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C. Crystallographic data table of compound 3aa:

Crystal data Compound 3aa
CCDC Number 1420103
Empirical formula C,1H; N4
Formula weight 326.39
i 0.60x0.30
Crystal size/mm 0.20
Crystal system Monoclinic
Space group P2,/n
a/A 9.532(3)
b/A 9.630(3)
c/A 17.838(5)
o/° 90.00
B/e 98.075(7)
v/° 90.00
Volume/A3 1621.0(8)
Density 1.337
Z 4
F(000) 688
uMoK,/mm-! 0.202
Mo Ko radiation 2=0.71073A
Temperature/K 150(2)
Rint 0.1667
-10/10,-10/10,
Range of A,k,/ 19/19
Ormin/max/° 2.30/23.17
Reflections 12805/2293
collected/unique/ /1363
observed [[>206(1)]
Data/restraints/ 2293/0/228
parameters
Goodness of fit on F? 0.777
Final R1=0.0543
Rindices] >20(1)] wR2=0.1278
R1=0.0992

Rindices (all data)

wR2=0.1558




'H and 3C NMR Spectra(s) for the synthesized compounds:
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1H of VBAN-126
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Current Data Parameters

NAME
EXPNO
PROCNO

N PROBHD

- PULPROG
TD
N=N SOLVENT
NS
DS
SWH
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Pl
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SFO1

SI
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SSB
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PC
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Dr. A HAJRA 2015
18
L

20150202
18.12

F2 - Acquisition Parameters
= Date_ 0
| Time
N INSTRUM spect

S5 mm PABBO BB/
zg30

32768

CcDC13

32

2
8223.685 Hz
0.250967 Hz
1.9923444 sec
40.87
60.800 usec
6.50 usec
296.3 K
1.00000000 sec
1

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

14.75 usec
11.99499989 W
400.1524711 MHz

F2 - Processing parameters

16384
400.1500090 MHz
EM
0
0.30 Hz
0
1.00



13C of VBAN-126
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Current Data Parameters
NAME Dr. A HAJRA 2015
EXPNO 19
PROCNO 1
F2 - Acquisition Parameters
X Date_ 20150202
| Time 18.42
INSTRUM spect
N™N N PROBHD 5 mm PABBO BB/
PULPROG zgpg30
— TD 32768
| SOLVENT CDC13
N‘N NS 512
DS 2
SWH 24038.461 Hz
FIDRES 0.733596 Hz
AQ 0.6816244 sec
RG .87
DW 20.800 usec
3aa DE 6.50 usec
TE 297.5 K
D1 2.00000000 sec
D11 0.03000000 sec
TDO 1
======== CHANNEL fl ========
NUC1 13C
Pl 8.90 usec
PLW1 54.00000000 W
SFO1 100.6278588 MHz
======== CHANNEL f2 =====s==
CPDPRG2 waltzlé
NUC2 1H
PCPD2 80.00 usec
PLW2 12.00000000 W
PLW12 0.40792999 W
PLW13 0.26107001 W
SFO2 400.1516006 MHz
F2 - Processing parameters
SI 16384
SF 100.6177895 MHz
WDW EM
SSB 0
LB 1.00 Hz
GB 0
BC 1.40

H |

T T T T T T T T T T | iGgaas T T il T T T T
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9.806
9.790

.

278
260
995
973
963
946

A\

8.447
8.428
7.813
T.791
7.547
7.529
7.510
7.472
7.454
7.436
7.295

7
7
6
6
6
6

1H of VBAN-125

—3.880
—2.776
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Current Data Parameters

NAME Dr. A HAJRA 2015
EXPNO 15
PROCNO 1
S F2 - Acquisition Parameters
| Date_ 20150131
Time 18.23
NTN N INSTRUM spect
PROBHD 5 mm PABBO BB/
— PULPROG zg30
N=N TD 32768
SOLVENT CDC13
NS 32
DS 2
SWH 8223.685 Hz
FIDRES 0.250967 Hz
AQ 1.9923444 sec
\ 3ab RG 77.59
oW 60.800 usec
DE 6.50 usec
TE 296.4 K
Dl 1.00000000 sec
TDO 1
======== CHANNEL fl ========
NUC1 1H
Pl 14.75 usec
PLW1 11.99499989 W
SFO1 400.1524711 MHz
F2 - Processing parameters
SI 16384
SF 400.1500090 MHz
WDW EM
SSB 0
LB 0.30 Hz
GB 0
PC 1.00
J o A A
T 1 T 1 T T T T T -1
11 10 8 7 6 S 4 3 @ 1 PPm
=] [N || |00 = —
(=] =] ol o] o O o
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13C of VBAN-125
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NAME Dr. A HAJRA 2015
EXPNO 16
PROCNO 1
F2 - Acquisition Parameters
Date_ 20150131
Time 18.54
R INSTRUM spect
| PROBHD 5 mm PABBO BB/
PULPROG zgpg30
NTN TD 32768
N SOLVENT CDC13
— NS 512
DS 2
N=N SWH 24038.461 Hz
FIDRES 0.733596 Hz
AQ 0.6816244 sec
RG 77.59
DW 20.800 usec
0 DE 6.50 usec
TE 297.5 K
\ 3ab DL 2.00000000 sec
D11 0.03000000 sec
TDO 1
======== CHANNEL fl =s=======
NUCL 13C
Pl 8.90 usec
PLW1 54.00000000 W
SFOl 100.6278588 MHz
======== CHANNEL f2 ========
CPDPRG2 waltzl6
NUC2 1H
PCPD2 80.00 usec
PLW2 12.00000000 W
PLW12 0.40792999 W
PLW13 0.26107001 W
SFO2 400.1516006 MHz
F2 - Processing parameters
SI 16384
SF 100.6177880 MHz
WDW EM
SSB 0.
LB 1.00 Hz
GB 0
PC 1.40

| i

T T T T T T T T T T T T T T T T T T T
190 180 170 160 150 140 130 120 110 100 90 80 70 60 50 40 30 20 10 ppm
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.868
.851

%
§

8.448
8.430
7.875
7.856
7.554
7.536
7521
7.517
7.503
7.483
7.464
7.404
7.386
7.367
7.296
7.279

7.260
6.986
6.969
6.951

1H of VBAN-127

2.737

e g3

Current Data Parameters
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NAME Dr. A HAJRA 2015
EXPNO 24
PROCNO q
F2 - Acquisition Parameters
XX Date_ 20150203
I Time 12,31
INSTRUM spect
N PROBHD 5 mm PABBO BB/
PULPROG zg30
TD 32768
N=N SOLVENT CDC13
NS 24
Ds 2
SWH 8223.685 Hz
FIDRES 0.250967 Hz
AQ 1.9923444 sec
3ac RG 62.69
DW 60.800 usec
DE 6.50 usec
TE 293.3 K
D1 1.00000000 sec
TDO 1
======== CHANNEIL f] ========
NUC1 1H
Pl 14.75 usec
PLW1 11.99499989 w
SFO1 400.1524711 MHz
F2 - Processing parameters
SI 16384
SF 400.1500090 MHz
WDW EM
SSB 0
LB 0.30 Hz
GB 0
PC 1.00
J F8
T T T T T T T LA |
10 9 8 7 6 5 4 pPpm
o N oo | | bl
(=] i=] =l (=ll=] =]} =] =l
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13C of VBAN-127

MOAANDANDLOMAMMO
DEHOANNITONON M N A @ O = -
BEEREE N RN RN e < — o
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\ \ \'\W W Current Data Parameters
NAME Dr. A HAJRA 2015
EXPNO 25
PROCNO £
F2 - Acquisition Parameters
Date_ 20150203
Time 12.40
INSTRUM spect
PROBHD 5 mm PABBO BB/
AN PULPROG zgpg30
| TD 32768
SOLVENT CDC13
N NS 512
N N DS 2
—_ SWH 24038.461 Hz
N FIDRES 0.733596 Hz
=N AQ 0.6816244 sec
RG 62.69
DW 20.800 usec
DE 6.50 usec
TE 294.5 K
Dl 2.00000000 sec
3ac D11 0.03000000 sec
TDO 1

Pl 8.90 usec
PLW1 54.00000000 W
SFO1 100.6278588 MHz
m=mm===== CHANNEL f? ========
CPDPRG2 waltzl6

NUC2 1H
PCPD2 80.00 usec
PLW2 12.00000000 W
PLW12 0.40792999 W
PLW13 0.26107001 W
SFO2 400.1516006 MHz
F2 - Processing parameters
SI 16384

SF 100.6177895 MHz
WDW EM

SSB 0

LB 1.00 Hz
GB 0

PC 1.40

U

T T T T T T T T T T T 1
190 180 170 160 150 140 130 120 110 100 90 80 70 60 50 40 30 20 10 ppm



1H of VBAC-111

2.429
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Current Data Parameters

NAME Dr. A HAJRA 2015
EXPNO 307
PROCNO 1
F2 - Acquisition Parameters
Date_ 20150623
2 Time 1727
| INSTRUM spect
PROBHD S5 mm PABBO BB/
N \"N PULPROG 2930
TD 32768
— SOLVENT CDC13
N=N NS 32
DS p 1
SWH 8223.685 Hz
FIDRES 0.250967 Hz
AQ 1.9923444 sec
RG 87.66
3ba DW 60.800 usec
DE 6.50 usec
TE 297.6 K
D1 1.00000000 sec
TDO i
======== CHANNEL fl ========
NUC1 1H
Pl 14.75 usec
PLW1 11.99499989 W
SFO1 400.1524711 MHz
F2 - Processing parameters
sI 16384
SF 400.1500090 MHz
WDW EM
SSB 0
LB 0.30 Hz
GB 0
PC 1.00
‘\ ) |
T T T 1 T 1 1 1
10 9 8 '/ 6 ppm
S 2 rS 2[8 I S
- - mlealedlel [ o
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13C of VBAC-111
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Current Data Parameters
NAME Dr. A HAJRA 2015
EXPNO 308
PROCNO 1
F2 - Acquisition Parameters
Date_ 20150623
Time 1739
= INSTRUM spect
| PROBHD 5 mm PABBO BB/
PULPROG 2gpg30
NN ™ 32768
SOLVENT CDC13
== NS 216
y DS 2
N\N SWH 24038.461 Hz
FIDRES 0,733596 Hz
AQ 0.6816244 sec
RG 47.25
DW 20.800 usec
DE 6.50 usec
3ba TE 298.5 K
D1 2.00000000 sec
D11 0.03000000 sec
TDO 1

Pl 8.90 usec
PLW1 54.00000000 W
SFO1 100.6278588 MHz
CPDPRG2 waltzlé

NUC2 1H
PCPD2 80.00 usec
PLW2 12.00000000 W
PLW12 0.40792999 W
PLW13 0.26107001 W
SFO2 400.1516006 MHz
F2 - Processing parameters
SI 16384

SF 100.6177865 MHz
WDW EM

SSB 0

LB 1.00 Hz
GB 0

PC 1.40

JEFTETETETy T T TP T T T T T T T T T T T T T T 1
190 180 170 160 150 140 130 120 110 100 90 80 70 60 50 40 30 20 10 ppm
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424
411
407
887
876
774
762
649
631
536
516
503
491
486
473
433
420
402
394
317
260
168
152
2.760
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Current Data Parameters

NAME Dr. A HAJRA 2015
EXPNO 545
PROCNO A
F2 - Acquisition Parameters
Date_ 20150818
Time 17.00
~ INSTRUM spect
| PROBHD 5 mm PABBO BB/
N PULPROG zg30
N D 32768
NC — SOLVENT CDC13
N-'TN NS 32
DS 1
SWH 8223.685 Hz
FIDRES 0.250967 Hz
AQ 1.9923444 sec
RG 87.66
3ad DW 60.800 usec
DE 6.50 usec
TE 295.5 K
D1 1.00000000 sec
TDO 1
======== CHANNEL fl ========
NUC1 1H
Pl 14.75 usec
PLW1 11.99499989 W
SFol1 400.1524711 MHz
F2 - Processing parameters
SI 16384
SF 400.1500089 MHz
WDW EM
SSB 0
LB 0.30 Hz
GB 0
PC 1.00
T T T T T L 1 T T 1
9 8 7 6 ] 4 3 2 1 pPpm
g =3 O WD WD O [ | [
& =] =] (o)} (=] [ )} (=] | (=} =
o N [ 2 M N P | 3
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13C of VBAC-130

OOV IITOEMO AN~
CRONHYAMOSWVWITINNOLR ® W0 ©
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NAME Dr. A HAJRA 2015
EXPNO 546
PROCNO i
F2 - Acquisition Parameters
Date_ 20150818
Time 16.52
INSTRUM spect
PROBHD 5 mm PABBO BB/
PULPROG 2gpg30
X TD 32768
| SOLVENT CDC13
NS 320
N Ds 2
N N SWH 24038.461 Hz
— FIDRES 0.733596 Hz
NC N AQ 0.6816244 sec
=N RG 87.66
DW 20.800 usec
DE 6.50 usec
TE 296.2 K
D1 2.00000000 sec
D11 0.03000000 sec
3ad D0 1
Pl 8.90 usec
PLW1 54.00000000 W
SFO1 100.6278588 MHz
CPDPRG2 waltzlé
NUC2 1H
PCPD2 80.00 usec
PLW2 12.00000000 W
PLW12 0.40792999 W
PLW13 0.26107001 W
SFO2 400.1516006 MHz
F2 - Processing parameters
SI 16384
SF 100.6177852 MHz
WDW EM
SSB 0
LB 1.00 Hz
GB 0
EC 1.40

T T T T T T T T T T T T T T T T T T T 1
190 180 170 160 150 140 130 120 110 100 90 80 70 60 50 40 30 20 10 ppm
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1H of VBAC-104-A

2.724

=GR

Current Data Parameters

NAME Dr. A HAJRA 2015
EXPNO 278
PROCNO 1
F2 - Acquisition Parameters
= Date_ 20150616
| Time 18.01
N7\ INSTRUM spect
N PROBHD 5 mm PABBO BB/
= PULPROG zg30
N=N TD 32768
SOLVENT cbhel3d
O,N NS 24
DS 2
SWH 8223.685 Hz
3ae FIDRES 0.250967 Hz
AQ 1.9923444 sec
RG 87.66
DW 60.800 usec
DE 6.50 usec
TE 297.8 K
D1 1.00000000 sec
TDO 1
======== CHANNEL fl ==s======
NUC1 1H
Pl 14.75 usec
PLW1 11.99499989 W
SFO1l 400.1524711 MHz
F2 - Processing parameters
SI 16384
SF 400.1500090 MHz
WDW EM
SSB 0
LB 0.30 Hz
GB 0
PC 1.00
% L
T 1 T T T T T T T i |
11 10 9 8 74 6 5 2 1, ppm
=3 ped [ Gad | (= (8] O JoN ™ sl
=1 Eall(=]| (=] (=} =] (=] (=} =
— Sllaillcl=s ] Fi] [ o
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13C of VBAC-104-A
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Current Data Parameters
NAME Dr. A HAJRA 2015
EXPNO 276
PROCNO 1
F2 - Acquisition Parameters
Date 20150616
Time 18.12
INSTRUM spect
PROBHD 5 mm PABBO BB/
PULPROG zgpg30
A TD 32768
SOLVENT CDC13
| NS 400
DS 2
N™ SN SWH 24038.461 Hz
e FIDRES 0.733596 Hz
AQ 0.6816244 sec
N=N RG 87.66
DW 20.800 usec
O,N DE 6.50 usec
TE 298.9 K
D1 2.00000000 sec
D11 0.03000000 sec
3ae TDO 1

Pl 8.90 usec
PLW1 54.00000000 W
SFO1 100.6278588 MHz
======== CHANNEL f2 ========
CPDPRG2 waltzl6

NUC2 1H
PCPD2 80.00 usec
PLW2 12.00000000 W
PLW12 0.40792999 W
PLW13 0.26107001 W
SFO2 400.1516006 MHz
F2 - Processing parameters
SI 16384

SF 100.6177838 MHz
WDW EM

SSB 0

LB 1.00 Hz
GB 0

PC 1.40

T T T T T T T T T T T T T T T T T 1
170 160 150 140 130 120 110 100 90 80 70 60 50 40 30 20 10 ppm
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9.858
9.841

a8

Et0,C

1H of VBAC-105-A

4.439
4.422

4.404
4.386

2 721
1.449
1.431
1.413

<

1..05

2.08
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W01
3.08

e GRen

Current Data Parameters

NAME Dr. A HAJRA 2015
EXPNO 273
PROCNO i

F2 - Acquisition Parameters
Date_ 20150616
Time 16.:37
INSTRUM spect
PROBHD 5 mm PABBO BB/
PULPROG zg30

TD 32768
SOLVENT CDC13

NS 24

DS 2

SWH 8223.685 Hz
FIDRES 0.250967 Hz
AQ 1.9923444 sec
RG 93.46

DW 60.800 usec
DE 6.50 usec
TE 297.6 K

D1 1.00000000 sec
TDO 1
=====m== CHANNEL fl =mmmma=s
NUC1 1H

P1 14.75 usec
PLW1 11.99499989 W
SFol 400.1524711 MHz
F2 - Processing parameters
SI 16384

SF 400.1500090 MHz
WDW EM

SSB 0

LB 0.30 Hz
GB 0

PC 1.00



13C of VBAC-105-2A
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Current Data Parameters
NAME Dr. A HAJRA 2015
EXPNO 274
PROCNO 1
F2 - Acquisition Parameters
X Date_ 20150616
| Time 16.57
INSTRUM spect
N N PROBHD 5 mm PABBO BB/
. PULPROG zgpg30
TD 32768
N=N SOLVENT cpe13
NS 400
DS 2
SWH 24038.461 Hz
FIDRES 0.733596 Hz
AQ 0.6816244 sec
Et0,C 3af RG 87.66
Dw 20.800 usec
DE 6.50 usec
TE 298.6 K
Dl 2.00000000 sec
D11 0.03000000 sec
TDO 1
======== CHANNEL fl ====
NUC1 13C
Pl 8.90 usec
PLW1 54.00000000 W
SFO1 100.6278588 MHz
CPDPRG2 waltz16
NuUCc2 1H
PCPD2 80.00 usec
PLW2 12.00000000 W
PLW12 0.40792999 W
PLW13 0.26107001 W
SFO2 400.1516006 MHz
F2 - Processing parameters
SI 16384
SF 100.6177848 MHz
WDW EM
SSB 0
LB 1.00 Hz
GB 0
PC 1.40

T T T T T T T T T T T T s T T T T T T 1
190 180 170 160 150 140 130 120 110 100 90 80 70 60 50 40 30 20 10 ppm
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9.857
9.840

<1

8.434
8.416
8.070
8.049
7.876
74855
7.549
7931
7+512
7.490
7.478
7.473
7457
7.340
7.323
7.260
7.014
6.997
6.980

RSN

1H of VBAC-129A

—2.722
———2.643

e GRun

Current Data Parameters

NAME Dr. A HAJRA 2015
EXPNO 430
| = PROCNO 1
J F2 - Acquisition Parameters
N Date_ 20150723
— Time 16.00
N INSTRUM spect
=N PROBHD 5 mm PABBO BB/
PULPROG zg30
TD 32768
SOLVENT CDCl3
NS 32
DS 3
SWH 8223.685 Hz
O FIDRES 0.250967 Hz
3ag AQ 1.9923444 sec
RG 87.66
DW 60.800 usec
DE 6.50 usec
TE 297.2 K
D1l 1.00000000 sec
TDO 1
======== CHANNEL f]l ========
NUC1 1H
Pl 14.75 usec
PLW1 11.99499989 W
SFO1 400.1524711 MHz
F2 - Processing parameters
SI 16384
SF 400.1500090 MHz
WDW EM
SSB 0
LB 0.30 Hz
GB 0
PC 1.00
T T T T T T T T 1
11 10 9 8 T 5 4 3 ppm
(= o] [w|] [o[o]e] (v =~
= el el eeic e i
e~ (9] NN NI [32] (a2}

518



C of VBAC-129
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Current Data Parameters
NAME Dr. A HAJRA 2015
EXPNO 429
PROCNO 1
N F2 - Acquisition Parameters
I Date_ 20150723
N Time 13.12
NN INSTRUM spect
oy PROBHD 5 mm PABBO BB/
PULPROG zgpg30
N=N ™D 32768
SOLVENT CDC13
NS 64
DS 2
SWH 24038.461 Hz
FIDRES 0.733596 Hz
AQ 0.6816244 sec
RG %
O DW 20.800 usec
3ag DE 6.50 usec
TE 297.6 K
D1 2.00000000 sec
D11 0.03000000 sec
TDO 1
========" CHANNEL f1l e,
NUC1
Pl 8.90 usec
PLW1 54.00000000 W
SFO1 100.6278588 MHz
= == CHANNEL f2 ========
CPDPRG2 waltzlé
NUC2 1H
PCPD2 80.00 usec
PLW2 12.00000000 W
PLW12 0.40792999 W
PLW13 0.26107001 W
SFO2 400.1516006 MHz
F2 - Processing parameters
SI 16384
SF 100.6177928 MHz
WDW EM
SSB 0
LB 1.00 Hz
GB 0
PC 1.40
T I T T T I I 1 I T T T T T T T T T T G |
200 180 170 160 150 140 130 120 110 100 90 80 70 60 50 40 30 20 10 ppm



2.686

arGRun

Current Data Parameters

NAME Dr. A HAJRA 2015
EXPNO 532
PROCNO ol
F2 - Acquisition Parameters
Date_ 20150813
Time 17.07
A INSTRUM spect
| PROBHD 5 mm PABBO BB/
NN PULPROG zg30
(0] TD 32768
Q == SOLVENT CDC13
N=N NS 32
DS 1
SWH 8223.685 Hz
FIDRES 0.250967 Hz
AQ 1.9923444 sec
RG 120.16
3ah oW 60.800 usec
DE 6.50 usec
TE 2971.7 K
D1 1.00000000 sec
TDO 1
======== CHANNEL f]l ========
NUC1 1H
Pl 14.75 usec
PLW1 11.99499989 W
SFOl 400.1524711 MHz
F2 - Processing parameters
SI 16384
SF 400.1500090 MHz
WDW EM
SSB 1]
LB 0.30 Hz
GB 0
PC 1.00
IJ_IJ“J L S
T T T T T T T T T T |
1L, 10 9 8 7 6 4 3 2 : ppm
< —i|[ov v1nx#v ™ ~
=(=] ollo|—|o|lo =] (=3
o1 1) N PN | P P P - o
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13C of VBAC-133
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Current Data Parameters
NAME Dr. A HAJRA 2015
EXPNO 534
PROCNO 1
F2 - Acquisition Parameters
N Date_ 20150813
| Time 17.53
INSTRUM spect
NN PROBHD 5 mm PABBO BB/
(0] PULPROG zgpg30
— TD 32768
N=N SOLVENT CDC13
NS 320
DS 2
SWH 24038.461 Hz
FIDRES 0.733596 Hz
RnQ 0.6816244 sec
RG 120.16
3ah DW 20.800 usec
DE 6.50 usec
TE 298.7 K
D1 2.00000000 sec
D11 0.03000000 sec
TDO 1
======== CHANNEL fl ========
NUC1 13c
P1 8.90 usec
PLW1 54.00000000 W
SFO1 100.6278588 MHz
—— == CHANNEL f2 ======-=
CPDPRG2 waltzl6
NUC2 1H
PCPD2 80.00 usec
PLW2 12.00000000 W
PLW12 0.40792999 W
PLW13 0.26107001 W
SFO2 400.1516006 MHz
F2 - Processing parameters
SI 16384
SF 100.6177836 MHz
WDW EM
SSB 0
LB 1.00 Hz
GB 0
PC 1.40
= T T T T T T T T T T T T T 1
210 200 190 180 170 160 150 140 130 120 110 100 80 20 10 ppm



1H of VBAC-101
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Current Data Parameters

2.733

NAME Dr. A HAJRA 2015
EXPNO 228
PROCNO s B
F2 - Acquisition Parameters
X Date_ 20150525
I Time 16.09
INSTRUM spect
N™ N PROBHD 5 mm PABBO BB/
— PULPROG zg30
N=N TD 32768
= SOLVENT CDC13
NS 32
Ds 2
SWH 8223.685 Hz
Cl FIDRES 0.250967 Hz
3ai aQ 1.9923444 sec
RG 120.16
DW 60.800 usec
DE 6.50 usec
TE 300.6 K
D1 1.00000000 sec
TDO 1
======== CHANNEL f]l ========
NUC1 1H
Pl 14.75 usec
PLW1 11.99499989 W
SFO1 400.1524711 MHz
F2 - Processing parameters
SI 16384
SF 400.1500090 MHz
WDW EM
SSB 0
LB 0.30 Hz
GB 0
PC 1.00

e
(4]
w
'S
w
N
(=

10 9 8 Ppm
1 PHOO ’ m
5] =) ol-|=[=] o E)
o el | ™
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3C of VBAC-101

i
CONANCOROYWOD®MMO MO
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Current Data Parameters
NAME Dr. A HAJRA 2015
EXPNO 229
PROCNO 1
F2 - Acquisition Parameters
Date_ 20150525
Time 16.38
X INSTRUM spect
| PROBHD 5 mm PABBO BB/
PULPROG zgpg30
N™N N D 32768
SOLVENT CDC13
— NS 512
N=N DS 2
SWH 24038.461 Hz
FIDRES 0.733596 Hz
AQ 0.6816244 sec
RG 120.16
DW 20.800 usec
Cl " DE 6.50 usec
3ai TE 301.8 K
D1 2.00000000 sec
D11 0.03000000 sec
TDO 1
Pl 8.90 usec
PLW1 54.00000000 W
SFO1 100.6278588 MHz
===== CHANNEL f2 ========
CPDPRG2 waltzl6
NUC2 1H
PCPD2 80.00 usec
PLW2 12.00000000 W
PLW12 0.40792999 W
PLW13 0.26107001 W
SFO2 400.1516006 MHz
F2 - Processing parameters
SI 16384
SF 100.6177831 MHz
WDW EM
SSB 0
LB 1.00 Hz
GB 0
PC 1.40
T T T T T T T T T T T T T 2 |

T T T T T T
190 180 170 160 150 140 130 120 110 100 90 80 70 60 50 40 30 20 10 ppm
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1H of AC 102B
OMEOITOAVMOVANXMUONHETOEVNOYNATOVMOOVIATWNOMMENM ® -~
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Current Data Parameters

NAME Dr. A HAJRA 2015
EXPNO 245
PROCNO 1
- F2 - Acquisition Parameters
Date_ 20150529
BN Time 17.58
| INSTRUM spect
PROBHD 5 mm PABBO BB/
N \N PULPROG zg30
TD 32768
== SOLVENT cDC13
N=N NS 16
DS 2
SWH 8223.685 Hz
FIDRES 0.250967 Hz
AQ 1.9923444 sec
F ; RG 62.69
3aj DW 60.800 usec
DE 6.50 usec
TE 297.1 K
D1 1.00000000 sec
TDO i 4

= CHANNEL £ =
Pl 14.75 usec
PLW1 11.99499989 W
SFO1 400.1524711 MHz
F2 - Processing parameters
SsI 16384
SF 400.1500090 MHz
WDW EM
SSB 0
LB 0.30 Hz
GB 0
PC 1.00

T
7 6 5

T

8
~|[ofw]o|o]m
ollo|ojle|-|e
eV (oM Bl Eanl (o] L]

11 10 9 3 2 1 ppm

.00
2.02
3.00
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13C of VBAC-102-B

DO OMAVON—AONOM—A{dN-H®DM
WOWQ‘Q‘NQ‘Q‘HN\DU’)U’!‘—‘F@NO\N -~ O = (=)}
OO NNNNNN AN A ~r~ w0 o B R
A A A A A A A A A A A A A A A A o~~~ —
Current Data Parameters
NAME Dr. A HAJRA 2015
EXPNO 246
PROCNO
F2 - Acquisition Parameters
Date_ 20150529
Time 18.07
INSTRUM spect
5 PROBHD 5 mm PABBO BB/
| PULPROG zgpg30
TD 32768
NN SOLVENT cpel13
NS 200
— DS 2
N‘N SWH 24038.461 Hz
- FIDRES 0.733596 Hz
AQ 0.6816244 sec
RG 62.69
DW 20.800 usec
DE 6.50 usec
F 5 TE 297.6 K
3aj D1 2.00000000 sec
D11 0.03000000 sec
TDO 1
======== CHANNEL fl ========
NUC1 13C
P1 8.90 usec
PLW1 54.00000000 W
SFO1 100.6278588 MHz

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

CPDPRG2 waltzl6é
NUC2 1H
PCPD2 80.00 usec
PLW2 12,00000000 w
PLW12 0.40792999 W
PLW13 0.26107001 W
SFO2 400.1516006 MHz
F2 - Processing parameters
SI 1638

SF 100.6177880 MHz
WDW EM

SSB [}

LB 1.00 Hz
GB 0

PC 1.40

hibond WA irap m-mmmmm

T T T T T T T T T T
190 180 170 160 150 140 130 120 110 100 90 80 70 60 50 40 30 20 10 ppm
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1H of VBAC-103
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Current Data Parameters

NAME Dr. A HAJRA 2015
EXPNO 250
PROCNO 1
F2 - Acquisition Parameters
N Date_ 20150531
Time 15.58
INSTRUM spect
= PROBHD 5 mm PABBO BB/
| PULPROG zg30
N7 TD 32768
N SOLVENT cDC13
== NS 32
N=N DS 2
SWH 8223.685 Hz
FIDRES 0.250967 Hz
AQ 1.9923444 sec
RG 87.
DW 60.800 usec
3ak DE 6.50 usec
TE 296.9 K
D1 1.00000000 sec
TDO 1
——==—=== CHANNEL f1l ========
NUC1 1H
Pl 14.75 usec
PLW1 11.99499989 W
SFO1 400.1524711 MHz
F2 - Processing parameters
SI 1
SF 400.1500090 MHz
WDW EM
SSB 0
LB 0.30 Hz
GB 0
PC 1.00
1 T T T T T T T T 1
11 10 9 8 7 6 5 4 3 ppm
=3 L O | {eN O foo f< < (Te)
=d = (=]} (=] (=] (=] (=] | (=] (=]
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13C of VBAC-103
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Current Data Parameters
NAME Dr. A HAJRA 2015
EXPNO 251
PROCNO S
F2 - Acquisition Parameters
B Date_ 20150531
Time 16.24
AN INSTRUM spect
| PROBHD 5 mm PABBO BB/
PULPROG zgpg30
N TD 32768
N SOLVENT cDC13
— NS 512
DS 2
N:N SWH 24038.461 Hz
FIDRES 0.733596 Hz
AQ 0.6816244 sec
RG 87.66
DW 20.800 usec
DE 6.50 usec
TE 298.2 X
3ak D1 2.00000000 sec
D11 0.03000000 sec
TDO 1
= CHANNEL f1 =
13C
Pl 8.90 usec
PLW1 54.00000000 W
SFO1 100.6278588 MHz
= CHANNEL f2 ====
CPDPRG2 waltzlé
NUC2 1H
PCPD2 80.00 usec
PLW2 12.00000000 W
PLW12 0.40792999 W
PLW13 0.26107001 W
SFO2 400.1516006 MHz
F2 - Processing parameters
SI 16384
SF 100.6177851 MHz
WDW EM
SSB 0
LB 1.00 Hz
GB 0
PC 1.40

T T T T T T T T T T T T T T T T T T T i)
190 180 170 160 150 140 130 120 110 100 90 80 70 60 50 40 30 20 10 ppm
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10.275
10.259

%
|

8.446
8.428
8.140
8.121
7.956
7.936
7.741
T.723
7.704
7.564
T 347
7529
7.508
7.490
7.478
7.459
7.432
7.413
7.260
7.145
7.127
T+11:0

1H of VBAC-154

4.210
4.193
4.176
4.158

<

™M o N
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™~ N NN
o~ i

=

aiGRdn

Current Data Parameters

NAME Dr. A HAJRA 2015
EXPNO 617
PROCNO 1
F2 - Acquisition Parameters
A Date_ 20150915
| Time 1215
'S INSTRUM spect
0o N PROBHD 5 mm PABBO BB/
O=g” == PULPROG zg30
N=N TD 32768
SOLVENT CDC13
NS 32
DS 1
SWH 8223.685 Hz
3al FIDRES 0.250967 Hz
AQ 1.9923444 sec
RG 135,79
DW 60.800 usec
DE 6.50 usec
TE 297.2. K
D1 1.00000000 sec
TDO 1
======== CHANNEL fl ========
NUC1 1H
Pl 14.75 usec
PLW1 11.99499989 W
SFO1 400.1524711 MHz
F2 - Processing parameters
SI 16384
SF 400.1500100 MHz
WDW EM
SSB 0
LB 0.30 Hz
GB 0
PC 1.00
T T T T T T T ;:
5 s 10 G 8 4 2 L ppm
=3 | [ol<]fe] |~ [« 0 ) N
(=} — ojlol|lo] |+ o — (=3 o
— NI 1 | ) 7 ~ o o
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SG-154-13C-22s5epl15-30-(SR)

Current Data Parameters

N AN FONNE OO O NAME Sep22-2015
AN DO ADOARETMIOMPOVOONON - OO I~ ~ ~o EXPNO 30
« & & & 8 & 8 & & & & s s = ® = » — OO NO® nm
MNAdHoOOoOOOA WSS WME < . y &K s W s e g » PROCNO 1
OO OONNNNNNNNNAA o OO O® @ o
A A A A A A A AT A A A A w TMOOOOMMOM o
F2 - Acquisition Parameters
\“\NJ%/// | W H Date_ 20150922
Time 22:95
INSTRUM spect
PROBHD 5 mm PABBO BB/
PULPROG zgpg30
TD 32768
R SOLVENT DMSO
\\ﬁ | NS 4000
DS 4
NN SWH 24038.461 Hz
O= == FIDRES ‘0.733596 Hz
N=N AQ 0.6815744 sec
RG 203
DW 20.800 usec
DE 6.50 usec
TE 0 K
3al D1 2.00000000 sec
) D11 0.03000000 sec
TDO 1
======== CHANNEL fl ========
SFO1 100.6404326 MHz
NUC1 13C
Pl 9.00 usec
PLW1 55.00000000 W
======== CHANNEL f2 ========
SFO2 400.2016008 MHz
NUC2 1H
CPDPRG[2 waltzlé
PCPD2 90.00 usec
PLW2 10.00000000 W
PLW12 0.29660001 W
PLW13 0.24025001 w
F2 - Processing parameters
SI 32768
SF 100.6304110 MHz
WDW EM
SSB 0
LB 3.00 Hz
GB 0
PC 1.40
T T T ] I L) [ TR I I I I L} T T I 1
160 150 140 130 120 110 90 80 70 60 50 40 30 20 10 ppm
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1H of VBAC-1

@
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N N
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EtO,C
3cf
v
T 1 T T T Ll T 1 1
11 10 9 8 7 6 5 1 ppm
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Current Data Parameters

NAME Dr. A HAJRA 2015
EXPNO 548
PROCNO i

F2 - Acquisition Parameters
Date_ 20150820
Time 18.32
INSTRUM spect
PROBHD 5 mm PABBO BB/
PULPROG zg30

TD 32768
SOLVENT CDC13

NS 24

DS 1

SWH 8223.685 Hz
FIDRES 0.250967 Hz
AQ 1.9923444 sec
RG 135.7

DW 60.800 usec
DE 6.50 usec
TE 298.2 K
D1 1.00000000 sec
TDO 1

14.75 usec
11.99499989 W
400.1524711 MH=z

F2 - Processing parameters

SI
SF
WDW
SSB
LB
GB
BPC

16384
400.1500090 MHz
EM
0
0.30 Hz
0
1.00



—166.26
——156.35
144.70
132,37
132.33

@~ o s o
MO @ A~ W~
—HH1OoOoOo®r~M
MMOMMONNN
et e e e

13C of VBAC-138

122.04

117.86

76.84
—1.33

EtO,C

14.50

e en

Current Data Parameters

NAME Dr. A HAJRA 2015
EXPNO 549
PROCNO 1
F2 - Acquisition Parameters
Date_ 20150820
Time 18.51
INSTRUM spect
PROBHD 5 mm PABBO BB/
PULPROG zgpg30
TD 32768
SOLVENT CDC13
NS 320
Ds 2
SWH 24038.461 Hz
FIDRES 0.733596 Hz
AQ 0.6816244 sec
RG 87.66
DW 20.800 usec
DE 6.50 usec
TE 299.1 K
D1 2.00000000 sec
D11 0.03000000 sec
TDO 1
= CHANNEL fl ========
NUC1 13C
Pl 8.90 usec
PLW1 54.00000000 W
SFO1 100.6278588 MHz
= CHANNEL f2 ========
CPDPRG2 waltzl6é
NUC2 1H
PCPD2 80.00 usec
PLW2 12.00000000 W
PLW12 0.40792999 W
PLW13 0.26107001 W
SFO2 400.1516006 MHz
F2 - Processing parameters
SI 16384
SF 100.6177836 MHz
WDW EM
SSB 0
LB 1.00 Hz
GB 0
BC 1.40

T T T T

T T T
190 180 170 160 150 140 130 120 110

10 ppm



10,157
10.154

=

1H of VBAC-112-A

2.443

ahGRen

Current Data Parameters

NAME Dr. A HAJRA 2015
EXPNO 316
PROCNO 1

F2 - Acquisition Parameters
Date_ 20150626

Time 1123
INSTRUM spect
PROBHD 5 mm PABBO BB/
PULPROG zg30

TD 32768
SOLVENT CDC13

NS 32

DS 1

SWH 8223.685 Hz
FIDRES 0.250967 Hz
AQ 1.9923444 sec
RG 87.66

DW 60.800 usec
DE 6.50 usec
TE 298.3 K

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

Pl 14.75 usec
PLW1 11.99499989 W
SFO1 400.1524711 MHz
F2 - Processing parameters
SI 16384

SF 400.1500090 MHz
WDW EM

SSB 0

LB 0.30 Hz
GB 0

PC 1.00

o —

2.07

T
8

I

4
ﬁ(ﬁmﬁﬁ
ooy oloy
ilefes il

o

w
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13C of VBAC-112-A
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Current Data Parameters
NAME Dr. A HAJRA 2015
EXPNO 317
PROCNO 1
F2 - Acquisition Parameters
Date_ 20150626
Time 12.03
INSTRUM spect
Br PROBHD 5 mm PABBO BB/
N PULPROG zgpg30
| ™ 32768
SOLVENT CDC13
N NS 640
N N DS 2
— SWH 24038.461 Hz
N FIDRES 0.733596 Hz
=N AQ 0.6816244 sec
RG 87.66
DW 20.800 usec
DE 6.50 usec
TE 299.1 K
D1 2.00000000 sec
D11 0.03000000 sec
3da TDO 1
CHANNEL fl ========
13c
8.90 usec
54.00000000 W
100.6278588 MHz
CHANNEL f2 ========
CPDPRG2 waltzl6
NUC2 1H
PCPD2 80.00 usec
PLW2 12.00000000 W
PLW12 0.40792999 W
PLW13 0.26107001 W
SF02 400.1516006 MHz
F2 - Processing parameters
ST
SF 100.6177837 MHz
WDW EM
SSB 0
LB 1.00 Hz
GB 0
PC 1.40
I T I T 1§ T T T T I T I T 1
190 180 170 160 150 140 130 120 110 100 920 80 70 60 20 10 ppm
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10.348
8.406
8.390
8.211
8.190
7.920
7.899

7827
7.805
7.603
7.581
7.545

7.528
7.260

/
Z
}

1H of VBAC-142

4.455
4.437
4.419
4.401

<

1.459

1.441
1.423

=

ehGRu

Current Data Parameters

NAME Dr. A HAJRA 2015
EXPNO 570
PROCNO -
NC XN F2 - Acquisition Parameters
\(\/L Date 20150831
Time 16.10
N \"N INSTRUM spect
PROBHD 5 mm PABBO BB/
=5 PULPROG zg30
N=N TD 32768
SOLVENT CDC13
NS 24
Ds i
SWH 8223.685 Hz
E102C FIDRES 0.250967 Hz
3ef AQ 1.9923444 sec
RG 106.66
DW 60.800 usec
DE 6.50 usec
TE 297.7 K
Dl 1.00000000 sec
TDO 1
—mmeccao CHANNEL fl =mmam====
NUC1 1H
Pl 14.75 usec
PLW1 11.99499989 W
SFO1 400.1524711 MHz
F2 - Processing parameters
8T 16384
SF 400.1500090 MHz
WDW El
SSB 0
LB 0.30 Hz
GB 0
PC 1.00
LJ I J\J N
T T 1 T T T T T T 1
11 10 9 8 7 5 4 2 5 ppm
=] (M IN| [ bl o
=] O O] |o|o| oy =1 =]
- oaled] el les N )
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13C of VBAC-142
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Current Data Parameters
NAM| Dr. A HAJRA 2015
EXPNO 571
PROCNO 1
F2 - Acquisition Parameters
Date_ 20150831
Time 16.26
NC INSTRUM spect
XX PROBHD 5 mm PABBO BB/
| PULPROG zgpg30
TD 32768
N SOLVENT CDC13
N™N NS 320
— DS 2
N- SWH 24038.461 Hz
=N FIDRES 0.733596 Hz
AQ 0.6816244 sec
RG 106.66
DW 20.800 usec
DE 6.50 usec
TE 298.7 K
EtO,C 3ef D1 2.00000000 sec
€ D11 0.03000000 sec
TDO :
CHANNEL fl ========
13¢
8.90 usec
54.00000000 W
100.6278588 MHz
CHANNEL f2 ========
waltzl6
1H
80.00 usec
12.00000000 w
0.40792999 W
0.26107001 W
400.1516006 MHz
F2 - Processing parameters
SI
SF 100.6177851 MHz
WDW EM
SSB 0
LB 1.00 Hz
GB 0
PC 1.40
T T T T T T T T T T T T T I T 1
150 140 130 120 110 100 90 80 70 60 50 40 30 20 10 ppm



1H of VBAC-116

2.437

aeGR e

Current Data Parameters

NAME Dr. A HAJRA 2015
EXPNO 340
PROCNO 1
F2 - Acquisition Parameters
=2 Date_ 20150702
Time 20.21
N INSTRUM spect
N™ SN PROBHD 5 mm PABBO BB/
— PULPROG zg30
N TD 32768
=N SOLVENT cpe13
NS &
DS i
SWH 8223.685 Hz
FIDRES 0.250967 Hz
AQ 1.9923444 sec
RG 87.66
3fa DW 60.800 usec
DE 6.50 usec
TE 298.1 K
Dl 1.00000000 sec
TDO 1
======== THANNEL f] ========
NUC1 1H
Pl 14.75 usec
PLW1 11.99499989 W
SFO1 400.1524711 MHz
F2 - Processing parameters
SI 16384
SF 400.1500090 MHz
WDW EM
SSB 0
LB 0.30 Hz
GB 0
BC 1.00
A )8
T T 1 T T : ! T 1
58 10 9 8 T 5 4 Ppm
=] [~ el (a2l (= 5ol (o] (el End | (T2 —
=] = =] el (=] (=] (=] (=] (o] | (=] o
o I I 18] 1] 5 U] M1 P | WY -
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13C of VBAC-116
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Current Data Parameters
NAME Dr. A HAJRA 2015
EXPNO 343
PROCNO 1
F2 - Acquisition Parameters
~\ Date_ 20150703
Time 12.37
i~ INSTRUM spect
| PROBHD 5 mm PABEO BB/
PULPROG zgpg30
N~ YN N TD 32768
SOLVENT CDC13
= NS 400
Ds 2
N\N SWH 24038.461 Hz
FIDRES 0.733596 Hz
AQ 0.6816244 sec
RG 87.66
DW 20.800 usec
DE 6.50 usec
TE 298.1 K
D1 2.00000000 sec
3fa D11 0.03000000 sec
TDO il
PLW1 54.00000000 W
SFO1 100.6278588 MHz
= CHANNEL £2
waltz1l6
1H
80.00 usec
12.00000000 W
0.40792999 W
0.26107001 W
400.1516006 MHz
F2 - Processing parameters
SI 16384
SF 100.6177865 MHz
WDW EM
SSB 0
LB 1.00 Hz
GB 0
PC 1.40
H A AN M
T T T T T T R T R T 28l soceaiases L2 LA T T T 1
190 180 170 160 150 140 130 120 110 100 90 80 70 60 50 40 30 20 10 ppm
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Current Data Parameters

NAME Dr. A HAJRA 2015
EXPNO 341
PROCNO i

F2 - Acquisition Parameters
Date_ 20150702

Time 20.27
INSTRUM spect
PROBHD 5 mm PABBO BB/
PULPROG zg30

TD 32768
SOLVENT CDC13

NS 24

Ds 1

SWH 8223,685 Hz
FIDRES 0.250967 Hz
AQ 1.9923444 sec
RG 40.87

DW 60.800 usec
DE 6.50 usec
TE 298.1 K

Dl 1.00000000 sec
TDO 1
======== CHANNEL f l Emssm=—==
NUC1 1H

Pl 14.75 usec
PLW1 11.99499989 W
SFO1 400.1524711 MHz

F2 - Processing parameters

SI 16384

SF 400.1500000 MHz
WDW EM
SSB 0

LB 0.30 Hz
GB 0

PC 1.00



13C of VBAC-117

o COCANNNOEDONO MO~
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I ‘ \\'\\l W//// W Current Data Parameters
NAME Dr. A HAJRA 2015
EXPNO 342
PROCNO i |
F2 - Acquisition Parameters
Date_ 20150702
Time 20.49
= INSTRUM spect
| PROBHD 5 mm PABBO BB/
PULPROG z2gpg30
N D 32768
SOLVENT CDC13
— NS 400
N\N OH DS 2
- SWH 24038.461 Hz
FIDRES 0.733596 Hz
AQ 0.6816244 sec
RG 87.66
DW 20.800 usec
DE 6.50 usec
393 TE 299.2 K
D1 2.00000000 sec
D11 0.03000000 sec
TDO 1
PLW1 54.00000000 W
SFOL 100.6278588 MHz
NUC2 1H
PCPD2 80.00 usec
PLW2 12.00000000 W
PLW12 0.40792999 W
PLW13 0.26107001 W
SFO2 400.1516006 MHz
F2 - Processing parameters
ST
SF 100.6177852 MHz
WDW EM
SSB 0
LB 1.00 Hz
GB 0
EC 1.40
a ]'« " -—“ . " ORI AR R
T T T T T T T T T T T T T T T T T T T |
190 180 170 160 150 140 130 120 110 100 90 80 70 60 50 40 30 20 10 ppm



1H of VBAC119

2.434

ahGRen

Current Data Parameters

NAME Dr. A HAJRA 2015
EXPNO 373
PROCNO 1
= i st
| F2 - Acquisition Parameters
Date_ 20150715
N™N N Time 18.00
INSTRUM spect
= PROBHD 5 mm PABRO BB/
N=N PULPROG 2930
TD 32768
/ SOLVENT CDC13
NS 32
Ds 1
SWH 8223.685 Hz
3ha FIDRES 0.250967 Hz
AQ 1.9923444 sec
RG 106.66
DW 60.800 usec
DE 6.50 usec
TE 297.7 K
D1l 1.00000000 sec
TDO 1
======== CHANNEL fl ========
NUC1 1H
Pl 14.75 usec
PLW1 11,99499989 W
SFO1 400.1524711 MHz
F2 - Processing parameters
SI 16384
SF 400.1500090 MHz
WDwW EM
SSB 0
LB 0.30 Hz
GB 0
PC 1.00
I
T T T T T T T I 1
10 9 8 4 3 2 1 ppm
o] [ [or[<r o]~ ]on )
o 0| |olo|lo|—|H|lo|lo i
S| lealalolalal=l— o

540



13C of VBAC-119
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Current Data Parameters
NAME Dr. A HAJRA 2015
EXPNO 374
PROCNO 1
A F2 - Acquisition Parameters
Date_ 20150715
| Time 18,22
INSTRUM spect
NS N PROBHD 5 mm PABBO BB/
_ PULPROG zgpg30
TD 32768
N= N SOLVENT CDC13
/ NS 320
DS 2
= SWH 24038.461 Hz
FIDRES 0.733596 Hz
AQ 0.6816244 sec
RG 47.25
3ha DW 20.800 usec
DE 6.50 usec
TE 298.8 K
D1 2.00000000 sec
D11 0.03000000 sec
D0 1,
======== CHANNEL fl ====
NUC1 13¢
Pl 8.90 usec
PLW1 54.00000000 W
SFO1 100.6278588 MHz
======== CHANNEL f2 ====
CPDPRG2 waltzlé
NUC2 1H
PCPD2 80.00 usec
PLW2 12.00000000 W
PLW12 0.40792999 W
PLW13 0.26107001 W
SFO2 400.1516006 MHz
F2 - Processing parameters
SI 16384
SF 100.6177851 MHz
WDW EM
SSB 0
LB 1.00 Hz
GB 0
PC 1.40
T T T T T T T T T T T T T T T T T T T 1
190 180 170 160 150 140 130 120 110 100 90 80 70 60 50 40 30 20 10 ppm
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1H of VBAC-126

2.696

o5

Current Data Parameters

542

NAME Dr. A HAJRA 2015
EXPNO 404
PROCNO 1
F2 - Acquisition Parameters
X Date_ 20150720
| Time 16.43
X INSTRUM spect
N™ SN PROBHD 5 mm PABBO BB/
— PULPROG zg30
N TD 32768
=N SOLVENT cpcl3
— NS 24
\ Ds 1
7 SWH 8223.685 Hz
N FIDRES 0.250967 Hz
AQ 1.9923444 sec
3am RG 67.81
DW 60.800 usec
DE €6.50 usec
TE 298.3 K
D1 1.00000000 sec
TDO 1
=== CHANNEL fl sEme==c—c—romar
NUC1 1H
P1 14.75 usec
PLW1 11.99499989 W
SFO1 400.1524711 MHz
F2 - Processing parameters
SI 6384
SF 400.1500089 MHz
WDW EM
SSB 0
LB 0.30 Hz
GB 0
PC 1.00
T T T 1 T T T T T T |
10 9 8 7 6 5 4 3 2 1 ppm
r~ ﬁ} e ~[o|o] [« (=3
=) (=] (=1 [« )} (=2 (=4 (=] (=] (o) =4
= i ¥ i bl =l [ oo



13C of VBAC-126

151.80
149.58
149.35
146.73
146.44
133.16
132.88
130.14
129.51
128.56
127.67
127 .35
126.14
124.12
115.74

=hgRun

Current Data Parameters

77.48
77.16
76.84
16.84

z
R
/
N
\
<

NAME Dr. A HAJRA 2015
EXPNO 407
PROCNO ik
F2 - Acquisition Parameters
> Date_ 20150720
| Time 17.44
INSTRUM spect
NN PROBHD 5 mm PABBO BB/
N PULPROG 2gpg30
f— TD 32768
N SOLVENT CDC13
=N NS 256
—= DS 2
SWH 24038.461 Hz
N FIDRES 0.733596 Hz
N AQ 0.6816244 sec
RG 67.81
3am DW 20.800 usec
DE 6.50 usec
TE 298.3 K
Dl 2.00000000 sec
D11 F 0.03000000 sec
TDO 1
======== CHANNEL fl =======—
NUC1 13C
Pl 8.90 usec
PLW1 54.00000000 W
SFO1 100.6278588 MHz
======== CHANNEL f2 ========
CPDPRG2 waltzl6é
NUC2 1H
PCPD2 80.00 usec
PLW2 12.00000000 W
PLW12 0.40792999 W
PLW13 0.26107001 W
SFO2 400.1516006 MHz
F2 - Processing parameters
SI 16384
SF 100.6177880 MHz
WDW EM
SSB 0
LB 1.00 Hz
GB 0
EC 1.40
v AR ef V-UIL e Y PO PRI PTG T

T T T T T T T T T T T T T T T T T T T 1
190 180 170 160 150 140 130 120 110 100 90 80 70 60 50 40 30 20 10 ppm
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AC.P1.1-1H(SKD)
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AC.P1.1-13C (SKD)

n® FSRASSEBNIBII o AT On O e~ o o NAME AC.P1.1-13C
e B e s & EXPNO 1
WNn NN WwYWw W . o W A m ®ow W .
S MO NNNNNNNNN o [eX e We N We W e o e} w0 PROCNO i
|| V- N\ | Time 10.05
INSTRUM spect
PROBHD 5 mm PABBO BB-
PULPROG zgpg30
TD 32768
SOLVENT DMSO
NS 1546
DS 4
SWH 29761.904 Hz
FIDRES 0.908261 Hz
AQ 0.5505524 sec
RG 32
DW 16.800 usec
DE 6.50 usec
= TE 300.6 K
D1 2.00000000 sec
=N D11 0.03000000 sec
TDO 4
B e CHANNEL fl e
NUC1 13¢
Pl 9.88 usec
) PL1 0.50 dB
PL1W 82.16106415 W
SFOl1 125.7703643 MHz
======== CHANNEL f2 ===
CPDPRG2 waltzlé
NUC2 1H
PCPD2 80.00 usec
PL2 1.00 dB
PL12 16.50 dB
PL13 20.00 dB
PL2W 15.50318813 W
PL12W 0.43693921 W
PL13W 0.19517358 W
SFO02 500.1320005 MHz
ST 16384
SF 125.7578356 MHz
WDW EM
SSB 0
LB 1.00 Hz
GB 0
PC 1.40
T T T T B T T T T 1 1 T T 4 T T T 1B
160 150 140 130 120 110 100 90 80 70 60 50 40 30 20 10 ppm
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1H of VBAC-123

5aa

450
438

<3

ehGRen

Current Data Parameters

NAME Dr. A HAJRA 2015
EXPNO 382
PROCNO i

F2 - Acquisition Parameters
Date_ 20150716
Time 15.24
INSTRUM spect
PROBHD 5 mm PABBO BB/
PULPROG 2g30

TD 32768
SOLVENT CcDCl13

NS 32

DS s

SWH 8223.685 Hz
FIDRES 0.250967 Hz
AQ 1.9923444 sec
RG 120.16

DW 60.800 usec
DE 6.50 usec
TE 297.9 K

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

Pl 14.75 usec
PLW1 11.99499989 W
SFO1 400.1524711 MHz
F2 - Processing parameters
SI 16384

SF 400.1500090 MHz
WDW EM

SSB 0

LB 0.30 Hz
GB 0

PC 1.00

1.00

546

T T 1
1.0 0.5 ppm
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13C of VBAC-123

77.48

TilB
76.85

\%

Current Data Parameters

T T T T T T
160 150 140 130 120 110

T T T T

T
100 90 80 70 60
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Hz
Hz
sec

usec
usec

NAME Dr. A HAJRA 2015
EXPNO 383
PROCNO L
F2 - Acquisition Parameters
Date_ 20150716
Time 15.46
INSTRUM spect
PROBHD 5 mm PABBO BB/
PULPROG zgpg30
TD 32768
SOLVENT CDC13
NS 320
Ds 7
SWH 24038.461
FIDRES 0.733596
AQ 0.6816244
RG 87.66
DW 20.800
DE 6.50
TE 298.9
D1 2.00000000 sec
D11 0.03000000 sec
TDO 1
CHANNEL f1 =
13C
.90
54.00000000
100.6278588
CHANNEL f2 ==
CPDPRG2 waltzlé
NUC2 1H
PCPD2 80.00
PLW2 12.00000000
PLW12 0.40792999
PLW13 0.26107001
SFO2 400.1516006
F2 - Processing parameters
SI 16384
SF 100.6177839
WDW EM
SSB 0
LB 1.00
GB 0
PC 1.40
RAARMSARS) Reaasassassanssaatss naanaancast
40 30 20 10 ppm

MHz

MHz

Hz



9.520
9.498

?

1H of VBAC-134

=GR

Current Data Parameters

NAME Dr. A HAJRA 2015
EXPNO 528
PROCNO 1

F2 - Acquisition Parameters
Date_ 20150812

Time 11.07
INSTRUM spect
PROBHD 5 mm PABBO BB/
PULPROG 2g30

TD 32768
SOLVENT CDC13

NS 32

DS 1

SWH 8223.685 Hz
FIDRES 0.250967 Hz
AQ 1.9923444 sec
RG 135.7

DwW 60.800 usec
DE 6.50 usec
TE 296.8 K

D1 1.00000000 sec
TDO i
======== CHANNEL fl1 ========
NUC1 1H

Pl 14.75 usec
PLW1 11.99499989 W
SFOl 400.1524711 MHz
F2 - Processing parameters
SI 16384

SF 400.1500090 MHz
WDW EM

SSB 0

LB 0.30 Hz
GB 0

PC 1.00

1.00

.1
98
1.02
1.04
6.16

548

ppm



SG-CF3-13C(SR)

Current Data Parameters
CANITVONVMORMWLDAWLEOANNDAIO FOMD NAME SG-CF3-13C
b i e Bl S Al i T BT I S T T o M~
BN AT ANALOCOONODPOOOWWWWVWINMNO®YWWY . . PROCNO i
mmmmmmmmmf’)l"‘lNNNNNNNNNNNNNHHHHH -~~~ Y
HHHHHHHHP‘HHHHMrJHHr—iv—OHr—ll—lHHHHH\—‘H ot o L
F2 - Acquisition Parameters
\‘\\‘ \ l%/’/‘ W/ Date_ 20151001
Time 20.12
INSTRUM spect
PROBHD 5 mm PABBO BB-
PULPROG zgpg30
TD 32768
SOLVENT CDC13
NS 90000
DS 2
S SWH 21929.824 Hz
FIDRES 0.669245 Hz
=N AQ 0.7471104 sec
N RG 210.78
DW 22.800 usec
DE 6.50 usec
_N TE 303.8 K
N= D1 2.00000000 sec
D11 0.03000000 sec
Br TDO 1
FiC ===—==== CHANNEL £l ========
SFO1 75.4752949 MHz
5bo NUC1 13C
P1 9.25 usec
PLW1 34.00000000 W
======== CHANNEL f2 ========
SFO2 300.1312005 MHz
NUC2 1H
CPDPRG (2 waltzlé
PCPD2 90.00 usec
PLW2 6.99840021 W
PLW12 0.17545000 W
PLW13 0.14211001 W
F2 - Processing parameters
SI 16384
SF 75.4677365 MHz
WDW EM
SSB 0
LB 1.00 Hz
GB 0
“ PC 1.40
-k o -t rey
T T T T T T 1 I T T g T T T
160 150 140 130 120 1310 100 90 80 70 60 50 40 30 0 ppm
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5ca

1H of VBAC-122

2.426

0.98

S50

ahGRen

Current Data Parameters

NAME Dr. A HAJRA 2015
EXPNO 387
PROCNO 1

F2 - Acquisition Parameters
Date_ 20150718

Time 12.33
INSTRUM spect
PROBHD 5 mm PABBO BB/
PULPROG zg30

TD 32768
SOLVENT cDCl13

NS 32

DS 1

SWH 8223.685 Hz
FIDRES 0.250967 Hz
AQ 1.9923444 sec
RG 77.59

DW 60.800 usec
DE 6.50 usec
TE 295.5 K

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

Pl 14.75 usec
PLW1 11.99499989 W
SFO1l 400.1524711 MHz
F2 - Processing parameters
SI 16384

SF 400.1500094 MHz
WDW EM

SSB 0

LB 0.30 Hz
GB 0

PC 1.00



13C of VBAC-122
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Current Data Parameters
NAME Dr. A HAJRA 2015
EXPNO 388
PROCNO L
S F2 - Acquisition Parameters
Date_ 20150718
| Time 12.47
=N INSTRUM spect
N PROBHD 5 mm PABBO BB/
— PULPROG zgpg30
TD 32768
SOLVENT CDC13
N=N NS 256
DS 2
SWH 24038.461 Hz
FIDRES 0.733596 Hz
AQ 0.6816244 sec
RG 17:59
DW 20.800 usec
DE 6.50 usec
B5ca TE 296.8 K
Dl 2.00000000 sec
D11 0.03000000 sec
TDO 1
======== CHANNEL fl ========
NuC1 13C
Pl 8.90 usec
PLW1 54.00000000 W
SFOl1 100.6278588 MHz
= CHANNEL f2 =:
CPDPRG2 waltzlé
NUC2 1H
PCPD2 80.00 usec
PLW2 12.00000000 W
PLW12 0.40792999 W
PLW13 0.26107001 W
SFO2 400.1516006 MHz
F2 - Processing parameters
SI 16384
SF 100.6177880 MHz
WDW EM
SSB 0
LB 1.00 Hz
GB 0
PC 1.40
VR B e M S B R A A
T T T T T T T T T T T T \AAsRasas |
190 180 170 160 150 140 130 120 110 100 90 80 20

10 ppm



1H of VBAC-144

NOQAWEMTHO®N c oo oW~
LoV~ VINOOO~ © @~ NO ®
NOOE~MMMANOG O TSmO m < ™
[ o o e el e e ] <+ << —

—09,318
8.284

£
<
X
<

4.354
= 311893

<

oS

Current Data Parameters
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NAME Dr. A HAJRA 2015
EXPNO 582
PROCNO il
F2 - Acquisition Parameters
Date_ 20150903
AN Time 1235
| INSTRUM spect
PROBHD 5 mm PABBO BB/
NN\ COzMe PULPROG 2g30
TD 32768
— SOLVENT CDC13
N=N NS 24
DS 1
SWH 8223.685 Hz
FIDRES 0.250967 Hz
AQ 1.9923444 sec
EtOzC Taf RG 40.87
DW 60.800 usec
DE 6.50 usec
TE 297.2 K
D1 1.00000000 sec
TDO b
======== CHANNEL fl ========
NUC1 1H
Pl 14.75 usec
PLW1 11.99499989 W
SFO1 400.1524711 MHz
F2 - Processing parameters
SI 16384
SF 400.1500090 MHz
WDW EM
SSB 0
LB 0.30 Hz
GB 0
PC 1.00



13C of VBAC-144
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Current Data Parameters
NAME Dr. A HAJRA 2015
EXPNO 583
PROCNO
F2 - Acquisition Parameters
g Date_ 20150903
Time 12.49
AN INSTRUM spect
PROBHD 5 mm PABBO BB/
| PULPROG zgpg30
TD 32768
SOLVENT CDC13
N™ COzMe NS 256
_ DS 2
SWH 24038.461 Hz
N ._,N FIDRES 0.733596 Hz
i AQ 0.6816244 sec
RG 40.87
DW 20.800 usec
DE 6.50 usec
TE 298.3 K
D1 2.00000000 sec
D11 0.03000000 sec
EtO,C 7af o1 g
L. ======== CHANNEL f] ========
NUC1 3¢
Pl 8.90 usec
PLW1 54.00000000 W
SFO1 100.6278588 MHz
=== CHANNEL f2 ==m======
CPDPRG2 waltzlé
NUC2 1H
PCPD2 80.00 usec
PLW2 12.00000000 W
PLW12 0.40792999 W
PLW13 0.26107001 W
SFO2 400.1516006 MHz
F2 - Processing parameters
SI 16384
SF 100.6177895 MHz
WDW EM
SSB 0
LB 1.00 Hz
GB 0
PC 1.40
T T T T T T T T T T T T T T T T T T T 1
190 180 170 160 150 140 130 120 110 100 20 BO 70 60 50 40 30 20 10 ppm
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Current Data Parameters

NAME Dr. A HAJRA 2015
EXPNO 612
PROCNO 1

F2 - Acquisition Parameters
Date_ 20150913

Time 16.22
INSTRUM spect
PROBHD 5 mm PABBO BB/
PULPROG zg30

TD 32768
SOLVENT CDC13

NS 24

DS 1

SWH 8223.685 Hz
FIDRES 0.250967 Hz
AQ 1.9923444 sec
RG 93.46

DW 60.800 usec
DE 6.50 usec
TE 298.1 K

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

Pl 14.75 usec
PLW1 11.99499989 W
SFO1 400.1524711 MHz
F2 - Processing parameters
SsI 16384

SF 400.1500100 MHz
WDW EM

SSB 0

LB 0.30 Hz
GB 0

PC 1.00



13C of VBAC-152
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Current Data Parameters
NAME Dr. A HAJRA 2015
EXPNO 613
PROCNO 1
F2 - Acquisition Parameters
Date_ 20150913
Time 16.35
INSTRUM spect
PROBHD 5 mm PABBO BB/
N PULPROG zgpg30
| TD 32768
SOLVENT €DC13
N™X CN NS 256
— DS 2
N SWH 24038.461 Hz
=N FIDRES 0.733596 Hz
AQ 0.6816244 sec
RG 93.46
DW 20.800 usec
DE 6.50 usec
o} TE 299.1 K
D1 2.00000000 sec
D11 0.03000000 sec
7bg DO 1

PLW1 54.00000000 W
SFO1 100.6278588 MHz
CPDPRG2 waltzl6
NUC2 1H
PCPD2 80.00 usec
PLW2 12.00000000 W
PLW12 0.40792999 W
PLW13 0.26107001 W
SFO2 400.1516006 MHz
F2 - Processing parameters
SI 16384

SF 100.6177865 MHz
WDW EM
SSB 0

LB 1.00 Hz
GB 0

PC 1.40

T T T T T T T T T T T T T T T T T T T T 1
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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7.414

lH of VBAC-128
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Current Data Parameters

NAME Dr. A HAJRA 2015
EXPNO 405
PROCNO i

F2 - Acquisition Parameters
Date_ 20150720
Time 16.50
INSTRUM spect
PROBHD 5 mm PABBO BB/
PULPROG zg30

TD 32768
SOLVENT CDC13

NS 32

DS e

SWH 8223.685 Hz
FIDRES 0.250967 Hz
AQ 1.9923444 sec
RG 106.66

DW 60.800 usec
DE 6.50 usec
TE 297.9 K

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

Pl 14.75 usec
PLW1 11.99499989 W
SFO1 400.1524711 MHz

F2 - Processing parameters
SI

SF 400.1500090 MHz
WDW EM
SSB 0

LB 0.30 Hz
GB 0

BC 1.00



13C of VBAC-128
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‘ | \/ \/ \ \ l / W Current Data Parameters
NAME Dr. A HAJRA 2015
EXPNO 409
PROCNO 1
F2 - Acquisition Parameters
Date_ 20150720
Time 19.23
INSTRUM spect
PROBHD 5 mm PABBO BB/
PULPROG 2gpg30
TD 32768
SOLVENT ¢pCl3
NS 512
DS 2
SWH 24038.461 Hz
FIDRES 0.733596 Hz
AQ 0.6816244 sec
RG 106.66
DW 20.800 usec
DE 6.50 usec
TE 298.3 K
D1 2.00000000 sec
D11 0.03000000 sec
TDO 1
======== CHANNEL fl ========
NUC1 13c
Pl 8.90 usec
PLW1 54.00000000 W
SFO1 100.6278588 MHz
==== CHANNEL f2 ========

CPDPRG2 waltzlé
NUC2 1H
PCPD2 80.00 usec
PLW2 12.00000000 W
PLW12 0.40792999 W
PLW13 0.26107001 W
SFO2 400.1516006 MHz
F2 - Processing parameters
sI 16384

SF 100.6177856 MHz
WDW EM
SSB 0

LB 1.00 Hz
GB 0

PC 1.40

Mmmm

T T T T T T T T T T T T T T T T T T T 1
190 180 170 160 150 140 130 120 110 100 20 80 70 60 50 40 30 20 10 ppm
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