dB
MHz

Hz

NAME PVK-416
EXPNO 1
PROCNO 1
F2 - Acquisition Parameters
Date 20140901
Time 11.54
INSTRUM spect
PROBHD 5 mm DUL 13C-1
PULPROG zg30
TD 65536
SOLVENT CcDCl3
NS 16
DS 2
SWH 8223.685
FIDRES 0.125483
AQ 3.9846387
RG 90.5
DW 60.800
DE 6.00
TE 294.7
D1 1.00000000
TDO 1
======== CHANNEL fl
NUCL

Pl 11.42
PL1 =3.00
SFO1 400.1324710
F2 - Processing parameters
51 32768
SF 400.1300049 MH=z
WDW EM
S5B 0
LB 0.30
GB 0
PC 1.00



JCPD CDC13 {D:\MB} KOPAL 1

Current Data Parameters

=r \D r—~ e R I A O A T 5 T e - e gigﬁo wn'“g
o= o [l sl W R TR S T [~ T e - oy PROCHO 1
P . L T T T S == m O hoo o]
[ = O m =00 e v s o . s o
[T V] I Moot O O P eV B Yo - F2 - Roquisition Pacameters
— — e o e [~ D0 — Date_ 20140901
Time 12.03
INSTROM spact
FROBHD 5 mm DUL 13c-1
POLPROG =qpg30
T " £5536
SOLVENT cocl3
N5 150
o8 q
SWH 24034, 4461 Hz
FIDRES 0.366788 Hz
2ts) 1.3631989 sec
EG 57
oW 20,800 usec
N oE 6,00 usec
TE 295.1 K
ol 2.00000007 sec
dll 0.03000000 sec
: DELTA 1.89559998 sec
CO,Et e !
MeO = ==mmmma= CHANNEL 1 ========
il 13C
Fl 9.15 usec
/ CO,Et PL1 0.00 4B
N ZF01 100,6228298 MH:
H ====o==e CHANNEL f2 se=ss=z=
CPOERGZ waltzlh
wocz 18
4q pCPD2 90 .00 uses
EL1Z 14.490 dB
PL13 14.20 dB
PLZ =3.00 4B
502 400.1316005 MHz
F2 = PFrocessing parametars
5T 12768
SF 1010.6127591 MHz
Wow EW
558 a
LB 1.00 Hz
GBE 0
BC 1.40
- e vt bt
T T T T T T T T T T L
200 180 1&0 140 120 100 20 &0 40 20 0 ppm
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ame

-1

Alename  PVK-50Me-DEAD.d

PVK-5-OMe-DEAD Position
InjPosition

ACQ Method Pondicherry Universi

Instrument Name
SampleType
Comment

Q-TOF
Sample

PVK-MB-317.1263

User Name

IRM Calibration Status

Acquired Time

QTOF-PU\admin
Success
22-04-2015 11:50:35

x10 4
1.94
1.8
1.7
1.6
1.5
1.4
1.3
1.2 4

1.1

0.9
0.8
0.7 4
0.6 -
0.5-
0.4
0.3
0.2

0.1 4

+ Scan (0.517 min) PVK-50Me-DEAD.d

317.1146
|

318.1311

MeO

Iz

4q

CO,Et

317

|
3175

318

52
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FROTON CDC13 {D:\MB} KOPAL 1

EE&%QEB‘-‘SEQEE%& 2
e A R R e B Bk BB R e NS Qoo S
D il el < <) = Current Data Parameters
HAME PVE-414
. EXFNG 1
FROCNG 1
F2 - Acguisition Parameters
Date_ 20140826
Time 15.43
INSTRUM spect
FROBHD 5 mm DUL 13C-1
PULFROG zg30
r TD 65536
SOLVENT CDCL3
NS l&
0s 2
SWH B223.685 Hz
CO,Et FIDRES 0.125483 Hz
MeO — 20 39646387 sec
le] 114
CozEt oW 60.800 usec
/ DE §.00 usec
N TE 2974 K
b1 L.00000000 sec
TDO 1
mssmmm== CHANNEL fl ========
4r NuCcl 1H
Pl 11.42 usec
L ) PL1 -3,00 dB
SFD1 400.1324710 MH:=
FZ - Processing parameters
31 32ToH
5F 400.1300048 MH:=
WoW EM
55B o
LB 0.30 H=
GB o
BC 1.00
li. A
T T T T T T T T T T T
] g 8 7 6 5 4 3 2 1 . ppm
Slmled] [— _ el | il el lem
%

53



Cl3CPD CDC13 {D:\MB} ROPAL 1

Cuzrent Data Parameters

=T s] LU Ty SN I T el = o B T B o B ggggo Pwﬁdlg
RU=REs Wm0 O o D Uy O == e 0oy = Mool o O BROCHO 1
B el e b g UV Ry P e oanan ol
~ - e ee e . a4 .
WO D W 0 0 (7 MY O O O O O e O O — W HO WO = F2 - hoguisition Farametara
L T T e R e N e e [ TS Qe e e e WD WD — 5‘-“9— 201;992'3
1me =
I ] | INSTRUM spact
FROBHD 5 mm DUL 13C-1
FOLPROG 2gpg 0
/ O 65536
SOLVENT CDCL3
HS 139
DS 4
SWH 2403B.461 Hz
FIDRES 0.366798 Hz
RO 1.36315988 sec
RG 36
oW 20.800 usec
( h DE 6.00 usec
TE 298,0 K
ol 2.00000000 sec
dll 0.03000000 sac
GELTA 1.8%%999%4 sec
CO,Et 00 1
MeO — cmm===== CHANMEL f1 _.;.-m::--
HuCl 13c
/ CO,Et Fl 9.15 usaec
FL1 0.00 dB
aFol 100. 6228298 MHz
CHRNHEL -2 ==ss====
CPOPRG2 waltzld
HOC2 14
ar PCRDE 90.00 usec
PLLZ 14.80 dB
PL13 14.%90 dB
~ g PLZ -3.00 dB
5F02 400, 1316005 MHz
Fi - Frocessing parameters
5L 32768
5F 100.6127558 MH=
WOW EM .
S5B 1]
LE 1.00 H=z
GB g
[ 1.4¢0
o ] . ”J L )
T T T T T - T T -1 T I
200 180 1a0 140 120 100 BO &0 20 0 ppm
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& Name PVK-S50Me-N-BN-DEAD Position Instrument Name Q-TOF User Name QTOF-PU\admin
A -1 InjPosition SampleType Sample IRM Calibration Status Success
Filename  PVK-50Me-N-BN-DEAD.d ACQ Method Pondicherry Universt Comment PVK-MB-407.1733 Acquired Time 02-06-2015 12:50:21

<10 3 |Cpd 1: C24 H25 N OS: + FBF Spectrum (0.486-0.803 min) PVK-50Me-N-BN-DEAD.d Subtract
T 9.5

o4
408.1808
8.5 (M+H)+
CO,Et
84 MeO S

7.5 / CO,Et

6.5

5.5

a5
4.
3.5
3.
2.51
24

1.5+

0.5 +

|
400 401 402 403 404 405 406 407 408 409 410 411 412 413 414 415 416 417 418 410 430 2371 432
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PROTCN CDCl3 {D:\MB} KOPAL 1

PR AN IS EE R R SO CBRYIS NCddzREdgngnesaaisenEsrazss
ol e e e e e e e e el el e el - R R R e A A e e Current Data Farameters
%WMW RANE BVH_413
EXFHO 1=
FROCHO 1
F2 - Bcquisiticon Parameters
Date 20140825
Time 12.33
TNSTRIM spect
FPROBHD 5 mm BUL 13C-1
FOLPROG 2930
s N D 65536
CO,Et SOLVENT cpeL3
NS 3z
— s 2
SWH B223.685 Hz
/ CO,Et (FIDRES 0.125483 Hz
' ‘BQ 3.98463087 sec
N RG 228
: DO 60,800 usec
DE 6.00 usec
TE 296.2 K
4 / D1 1.00000000 sec
S ) T00 1
======== CHANNEL fl ========
HUC1 1H
Pl 11.42 usec
FL1 =3.00 dR
sF0l 400.1324710 MHz
F2 - Preocessing parameters
sSI 32768
5F 400.1300051 MH=z
WD EM
558 0
LB 0.30 Hz
GE 0
FC 1.00
. ..Iu l .I_J 1 | —
T T T T T T T T T T T
9 8 7 6 5 4 3 2 1 0 ppm
[ K= DLE‘\" =y =l B ol =r =l =l g
S=12(%]E & 25| (= SR 2|3 /5(S
Sleil=lg|a = Sl=l =l |eill= S|l

56



CPD CDC13 {D:\MBE} KOPAL 1

[= B ] = Oy o= O o O [ Ui
[Talesl W O o= WA T e O on LD =y Wy [} = o
. P v or = == —i 00 oo L L]
— o [ B IR B i L Y (R e e e o ] . . "
WD (’“l"“lN'l{"")NNOJL'\J(\IHH el =] e ko] =0T
— i B B B e S B B B [l el Lot = —
1 ] H | H
L| | )J '/ III k}'
'|f' \ / / "
|
| V) = \

R

CO,Et

100, L2y

== CHAMMEL £2

4s/

I ) T
180 160 140 120 100 B0 60 a0 20 0 ppm
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Name PVK-N-Allyi-DEAD Position Instrument Name Q-TOF User Name QTOF-PU\admin
ol -1 InjPosition SampleType Sample IRM Calibration Status Success
ta Filename  PVK-N-ALLYL-DEAD.d ACQ Method Pondicherry Universi Comment PVK-MB-327.1770 Acquired Time 22-04-2015 14:31:00

x10 4

1.3
1.25
1.2
1.15
1.1
1.05 |
" -
0.95 |
0.9
0.85
0.8
0.75
0.7
0.65
0.6+
0.55
0.5-
0.45 |
0.4-
0.35
0.3
0.25-
0.2
0.15
0.1
0.05 4

Cpd 1: C19 H21 N O4: + FBF Spectrum (0.

328.1539
(M+H)+

459-0.743 min) PVK-N-ALLYL-DEAD.d Subtract

CO,Et
/ CO,Et
N
4s /

321 322 323 324 325 326 327 328 329 330 331 332 333 334 335 336 337 338 339 340 341 342 343 344
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PROTON CDC13 {D:“\MB} KOPAL 1

7.279
7.260
7.232
7.212
7.146
7.143
7.129
7.126
7.109
7.106
7.080

e VAR

7.077
7.058
7.041
5.966

-
. 3

N

at |

CO,Et

/) —COqEt

5. 923

5,293

5.145
5.142
5.119

Lo |

oS CERRCNEEREAE2SENSERRENEE

—@ueEkEEAANN oSS NN NS S S S

Mt T ST T T T T T A0l ————— ——S Cyrrent Data Parameters
NAME PVK-412
EXPHO 1
PROCHO 1
F2 - Reoquisition Parameters
Date 20140825
Time 14.10
ITHETROM spect
FROEHD 5 mm DUL 13C-1
FULEPROG zg30
D 65536
SOLVENT CDCl3
NS 16
bs 2
SWH 8223.685 Hez
FIDRES 0.125483 Hz
AQ 3.9846387 sec
RG 128
oW 60,800 usec
DE 6.00 usec
TE 295.3 K
Dl 1.00000000 sec
DO 1
======== CHANNEL ] ========
HUC1 1H
Fl 11.42 usec
PL1 -3.00 dB
POl 400.1324710 MHz
FZ2 = Processing parameaters
51 32768
5F 400.1300051 MH:z
WOW EM
SEB Q
LB 0.30 Hz
GB a
BC 1.00

AL I

ppm

080/
3.2/

2
ﬁ
=

1.01
1.46



13CPD CDC13

[
= o

™
oo
— —

i

{D:\MB} KOPAL 1

Current Data Parameters

HAME FYE~-412
= D R O M O om0 EXPHRO z
R R S KR =T R = oD = e i = o™ PROCHO 1
R T P R = oo oo WD [Tp oo
@D WD O 00 M e OO D O soe e . . . . = e FZ - Acquisition Parameters
MM N DO ~r~ e =] [Ty] = = Date 20140825
o o e e e M~ =~ -~ Lte ] - — Tims 14,20
INSTRUM spact
FROBHD 5 mm DOL 13C-1
FULPROG - zapg3l
TD 85536
SOLVENT coCl3
KS 256
D5 4
SWH 24038.461 Ez
FIDRES 0.368798 Hz
b} 1.3631948 sec
RG &4
] 20.800 usec
( 3 DE 6,00 usec
CO,Et TE 26,1 §
ol 2.00000000 sec
— dll 0.03000000 sec
DELTA 1.89999938 sec
/ (:()zEt TDO 1
rq ==z==w== CHANNEL fl ========
“Ae ROGCL 13c
Fl 9,15 usec
PL1 . 0.00 de
/ SFO1 100.6228298 HHz
L 4t ) m======== (HANNEL f2 memm—————=
CPDFRGZ waltzlé
HoC2 1H
FCED2 90,00 usec
FL12 14.490 dB
PL13 14.90 dB
PLZ =3.00 dB
SFO2 400,1318005 MHz

||

F2 = Processing parametars
51 32768

5F 100.6127553 MHz2
WOW EM

S5B [+]

LB 1.00 Hz
GB 0

BC 1.40

aanl

gy

180 170

T
160

T l T T
150 140 130 120

110 100 20

10 0 ppm

60



2 Name  PVK-2ME-N-ALLYL-DEAD Position Instrument Name Q-TOF User Name QTOF-PU\admin
ol -1 InjPosition SampleType Sample IRM Calibration Status Success
AaFllename  PVK-2ME-N-ALLYL-DEAD ACQ Method Pondicherry Universi Comment PVK-MB-341.1627 Acquired Time 23-06-2015 14:29:25

x10 4 |Cpd 1: C20 H23 N O4: + FBF Spectrum (0.367-0.401 min) PVK-2ME-N-ALLYL-DEAD.d Subtract

8 |
7.75
7.51 342.1712 CO,Et
7.25 (M+H)+ —
7 4 CO,Et
6.75- / 2
6.5- N
6.25 Me
6-
5.75
5.5
5.25-
5_
4.75 - |
4.5
4.25]
4
3.75-
3.5-
3.25
3
2.75-
2.5]
2.25 ]
24
1.75
1.5-
1.25]
1
0.75
0.5 :
0.25- J
P |

336 337 338 339 340 341 342 343 344 345 346 347 348 349 350 351 352 353 354 355 356 357 358 350

at |
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PROTON CDC13 {D:\MB} KOPAL 1
© N O I~ O N> MWOWMw
N O 0 O NNOO® O N
o mNnmm NN NN A A

TTeE—

CO,Et
ZL
L 4u )

10 9 8 7 6 5
<O (OO [
ov|o|o (oo
olal=lolo

INN

2.06
2.23
1.99
3.18

=

13
.00

3.3~

3
3

Current Data Parameters

NAME PVK-N-ET-DEAD-IT
EXPNO 1
PROCNO 1

F2 - Acquisition Parameters
Date 20150415

Time 14.43
INSTRUM spect
PROBHD 5 mm DUL 13C-1
PULPROG zg30

TD 65536
SOLVENT CDC13

NS 16

DS 2

SWH 8223.685 Hz
FIDRES 0.125483 Hz
AQ 3.9846387 sec
RG 228

DW 60.800 usec
DE 6.00 usec
TE 296.2 K

D1 1.00000000 sec
TDO 1
======== CHANNEL fl ========
NUC1 1H

Pl 11.42 usec
PL1 -3.00 dB
SFO1 400.1324710 MHz
F2 - Processing parameters
ST 32768

SF 400.1300051 MHz
WDW EM

SSB 0

LB 0.30 Hz
GB 0

PC 1.00



< - STOM>~OTMN M
o < OISO <O N OO @ O N o ™ Mmoo m
~ NNO~MHO O~ . . . . .
0 O MMNOOMOANNANNOO ~~0 - O — n < <
— o NN~ O O < — Current Data Parameters
NAME PVK-N-ET-DEAD-III
EXPNO 1
PROCNO 1
F2 - Acquisition Parameters
Date 20150420
Time 13.54
INSTRUM spect
PROBHD 5 mm DUL 13C-1
PULPROG zgpg30
TD 65536
SOLVENT CDC13
NS 1024
DS 4
SWH 24038.461 Hz
FIDRES 0.366798 Hz
COzEt AQ 1.3631988 sec
— RG 32
DW 20.800 usec
COZEt DE 6.00 usec
/ TE 296.0 K
N D1 2.00000000 sec
dll 0.03000000 sec
K DELTA 1.89999998 sec
TDO 1
4u
======== CHANNEL fl ========
NUC1 13C
Pl 9.15 usec
PL1 0.00 dB
SFO1 100.6228298 MHz
======== CHANNEL f2 ========
CPDPRG2 waltzlé
NUC2 1H
PCPD2 90.00 usec
PL12 14.90 dB
PL13 14.90 dB
PL2 -3.00 dB
SFO2 400.1316005 MHz
F2 - Processing parameters
SI 32768
SF 100.6127538 MHz
WDW EM
SSB 0
LB 1.00 Hz
GB 0
PC 1.40
I ! I ! I ! I ! I I ! I ! I ! I
180 160 140 120 80 60 40 20 Ppm
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iame  PVK-N-Et-DEAD Position Instrument Name Q-TOF User Name QTOF-PUNadmin
-1 InjPosition SampleType Sample IRM Calibration Status Success
Filename  PVK-N-Et-DEAD.d ACQ Method Pondicherry Universi Comment MM-MB-315.3636 Acquired Time 02-01-2015 12:06:49
x10 3 |Cpd 1: C18 H21 N O4: + FBF Spectrum (0.407-0.841 min) PVK-N-Et-DEAD.d Subtract

316.1511
2.3 (M+H)+

2.2
21
2 COZEt

.94 —

8 : / CO,Et
7 | N

6 K

.54
4 4
3
2 1
-1
1
0.9
0.8
0.7+
0.6
0.5 -
0.4+
0.3
0.2+ !
0.1 I

L I I I e .

307 308 309 310 311 312 313 314 315 316 317 318 319 320 321 332 323 3324 355 336 337 338 335 330
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PROTON CDC13 {D:\MB} KOPAL 1
ANOM A AT MAOAOONOOVANWOWNONOWVWOSWOOR HMLIO OO OO N IO
OO0~ VWOINETVOVIOWOLWLWOLLMOMOANAOOLANAHDADEITNOONO O O ™~ Current Data Parameters
OMMOMHOMOMOONOANANNANNNAAATAAA A A A A AAOM MO MO ANNOOOOOMMAN O OO NAME PVK-N-BN-DEAD
[ e e e o e S e e e e e e i el el e e el e el o T BES IS IS IS IR I IS G I i e B N e N e gégggo i
F2 - Acquisition Parameters
Date 20150413
Time 16.12
INSTRUM spect
PROBHD 5 mm DUL 13C-1
PULPROG zg30
TD 65536
SOLVENT CDC13
( ) NS 16
CO,Et DS 2
= SWH 8223.685 Hz
FIDRES 0.125483 Hz
/ CO,Et A0 3.9846387 sec
N RG 228
DW 60.800 usec
DE 6.00 usec
TE 295.1 K
D1 1.00000000 sec
4v TDO 1
\ / ======== CHANNEL f1 ========
NUC1 1H
Pl 11.42 usec
PL1 -3.00 dB
SFO1 400.1324710 MHz
F2 - Processing parameters
ST 32768
SF 400.1300051 MHz
WDW EM
SSB 0
LB 0.30 Hz
GB 0
PC 1.00
1 N&.‘LL
9 8 7 6 5 4 3 2 1 Ppm
DM |O (N O[O N < O ||
O|H MO |O [Q\] [Q\REIQN MM



o O FOHANWOUANMHOLN LN O LN
n o™ MNMOANTOONNOWOOOANTHNWO o ©O ~ oM << ~ o™
.« P T < O 1N N O
~ 0 FPOOHONNNYTNOOO® . K . K
O MO OMOOMOANANANANANNANANAHO ~ -~ - O o <L
— - A A A A A A A A ~ o~ WY In o Current Data Parameters
NAME PVK-N-BN-DEAD
EXPNO 8
PROCNO 1
F2 - Acquisition Parameters
Date 20150416
Time 13.18
INSTRUM spect
PROBHD 5 mm DUL 13C-1
PULPROG zgpg30
CozEt TD 65536
SOLVENT CDC13
— NS 512
/)y —COAEt DS 4
SWH 24038.461 Hz
N FIDRES 0.366798 Hz
AQ 1.3631988 sec
RG 32
DW 20.800 usec
4v DE 6.00 usec
TE 297.0 K
D1 2.00000000 sec
dil 0.03000000 sec
DELTA 1.89999998 sec
TDO 1
======== CHANNEL fl ========
NUC1 13C
Pl 9.15 usec
PL1 0.00 dB
SFO1 100.6228298 MHz
======== CHANNEL f2 ========
CPDPRG2 waltzl6
NUC2 1H
PCPD2 90.00 usec
PL12 14.90 dB
PL13 14.90 dB
PL2 -3.00 dB
SFO2 400.1316005 MHz
F2 - Processing parameters
SI 32768
SF 100.6127535 MHz
WDW EM
SSB 0
LB 1.00 Hz
GB 0
PC 1.40
I ! I ! I ! I ! I I ! I ! I ! I
180 160 140 120 100 80 60 40 20 Ppm
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Name PVK-N-BN-DEAD Position Instrument Name Q-TOF User Name QTOF-PU\admin
aA -1 InjPosition SampleType Sample IRM Calibration Status Success
aFilename  PVK-N-BN-DEAD.d ACQ Method Pondicherry Universi Comment PVK-MB-377.1627 Acquired Time 02-06-2015 12:46:09

x10 4 |Cpd 1: C23 H23 N O4: + FBF Spectrum (0.52441858 min) PVK-N-BN-DEAD.d Subtract

2.2

211 378.1698
2 (M+H)+

9
8-
7
6] CO,Et

5_< —

4 / CO,Et
31 N

2
.1 4v
1
0.9
0.8
0.7
0.6
0.5
0.4 1
0.3 1
0.2
0.1 1

B . T T e S T S

370 371 372 373 374 375 376 377 378 379 380 381 382 383 384 385 386 387 388 3890 390 391 392 303 394
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PROTON CDC13 {D:\MB} KOPAL 1

TOCONOOAFTINDOND AOOFO AT OFTNONDEATFON AT NN OO OO NI®OOO  current Data Parameters
OCILTONNOOOIDLTANNANDOOONAAT O M ANLTNONVOSSOOLTAO0M OO
NNOECOOVDANNNNXRITNOANNNNNNAAAHONANNNN A= MONNNN O NAME PVK‘50ME‘N‘AL§‘DEAD
. . . . . . . . . . . . . . . . . . . . . . . . . . . EXPNO
I~ (610 (0 0 10 O 1 1N 10 15 17 10 L0 10 10 1O 10 10 10 10 10 < < < < < < I 0 O PROCNO 1
F2 - Acquisition Parameters
Date 20150524
Time 18.46
INSTRUM spect
PROBHD 5 mm DUL 13C-1
PULPROG 2930
TD 65536
SOLVENT CDC13
NS 16
DS 2
SWH 8223.685 Hz
FIDRES 0.125483 Hz
COzEt A0 3.9846387 sec
RG 203
DW 60.800 usec
/ cozEt DE 6.00 usec
TE 297.7 K
N D1 1.00000000 sec
TDO 1
======== CHANNEL fl ========
4w / NUC1 1H
Pl 11.42 usec
PL1 -3.00 dB
SFO1 400.1324710 MHz
F2 - Processing parameters
SI 32768
SF 400.1300036 MHz
WDW EM
SSB 0
LB 0.30 Hz
GB 0
PC 1.00
8 7 6 5 4 3 2 1 ppm
o [m][o|—|o o o o] ™[
~|[co|lov|ov |co o &) olo|o|~ < |m
olollololo — — ISIMESE oS s [52)
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Current Data Parameters
o - e A A A A A A A S~~~ O VN LN L NAME PVK—50ME-N-ALLYL-DEAD
EXPNO 1
PROCNO 1
F2 - Acquisition Parameters
Date 20150524
Time 20.05
INSTRUM spect
PROBHD 5 mm DUL 13C-1
PULPROG zgpg30
D 65536
SOLVENT CDC13
NS 1024
DS 4
SWH 24038.461 Hz
FIDRES 0.366798 Hz
AQ 1.3631988 sec
CO,Et RG 28.5
MeO = DW 20.800 usec
DE 6.00 usec
/ CO,Et TE 299.5 K
D1 2.00000000 sec
N dii 0.03000000 sec
DELTA 1.89999998 sec
TDO 1
4w /
======== CHANNEL f2 ========
CPDPRG2 waltzl6
NUC2 1H
PCPD2 90.00 usec
PL12 14.90 dB
PL13 14.90 dB
PL2 -3.00 dB
SFO2 400.1316005 MHz
F2 - Processing parameters
SI 32768
SF 100.6127526 MHz
WDW EM
SSB 0
LB 1.00 Hz
GB 0
PC 1.40
" I " I " I " I " I " I "
160 140 120 60 40 20 Ppm
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ae  PVK-50Me-N AL4-DEAD Position Instrument Name Q-TOF User Name QTOF-PU\admin
-1 InjPosition SampleType Sampie IRM Calibration Status Success
<ilename  PVK-50Me-N AL4-DEAD. ACQ Method Pondicherry Universi Comment PVK-MB-357.1576 Acquired Time 02-06-2015 12:59:31

x10 5 [Cpd 1: C20 H23 N OS5: + FBF Spectrum (0.439, 0.806-0.839 min) PVK-50Me-N AL4-DEAD.d Subtract
2.4 1

2.3 1

2.2 358.1652
2.1 (M+H)+
2_
1.9
1.8
1.7
1.6
1.51
1.4
1.3 N
1.2
1.1 4w |
1
0.9-
0.8
0.7
0.6
0.5-
0.4-
0.3/
0.2
0.1-

MeO —

k

350 351 352 353 354 355 356 357 358 359 360 361 362 363 364 365 366 367 368 360 370 371 372 373
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7.721
7.387
7.367
7.353
7.333
7.260
7.222

7.219
7.204
7.201

7.199
7.184
7.181
7.131
7.128
7.113
7.111

7.109
7.093
7.091

6.827
4.710
4.693

4.676
4.659
4.343
4.325
4.307
4.290
4.080
4.062
4.044

4.026
1.581
1.565
1.347

1.329
1.311
1.061
1.043
1.025
0.006

TN ———

CO,Et

—

N

4x

NJME hﬂtdud_gt__ i

8 7 6 5 4 3 2 1 0 ppm
r~ (oo 10 |r~]— 10| [©|m <o) (o
o|o|lolo|o o| oo |H|o
oln|H|H|o | ol w|m||m
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Current Data Parameters

NAME TTR-PVK-N-ISP-DEAD
EXPNO 1
PROCNO 1

F2 - Acquisition Parameters
Date_ 20180831

Time 1.16
INSTRUM spect
PROBHD 5 mm BBO BB-1H
PULPROG zg30

TD 65536
SOLVENT CDC13

NS 16

DS 2

SWH 8223.685 Hz
FIDRES 0.125483 Hz
AQ 3.9846387 sec
RG 203

DW 60.800 usec
DE 6.00 usec
TE 294.2 K

D1 1.00000000 sec
TDO 1
======== CHANNEL fl ========
NUC1 1H

Pl 14.35 usec
PL1 -1.00 dB
SFO1 400.1324710 MHz
F2 - Processing parameters
SI 32768

SF 400.1300048 MHz
WDW EM

SSB 0

LB 0.30 Hz
GB 0

PC 1.00



™M O MOOVWANHONOO
o < OO ANNO®NO 0 O « o un n < >~ O
.« T < — 00 o~ n o N O
~ O~ MHOOO® o e e [ . . ..
O MO ANANANANANNOO ~~ 0 — O r~ N M
— el S~~~ o o < N - Current Data Parameters
NAME TTR-PVK-N-ISP-DEAD
EXPNO 2
PROCNO 1
F2 - Acquisition Parameters
Date 20180831
Time 1.57
INSTRUM spect
PROBHD 5 mm BBO BB-1H
PULPROG zgpg30
TD 65536
SOLVENT CDC13
NS 512
DS 4
SWH 24038.461 Hz
CO,Et FIDRES 0.366798 Hz
= AQ 1.3631988 sec
RG 45.2
/ CO,Et DW 20.800 usec
DE 6.00 usec
N TE 294.6 K
D1 2.00000000 sec
,/’l\\ dil 0.03000000 sec
DELTA 1.89999998 sec
4x TDO 1
======== CHANNEL f1l ========
NUC1 13C
Pl 9.95 usec
PL1 -1.00 dB
SFO1 100.6228298 MHz
======== CHANNEL f2 ========
CPDPRG2 waltz1l6
NUC2 1H
PCPD2 90.00 usec
PL12 14.95 dB
PL13 120.00 dB
PL2 -1.00 dB
SFO2 400.1316005 MHz
F2 - Processing parameters
ST 32768
SF 100.6127569 MHz
WDW EM
SSB 0
LB 1.00 Hz
GB 0
PC 1.40
) I ) I ) I I ) I ) I ) I )
140 120 100 80 60 40 20 0 ppm
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Name  PVK-N-ISP-DEAD-D  Position Instrument Name  Q-TOF User Name QTOF-PU\admin
A -1 InjPosition SampleType Sample IRM Calibration Status Success
aFilename  PVK-N-ISP-DEAD-D.d  ACQ Method Pondicherry Universi Comment PVK-MB-329.1627 Acquired Time 11-09-2017 12:31:40
x10 4 |CPd 1: C19 H23 N O4: + FBF Spectrum (0.465-0.815 min) PVK-N-ISP-DEAD-D.d_Subtract "
5.2
5
4.8 330.1702 .
4.6 (M)~
4.4
4.2
4
3.8- CO,Et
3.6 : ==
3.4 / CO,Et
3.2 N
3 /K
2.8
2.6 4x
2.4
2.2
2
1.81
1.6
1.4
1.2 331.1737
1 (M+H)+
0.8-
0.6

0.4 332.1764
0.2 (M+H)+

l

328 328.5 329 3295 330 330.5 331 331.5 332 3325 333 333.5 334 3345 335 3355
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PROTON CDC13 {D:\MB} KOPAL 1

OO0 MMANCTMMONWOWOM>EAdTMNN WO N OO HMWOW™~ O O O AN AWM N SO0
FOMMNO AN A OO NI W0 LW NOXOWOWILITMHOMHAO O N A ADD- OO NOLWIOM™M
NDANANNNNNNTHOOOOTOO ™~ OO MM ANNANNNAMMONOM MMM OMO MO NNNANAN OO
>~~~ - [l e >IN  INC N N INC JENe IiNe) LT A A A A A A A A O O
CO,Et
—
/ CO,Et
1 al A L
8 7 6 5 4 3 2 1 ppm
oM (OM LO |00 N[O [ |OY
OoON|O|I- o oo (@] N[O |H M
| [ | AN [N N[ [
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Current Data Parameters

NAME PVK-N-BU-IND-DEAD-D
EXPNO 1
PROCNO 1

F2 - Acquisition Parameters
Date 20170906

Time 16.19
INSTRUM spect
PROBHD 5 mm DUL 13C-1
PULPROG zg30

TD 65536
SOLVENT CDC13

NS 16

DS 2

SWH 8223.685 Hz
FIDRES 0.125483 Hz
AQ 3.9846387 sec
RG 203

DW 60.800 usec
DE 6.00 usec
TE 292.8 K

D1 1.00000000 sec
TDO 1
======== CHANNEL fl ========
NUC1 1H

Pl 11.42 usec
PL1 -3.00 dB
SFO1 400.1324710 MHz
F2 - Processing parameters
ST 32768

SF 400.1300051 MHz
WDW EM

SSB 0

LB 0.30 Hz
GB 0

PC 1.00



O+ HOMAN>OUMWOANMO
OO INOONAADOITNOWINNON 00OYOOWON N ™ NN <
St HOM~HHI N N OoOmoo
NFO PHHONHHOWSO LN . R
O NI OMOMOMANNA A ~c~OYTMHO N L oM .
R R R e R R R R R R R R [l N A AR MM N o Current Data Parameters
NAME PVK-N-BU-IND-DEAD-D
EXPNO 2
PROCNO 1
F2 - Acquisition Parameters
Date 20170906
Time 16.32
INSTRUM spect
PROBHD 5 mm DUL 13C-1
PULPROG zgpg30
TD 65536
SOLVENT CDC13
NS 512
DS 4
SWH 24038.461 Hz
FIDRES 0.366798 Hz
AQ 1.3631988 sec
RG 36
DW 20.800 usec
CozEt DE 6.00 usec
— TE 293.4 K
D1 2.00000000 sec
Y, CO,Et di1l 0.03000000 sec
N DELTA 1.89999998 sec
TDO 1
K/\ ======== CHANNEL fl ========
NUC1 13C
4y P1 9.15 usec
PL1 0.00 dB
SFO1 100.6228298 MHz
======== CHANNEL f2 ========
CPDPRG2 waltzlé
NUC2 1H
PCPD2 90.00 usec
PL12 14.90 dB
PL13 14.90 dB
PL2 -3.00 dB
SFO2 400.1316005 MHz
F2 - Processing parameters
SI 32768
SF 100.6127546 MHz
WDW EM
SSB 0
LB 1.00 Hz
GB 0
PC 1.40
I ) I ) I ) I ) I I ) I I ) I ) I
180 160 140 120 100 80 60 40 20 Ppm
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ame PVK-N-BU-IND-DEAD-D Position Instrument Name Q-TOF User Name QTOF-PU\admin
¥ -1 . InjPosition SampleType Sample IRM Calibration Status Success
ca Filename  PVK-N-BU-IND-DEAD-D. ACQ Method Pondicherry Universi Comment PVK-MB-343.1784 Acquired Time 11-09-2017 12:35:38

<10 3 |Cpd 1: €20 H25 N ©4: + FBF Spectrum (0.416-0.783 min) PVK-N-BU-IND-DEAD-D.d Subtract
1.35-
1.3
1.351 344.1863
1.2 (M+H)+
1.15
1.1
1.05
14 COzEt
0.95 =
0.9 / CO,Et
0.85

N
0.8
0.75- .
0.7

.65 L 4y )
0.6-
0.55]
0.5-
0.45
041 345.1889
0.35 (M+H)+
0.3 :
0.25-
0.2
0.15
0.1 346.2015
0.05 (M+H)+
o .

342.5 343 343.5 344 344.5 345 345.5 346 346.5 347 347.5 348 348.5
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7.266
7.264
7.260
7.244
7.165
7.162
7.147
7.145
7.141
7.126
7.124
7.078
7.075
7.060
7.057
7.056
7.041
7.038
7.027
4.305
4.287
4.269

N 4.063

CD\Z

4z

CO,Et
/) COE

Me

4.045
4.027
4.010
3.697

2.289

1.302
1.285
1.267
1.085
1.068
1.050

——0.006

Current Data Parameters

NAME
EXPNO
PROCNO

PVK-2-ME-N-ME-IND-DEAD
1

1

F2 - Acquisition Parameters

Date_
Time
INSTRUM
PROBHD
PULPROG
TD
SOLVENT
NS

DS

SWH
FIDRES
AQ

RG

DW

DE

TE

D1

TDO

NUC1
Pl
PL1
SFO1

CHANNEL f1

20180825
11.55
spect

5 mm BBO BB-1H

zg30
65536
CDC13

16

2
8223.685
0.125483
3.9846387
406
60.800
6.00
299.2 K
1.00000000
1

1H

14.35

-1.00
400.1324710

F2 - Processing parameters

SI
SF
WDW
SSB
LB
GB
PC

L I B L B L B B L L L B L B

9

8

~

6 5 4 3 2 1 ppm

(o)
o

3.05
1.02
1.04
0.91
3.00
3.01
3.25
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32768
400.1300046 MHz
EM
0
0.30 Hz

0
1.00
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— e A A A A A ~e~ - O N o Current Data Parameters
NAME PVK-2-ME-N-ME-IND-DEAD
EXPNO 2
PROCNO 1
F2 - Acquisition Parameters
Date 20180825
Time 12.12
INSTRUM spect
PROBHD 5 mm BBO BB-1H
PULPROG zgpg30
TD 65536
SOLVENT CDC13
NS 256
DS 4
SWH 24038.461 Hz
FIDRES 0.366798 Hz
AQ 1.3631988 sec
CO,Et RG 645
DW 20.800 usec
— DE 6.00 usec
CO,Et TE 299.3 K
/ D1 2.00000000 sec
N dl1l 0.03000000 sec
/ Me DELTA 1.89999998 sec
Me TDO 1
4z ======== CHANNEL fl ========
NUC1 13C
Pl 9.95 usec
PL1 -1.00 dB
SFO1 100.6228298 MHz
======== CHANNEL f2 ========
CPDPRG2 waltzlé
NUC2 1H
PCPD2 90.00 usec
PL12 14.95 dB
PL13 120.00 dB
PL2 -1.00 dB
SFO2 400.1316005 MHz
F2 - Processing parameters
SI 32768
SF 100.6127532 MHz
WDW EM
SSB 0
LB 1.00 Hz
GB 0
PC 1.40
I ) I ) I ) I ) I ) I ) I ) I ) I ) I )
180 160 140 120 100 80 60 40 20 Ppm
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Sample Name  PVK-N-Me-2-Me-IND-DE Position Instrument Name  Q-TOF User Name QTOF-PU\admin

Inj Vol -1 InjPosition SampleType Sample IRM Calibration Status Success

Data Filename  PVK-N-Me-2-Me-IND-DE ACQ Method Pondicherry Universi  Comment PVK-MB-315.1471 Acquired Time 31-08-2018 12:14:07
«10 5 |Cpa 1: €18 H21 N O4: + FBF Spectrum (0.501-0.835 min) PVK-N-Me-2-Me-IND-DEAD.d  Subtract

1.35]
1.3
1.25. 316.1550
1.2 (M+H)+
1.15 1
1.1

CO,Et
1.05
1]
0.95- /
0.9 4
M
0.85
0.8 1 4z
0.75-
0.7-
0.65-
0.6-
0.55
0.5
0.45-
0.4
0.35-
0-31 317.1581
0.25 (M+H)+
0.2-
0.15-
0-11 318.1604

] ' )+ 319.1659
0-08 | ' ’ (M+H)+

314 3145 315 3155 316 3165 317 3175 318 3185 319 3195 320 3205 321 3215
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Current Data Parameters
NAME PVK-3-ME-DEAD-IND
EXPNO 1
PROCNO 1
F2 - Acquisition Parameters
Date_ 20180902
Time 2.43
INSTRUM spect
PROBHD 5 mm BBO BB-1H
PULPROG zg30
TD 65536
Me SOLVENT CDC13
CO,Et NS 16
DS 2
— SWH 8223.685 Hz
FIDRES 0.125483 Hz
/ CO,Et A0 3.9846387 sec
N RG 287
H DW 60.800 usec
DE 6.00 usec
TE 294.0 K
4aa D1 1.00000000 sec
TDO 1
======== CHANNEL fl ========
NUC1 1H
Pl 14.35 usec
PL1 -1.00 dB
SFO1 400.1324710 MHz
F2 - Processing parameters
SI 32768
SF 400.1300049 MHz
WDW EM
SSB 0
LB 0.30 Hz
GB 0
PC 1.00
N 1Y .
T T T T T T T [ T T [ T T T T T T T
11 10 9 8 7 6 5 4 3 2 1 Ppm
n o0 ¥ |O| O < ™ ™ (v
o AN [N (o)} i [ o | N
o v [ [ o AN [y} ™M
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0 MOANANANANAAAA o~~~ AN < <O
- - e A A A A S~~~ O = Current Data Parameters
NAME PVK-3-ME-DEAD-IND
EXPNO 3
PROCNO 1
F2 - Acquisition Parameters
Date 20180902
Time 9.33
INSTRUM spect
PROBHD 5 mm BBO BB-1H
PULPROG zgpg30
TD 65536
M SOLVENT CDC13
€ CO,Et s 7000
— SWH 24038.461 Hz
FIDRES 0.366798 Hz
/ COZEt AQ 1.3631988 sec
RG 45.2
N W 20.800 usec
H DE 6.00 usec
TE 294.5 K
4aa D1 2.00000000 sec
dil 0.03000000 sec
DELTA 1.89999998 sec
TDO 1
======== CHANNEL f1l ========
NUC1 13C
Pl 9.95 usec
PL1 -1.00 dB
SFO1 100.6228298 MHz
======== CHANNEL f2 ========
CPDPRG2 waltzlé
NUC2 1H
PCPD2 90.00 usec
PL12 14.95 dB
PL13 120.00 dB
PL2 -1.00 dB
SFO2 400.1316005 MHz
F2 - Processing parameters
ST 32768
SF 100.6127545 MHz
WDW EM
SSB 0
LB 1.00 Hz
GB 0
PC 1.40
I ) I ) I ) I ) I I ) I ) I ) I )
180 160 140 120 100 80 60 40 20 0 ppm



Sample Name PVK-3-ME-IND-DEAD

Inj Vol

-1

Data Filename  PVK-3-ME-IND-DEAD.d

x10 5
3.8

3.6
3.4
3.2
3
2.8

26

Position Instrument Name Q-TOF User Name
InjPosition SampleType Sample IRM Calibration Status
ACQ Method Pondicherry Universi Comment PVK-MB-301.1314 Acquired Time

de 1: C17 H19 N O4: + FBF Spectrum (0.464-0.802 min].PVK-:}-ME-iND-DEAD.d Subiract

QTOF-PU\admin
Success
04-09-2018 11:23:34

302.1402 (
(M+H)+ M
€ Cco,Et

Iz

4aa

/ CO,Et

303.1433
(M+H)+

|
|
| 304 1454

‘ (M+H)+ 305.1519

(M+H)+

300 300.5 301

301.5 302 302.5 303 303.5 304 3045 305 305.5 306 3065 307

82

307.5



B8.440
T.677
7.661
7.654
T.287
T.286
T.281
T.278
T.274
T.267
T.264
T.260
7.188
7.175
7.170
7.161
7.152
7.148
7.135
6.218
3.947
3.789
2.398

Current Data Parameters

HRME VE- 2-ME-TND
E{mD 1
PROCHD 1

F2 - Acgmisition Parameters

Date 20180823
Time 12.25
IMSTRIM apact
PROBHD 5 mm BBD BB-1H
PULPRDC =g30
™D 65536
S0LVENT CDC13
HS 16
s 2
SWH 8223 .685 H=
MeO,C FITRES 0.125483 Hz
CO.Me A 3.9846387 sec
2 R 287
\ W 60 .800 usec
Me OE 6.00 usec
N TE 295 3 K
H o1 1.00000000 sec
TOOo 1
5a CHANMEL f1
HUC1 1H
Pl 14.35 usec
PL1 -1.00 dB
SFO1 400.1324710 MH=
F2 - Processing paramebers
sI 32768
SF 400 .1300048 MH=
WOW B
55B o
LB 0.30 H=
= o
PC 1.00

M l i o 1 A i "

9 8 7 [ 5 4 3 2 1 pPpm

—l
(=]

.11

=1L
|

=]
=]
o™

1.08
3.13

Ll =]

83



o= AdmMm@EmMmO =@
) N N MOo ™~ m o = = o Ty}
. L L ' o @ ~ @ [Ty]
=] S0 YNAdN o - . e .
oo M NNN A A QD [~ [~ o o = M
— AT A A A = =~ o — ~urrent Data Parameters
JAEME BE- -2-ME-IND
IXPNO 2
F2 - Aoguisition Parameters
Date 20120823
T'ime 12.31
IMSTEUM SpeCt
PROBHD 5 mm HBO BBE-1H
EULEROE =gpg30
D 65536
SOLVENT CDC13
a5 25¢
05 4
SWH 24038 .4€1 Hz
FIDRES 0.3ce798 H=
1] 1.3€31588 sec
Bl g45
oW 20.800 usec
Me0,C DE €.00 usec
— TE 255.4 K
COMe D1 200000000 sec
AN 111 0.03000000 sec
Me DELTR 1.8595955558 sec
N TDa 1
H
CHRMNEL £1
5a qUC1 13C
Bl 9.95 usec
PL1 -1.00 4B
SFO1 100_8228258 MH=
CEDEREZ waltzle
o2 1H
pCPD2 S0.00 usec
PL1z2 14.55 4B
PL13 120.00 4B
PL2 -1.00 4B
SFO2 400.121s005 MH=
F2 - Processing parameters
51 22768
5F 100.5127545 MH=
WO EM
55B [u]
LB 1.00 H=
=B u}
BC 1.40
T T T T T T T T T T I T I T T T T T T T
180 160 140 120 100 80 60 40 20 0 ppm
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Sample Name PVK—Z—ME-IND-DE&D—MA
Inj Vol -1
Data Filename PVK-Z-ME-IND-DED—MA

Position
InjPosition
ACQ Method

Instrument Name Q-TOF

SampleType Sample
Pondicherry Universi ~ Comment PVK-MB-302.1392

User Name
IRM Calibration Status
Acquired Time

QTOF-PU\admin
Success
25-04-2018 16:00:40

x10 4 |Cpd 1: C15 H15 N O4: + FBF Spectrum (0.434-0.750 min) PVK-2-ME-IND-DEAD-MA.d Subtract

9.5
9
85
8

7.5

6.5
6
5.5
5.
4.5
4
3.5

2.54

2

1.5

0.5-

274.1088
(M+H)+

MeO,C

cOo,Me

5a

275.1134
(M+H)+

276.1153
(M+H)+ 277.1229
|

(M+H)+

271 272

273 274 275 276 277 278 279 280
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PROTON CDC13 {D:\MB} KOPAL 1

HOMMM>CD AW OOANILITOLOHLONW WOOANN W O N < <O
OO AN HOOOOMEEMT~Lvwong g OO AWM A O O WO < N O
PO\G)OOOOWQ‘WWMMMNNNNNNNW Q“WQ‘W(\]NNN M oMmMmoMmomm
wl\l\l\[\[\[\[\l\l\l\l\l\l\l\l\l\[\l\ko ﬁ"ﬁ‘ﬁ"ﬂﬁ"ﬁ‘ﬁ"ﬂ“ L e B e e B e B e |
Et0,C
CO,Et
N
H
5b
N “ L
9 8 7 6 5 4 3 2 1 ppm
1] (@) [©2 ) [l IT9) o — | O
(&) (@) (@] o} Ne] o — [ O |
(@} — N|[O|O — AN AN N[

86

Current Data Parameters

NAME PVK-IND-DEAD-D
EXPNO 1
PROCNO 1

F2 - Acquisition Parameters
Date 20180408

Time 12.26
INSTRUM spect
PROBHD 5 mm BBO BB-1H
PULPROG zg30

TD 65536
SOLVENT CDC13

NS 16

DS 2

SWH 8223.685 Hz
FIDRES 0.125483 Hz
AQ 3.9846387 sec
RG 256

DW 60.800 usec
DE 6.00 usec
TE 291.9 K

D1 1.00000000 sec
TDO 1
======== CHANNEL fl ========
NUC1 1H

Pl 14.35 usec
PL1 -1.00 dB
SFO1 400.1324710 MHz
F2 - Processing parameters
ST 32768

SF 400.1300049 MHz
WDW EM

SSB 0

LB 0.30 Hz
GB 0

PC 1.00



o N O O~ VANHOINH
o AN N =HOoOHWVWOWOIN I~ 0 O « O o ™Mm o
. L < - o O < N
0 O < YO HONH . . . e .
o o I OANANANANANA A ~~ 0 - O < <
arp— o o N~ O O - Current Data Parameters
NAME PVK-IND-DEAD-D
EXPNO 2
PROCNO 1
F2 - Acquisition Parameters
Date 20180410
Time 10.44
INSTRUM spect
PROBHD 5 mm BBO BB-1H
PULPROG zgpg30
TD 65536
SOLVENT CDC13
NS 256
DS 4
SWH 24038.461 Hz
FIDRES 0.366798 Hz
AQ 1.3631988 sec
EtO,C RG 45.2
DW 20.800 usec
CO,Et DE 6.00 usec
A\ TE 293.2 K
D1 1.00000000 sec
N di1 0.03000000 sec
DELTA 0.89999998 sec
5b TDO 1
======== CHANNEL fl ========
NUC1 13C
Pl 9.95 usec
PL1 -1.00 dB
SFO1 100.6228298 MHz
======== CHANNEL f2 ========
CPDPRG2 waltzl6
NUC2 1H
PCPD2 90.00 usec
PL12 14.95 dB
PL13 120.00 dB
PL2 -1.00 dB
SFO2 400.1316005 MHz
F2 - Processing parameters
ST 32768
SF 100.6127560 MHz
WDW EM
SSB 0
LB 1.00 Hz
GB 0
PC 1.40
! I ! I ! I ! I ! I ! I ! I ! I ! I !
180 160 140 120 100 80 60 40 20 ppm
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Sample Name PVK-IND-DEAD-MA Position Instrument Name Q-TOF
-1 InjPosition SampleType Sample

Inj Vol

Data Filename  PVK-IND-DEAD-MA.d  ACQ Method Pondicherry Universi Comment PVK-MB-288.1236

User Name
IRM Calibration Status
Acquired Time

QTOF-PU\admin
Success
25-04-2018 16:17:35

x10 4
3.6+
3.4
3.2

3

2.8

. 2.6
2.4
2.2

24

1.8
1.6
1.4

1.2+

0.8
0.6
0.4

0.2

Cpd 1: C16 H17 N O4: + FBF Spectrum (0.470-0.770 min) PVK-IND-DEAD-MA.d Subtract

288.1244
(M+H)+

289.1303
(M+H)+

290.1255
(M+H)+

EtO,C

285 286 287 288 289 290 291

88

292

293 294



PROTON CDC13 {D:\MB} KOPAL 1

OO NOOM AT NI TOM <O 0 O M LW~ [ee) O O 0O < O
OO WOOMSI>rr~ W OO ¢ T O T NOOI>~I0O M A [e)) N O™~ O < NN O
<O O NNANNN A A A A A A TN NN NN ™ OMmMmMmMmomom
[ o 2 e e e e e R S e i e Al B AN ) A AN AN AN AN AN A N N E o B B e B e B e R s R o |
EtO,C
_—
CO,Et
N Me
N
H
5¢c
A | ! Jh
8 7 6 5 4 2 1
(@} — o~ N [QVR[QV] N QO
O — o |CO (@) — | — — [N
— — — [ — NN ™ [e21 1481

Current Data Parameters

NAME PVK-2-Me-IND-DEAD-D
EXPNO 1
PROCNO 1

F2 - Acquisition Parameters
Date 20180408

Time 22.44
INSTRUM spect
PROBHD 5 mm BBO BB-1H
PULPROG zg30

TD 65536
SOLVENT CDC13

NS 16

DS 2

SWH 8223.685 Hz
FIDRES 0.125483 Hz
AQ 3.9846387 sec
RG 287

DW 60.800 usec
DE 6.00 usec
TE 295.0 K

D1 1.00000000 sec
TDO 1

NUC1 1H

Pl 14.35 usec
PL1 -1.00 dB
SFO1 400.1324710 MHz
F2 - Processing parameters
SI 32768

SF 400.1300048 MHz
WDW EM

SSB 0

LB 0.30 Hz
GB 0

PC 1.00



o un MNONTONOWOANO
N O A= AN MS OO o O < o O AN O I~
N T T T =00 0 W g O N
o O TN OWANHOON OIS . o e o e e
O LOMONANNAAAO ~r~Y - O M
— A A A A A A N~ ~ O O — Current Data Parameters
NAME PVK-2-Me-IND-DEAD-D
EXPNO 2
PROCNO 1
F2 - Acquisition Parameters
Date 20180410
Time 10.31
INSTRUM spect
PROBHD 5 mm BBO BB-1H
PULPROG zgpg30
TD 65536
SOLVENT CDC13
NS 243
DS 4
SWH 24038.461 Hz
FIDRES 0.366798 Hz
Et02C AQ 1.3631988 sec
RG 362
CO,Et DW 20.800 usec
DE 6.00 usec
N\ me TE 292.8 K
N D1 1.00000000 sec
H dil 0.03000000 sec
DELTA 0.89999998 sec
5c TDO 1
======== CHANNEL f1l ========
NUC1 13C
Pl 9.95 usec
PL1 -1.00 dB
SFO1 100.6228298 MHz
======== CHANNEL f2 ========
CPDPRG2 waltz1l6
NUC2 1H
PCPD2 90.00 usec
PL12 14.95 dB
PL13 120.00 dB
PL2 -1.00 dB
SFO2 400.1316005 MHz
F2 - Processing parameters
ST 32768
SF 100.6127555 MHz
WDW EM
SSB 0
LB 1.00 Hz
GB 0
PC 1.40
) I ) I ) I ) I ) I ) I ) I ) I ) I ) I )
180 160 140 120 100 80 60 40 20 Ppm
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Sample Name  PVK-2-ME-IND-DEAD-MA Position

Inj Vol

-1 InjPosition SampleType

Data Filename  PVK-2-ME-IND-DEAD-MA ACQ Method Pondicherry Universi Comment

x10 5
2.6
2.5
2.4
2.3
2.2
2.1

2

.9+

8-

7

.6

.5

4 -

.31

.2

.14

14

0.9

0.8

0.7

0.6

0.5

0.4

0.3

0.2

0.1

O R e .

Instrument Name Q-TOF

User Name

Sample IRM Calibration Status
PVK-MB-302.1392 Acquired Time

QTOF-PU\admin
Success
25-04-2018 16:06:42

302.1398
(M+H)+

303.1428
(M+H)+

304.1456

o

(M+H)+
|

Cpd 1: C17 H19 N O4: + FBF Spectrum (0.483-0.783 min) PVK-2-ME-IND-DEAD-MA1.d Subtract

EtO,C

Z 'CO,Et

305.1543
(M+H)+

3005 301 3015 302 3025 303 303.5 304 304.5
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305 305.5 306 306.5

307

307.5

308



PROTON CDC13 {D:\MB} KOPAL 1

™
NS HRER0NSeNOENRYS LSS 2E2353
NP OOANNNNNNAAAAAAAN T ONNN A MmMmmmmm gil\égo PVK‘5‘Br‘IND‘1§EAD
[ e i S s S e Y ol ol ol S Ve I I IR R B T S A PROCNO 1
F2 - Acquisition Parameters
Date 20180408
Time 12.30
INSTRUM spect
PROBHD 5 mm BBO BB-1H
PULPROG zg30
TD 65536
SOLVENT CDC13
NS 16
DS 2
SWH 8223.685 Hz
EtO,C FIDRES 0.125483 Hz
— AQ 3.9846387 sec
Br COEt RG 362
A\ DW 60.800 usec
DE 6.00 usec
N TE 292.1 K
D1 1.00000000 sec
5d TDO 1
======== CHANNEL fl ========
NUC1 1H
Pl 14.35 usec
PL1 -1.00 dB
SFO1 400.1324710 MHz
F2 - Processing parameters
ST 32768
SF 400.1300048 MHz
WDW EM
SSB 0
LB 0.30 Hz
GB 0
PC 1.00
A 1 J L1 lnuLJ
9 8 7 6 5 4 3 2 ppm
o o| [oo|n o) —i|co < |©
o ol |o|wo o)) o~ o|o
o — | || o ~N 92 ™|m



o - O NOWOMNMWVWOUrSLVY
o o - ONOOL ML 0 o O ~ o ™M - N
. . D < o O <~ O
o T NNOVONHOINO .. . .
o T OMONNNAAA ~ - O T M
— o ~ I~ O O — - Current Data Parameters
NAME PVK-5-Br-IND-DEAD
EXPNO 2
PROCNO 1
F2 - Acquisition Parameters
Date 20180408
Time 12.38
INSTRUM spect
PROBHD 5 mm BBO BB-1H
PULPROG zgpg30
TD 65536
SOLVENT CDC13
NS 350
DS 4
EtO,C SWH 24038.461 Hz
— FIDRES 0.366798 Hz
Br CO,Et )-Xo) 1.3631988 sec
N\ RG 322
DW 20.800 usec
N DE 6.00 usec
H TE 292.4 K
5d D1 1.00000000 sec
dil 0.03000000 sec
DELTA 0.89999998 sec
TDO 1
======== CHANNEL fl ========
NUC1 13C
Pl 9.95 usec
PL1 -1.00 dB
SFO1 100.6228298 MHz
======== CHANNEL f2 ========
CPDPRG2 waltz1l6
NUC2 1H
PCPD2 90.00 usec
PL12 14.95 dB
PL13 120.00 dB
PL2 -1.00 dB
SFO2 400.1316005 MHz
F2 - Processing parameters
ST 32768
SF 100.6127547 MHz
WDW EM
SSB 0
LB 1.00 Hz
GB 0
PC 1.40
I ! I ! I ! I ! I I ! I ! I ! I
180 160 140 120 80 60 40 20 Ppm
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Sample Name  PVK-5-Br-IND-DEAD-RP Position Instrument Name Q-TOF User Name
Inj Vol -1 InjPosition SampleType Sample IRM Calibration Status
Data Filename  PVK-5-Br-IND-DEAD-RP ACQ Method Pondicherry Universi Comment PVK-MB-365.2303 Acquired Time

QTOF-PU\admin
Success
09-05-2018 14:51:28

x10 3 |Cpd 1: C16 H16 ér N O4: + FBF Spectrum (0.475-0.975 min) PVK-5-Br-IND-DEAD-RP.d Subtract
4
3.8 1

368.0300
3.6 (M+H)+
3.4 366.0321 '

(M+H)~+
3.2

3
EtO,C
2.8 : 2

—
| CO,Et

2.6 Br 2

2.4

22
5d

2

1.8
1.6

1.4 4

1.2

0.81 369.0341
0.6 = 367.0373 (M+H)+
| (M+H)+
0.4 |

' 370.0458
0.2 (M+H)+

364 365 366 367 3es 369 370 371 372
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-

373



