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Computational data

All ab initio calculations were carried out by using Gaussian 03 (Revision D.01) suite
of programs. The geometric optimization of the dites and frequency analyses were
accomplished by using the B3LYP with the 6-31+G#sls set, and single-point energies
were calculated at the MP2/6-311++G** level. Ataation energies were calculated by
the G2 method. All of the optimized structures wemnaracterized to be true local energy
minima on the potential-energy surface without imagy frequencies. The remaining
task is to determine the heats of formation oféh@sw~ energetic compounds, which are
computed by using the method of isodesmic reac{iSokeme S1).
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Table 1 Abinitio computational values

EQ ZPEP H.° HOF®
N-OH
H%I\(N -682.28432 0.0965424 0.010916 674.5243486
N ~ N
N-N  HN-pN
N VHz
H | N -662.45924 0.10931232 0.010815 730.5033453
N’ ~ N
N-N  HN-yN
_OH
Nev)l\(N -681.18548 0.07139328 0.010259 545.2200254
N ~ N
NN Ny
N VHz
Nej)l\(N -661.32701 0.08389344 0.01054 720.4415699
N, 4\1 N/ N
N- S-N
NH,
NA® 44565669 0.123912 0.009482 650.9953919
|
HZNJ\\N NH,
NH,
NA® 42060242 0.13405 0.010309 654.2531447

@Total energy calculated by B3LYP/6-31+G**//MP2/6434+G** method
(Hartree/ParticIe)? zero-point correction (Hartree/Particleyhermal correction to
enthalpy (Hartree/Particle}heat of formation (kJ/mol).
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Fig : 1C NMR of1

Current Jata Paraneters

NAME dpkenc
EXPRO 18
SRECND 1

F2 - Acquisition Pararots
Oete_

Time

INSTHUM s| 3
SAQEHT 5 mm ONP {H/:3
PULFROG 99

m 32728
SOLVENT oMs0
N5 8641
1 0
EL 17985.611 +z
“10RES 5.548877 4z
au N 8110064 e
Bl 32768
b 27.800

o 5.00

1€ 300.0 K
n 1.00600800 s
114 0.23000800

412 0.30002000 sec

CRAWNE. 1

4.00 usec
5.00 45
72.4752903 HHz

CHANNEL &
CFDPRG2 waltz16
NLC2 il
10000 user
120,00 df
17.00 08
00 ¢B
D05 MHZ

=2 - Processing parameters
32768

754577844 MHz
M

10 NMF plol parametars

ox 20.00 cn
oy 12.50 cn
P 192,440 ppm

BT

<op

2

SPUCH 424 ppn/en
HiCM C4056 Hz/em




Electronic Supplementary Material (ESI) for Journal of Materials Chemistry A
This journal is © The Royal Society of Chemistry 2013

%Transmittance

Heat Flow (W/g)

Temperature (°C)

Fig : DSC ofl1

40,
<
I
201 o
|
S E gm © < i =
o o 9 ™ ~ I
n < O 5 o - < [))
< ) b » ~f
of- 8 @ 8 3 o N
N N W o
LD L =
o™~
_20_
-40-
-60+
P ST N T R ST NN SO S T SR N SR ST S N NN TR SR TR SR NN SN SR SN S DU S SO S S |
3500 3000 2500 2000 1500 1000 500
A Wavenumber
Fig: IR of 1
'ngple: tetrazole File: C:\TA\Data\DSC\Deepakitetrazole.001
Size: 0.2000 mg DSC Operator: deepak
Method: Ramp Run Date: 24-Jan-2013 22:30
Comment: tetrazole Instrument: DSC Q10 V9.9 Build 303
400 283.27°C
b —383.1Wig
] JOH
H
300 N AN,
4 ~N HN~|\/|I
200+
100
0_
V47.76°C
-27.77Wig
-100 1IN A A T 7 — 1 v v T T G T R S S L R R AL
0 50 100 150 200 250 300 350 400
Exo Up

Universal V4.5A TA Inst



Electronic Supplementary Material (ESI) for Journal of Materials Chemistry A
This journal is © The Royal Society of Chemistry 2013

o —_—
= ey
c 3 sg9 1
g
: < o
NH;
i)
N
- N
h*\ /) =
N- ]
N HN-y
P
,
el
r
/
(/
/
/ ‘
/ t
/
/
/
’/
r//
/
/
/ A
g A |
. )
L A
L ) \
- o -
g o s}
£ = i
g = =
T et 1 ] et e
ppm 17.5 15.0 12.5 16.0 7.5 5.0 2.5 0.0

Fig: '"H NMR of 2

Current
NAME
EXPNO
PROCND

F2 - acq

Date_
Time
INSTRUM
PROBHU
PULPROG

NUC1
Pt
PL1
SFO1

Dzta Parameters
cpkqnpiH

328

1

uisition Pacaneters
20130412
14.20
scect
» mm QNP 14/13
29
32758
M50
8
0
B6613.757 kz
0.201836 k2
2.477310¢ sec
228.1
75600
6.00
300.0 K
1.00000000 sec

= CRARNFL 1

1k
3.00 usec
-4.00 d3
3001325629 KHz

F2 - Processing parameters

51
SF
WOW
S58
B
50
PC

1D NMR

32768
300.1300020 Mz
EM
0
0.30 hz

0
1.00

plot parameters
20.00 cm
12.50 cm
25.500 pom
600260 H
.986 ppr
-996.67 Hz
£.0994C ppm/cm
-96332 Hz/cm




Electronic Supplementary Material (ESI) for Journal of Materials Chemistry A

This journal is © The Royal Society of Chemistry 2013

ppm

152.839

—-147 .266

109.269

T T EC Do
M~ 0 oY O
Mo~ T N E
coco o oo
TSI Ommmo®

Fig

NH,
N
N\, /) /N\
NN iNey
— T
80 60

13C NMR of 2

40

urrent Data Paraneters

NAME dpkanp13C
ZXPNC 367
AOCND '

72 - Acquisition Parameters

Jate_ 20130412
Time 14.45
INSTRUM spect
PROBKD 5 mnm GNF 1H/13
2ULPROG 2080

o 32768
SOLVENT DHSO

NS 243

25 ¢

SHH 17982 611 k2
108€S 0.548877 +2
40 0.912000¢ sec
RG 32768

oW 27.800 usec
0E 6.00 usec
TE 300.0 «

131 1.00020000 sec
di1 0.03000000 sec
012 0.000302000 sec
77777777 CHANNEL $1 ========
NUC1 13C

p: 4.00 usec
X! -5.00 cB
5701 75.4752353 Mz

CHANNEL 12

CADPAG2 waltz16
NJC2 H
PCPD2 100.00 uszc
P2 120.00 o8
PLI2 17.00 o8
PL13 £7.00 0B
SF02 3001312005 M-z

F2 - Processing paraneters

S1 32768

SF 75 4677757 Mz
WOW

58 )

LB C.50 Hz
&6 o

e 1.40

10 NMR plot parameters
X

20.00 ¢m
oY 12.50 ¢cn
Fip 164.272 pem
F1 12392.71 Hz
F2r 22.521 pem
F2 1704.32 Hz
IPMCM 7.08123 pem/ca
H2OM £34.38922 Hiz/cn



Electronic Supplementary Material (ESI) for Journal of Materials Chemistry A
This journal is © The Royal Society of Chemistry 2013

Sample: hydrazinereduction

Size: 1.2000 mg DSC
Method: Ramp
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a S 588 < N el F2 - Acquisition Parameters
T ITT = Date_ 20130316
Tine 10.02
INSTRUM spect
PROBHD 5 mm GNP 1H/13
PULPROG z9pg
™ 32768
SOLVENT OMSO
NS 607
oS 0
SHH 17985.611 Hz
FIDRES 0.548877 Hz
AQ 0.9110004 sec
| RG 32768
| W 27.800 usec
il 1 DE 6.00 usec
/| v | TE 300.0 K
A ol FENEWE TN W P O 01 1.00000000 sec
TR 0.03000000 sec
W s s 912 0.00002000 sec
CHANNEL 1
4.00 usec
-5.00 0B
75.4752953 Mz
CHANNEL 2 ========
CPOPRG2 waltz16
Nuc2 1H
PCPD2 100.00 usec
L2 120.00 o8
PLI2 17.00 0B
PLI3 17.00 08
SF02 300. 1312005 MHz
F2 - Processing parameters
sl 32768
SF 75.4676838 MHz
WOW
ss8 0
8 4.00 Hz
68 0
pC 1.40
1D NMR plot parameters
cx 20.00 cn
oy 12.50 cm
F1P 176.356 ppm
F1 13309.21 Hz
2P 28.391 ppm
T r T T T T T T T r e T T T T T 4 T T T T I T T T T T ;gncn 31;‘;2; :;m/cm
ppm 160 140 120 100 80 60 40 HZeH 556, 33197 Hz/cm

Fig : °C NMR of 7
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Sample: triaminopyrimidinesalt File: C:...\Deepak\triaminopyrimidinesalt.C
Size: 0.8000 mg DSC Operator: deep
Method: Ramp Run Date: 16-Mar-2013 09:56
: Instrument: DSC Q10 V9.9 Build 303
15 27867°C
T 14.39Wi/g
JOH
o 1
/N /N\
10 N, N
N-N - N-N
HoN NH,
S Y
3 s NH /)
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'5 X T T T T £ ¥ T ) ' . T ’ L T T ' ¥ ¥ T & bl x T T T * T T T T
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Exo Up Temperature (°C) Universal V4.5ATA I
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Fig : *H NMR of 8
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Curhent Data Parameters

NAME dpkanp1H
EXPNO 373
PROCNO 1

F2 - Acquisition Parameters

Date_ 20130321
Time 14.13
INSTRUM spect
PROBHD 5 mm GNP 1H/13
PULPROG 29
A 32768
SOLVENT DMSO
NS 8
DS 0
SWH 6613.757 Hz
FIDRES 0.201836 Hz
AG 2.4773109 sec
RG 322.5
oW 75.600 usec
DE 6.00 usec
TE 300.0 K
D1 1.00000000 sec
CHANNEL f1 =
3.00 usec
-4.00 dB
SFO1 300.1325529 MHz

F2 - Processing parameters

ST 32768
SF 300.1300022 MHz
WOW EM
SSB 0
L8 0.30 Hz
GB 0
PC 1.00

1D NMR plot parameters

X 20.00 cm
(43 12.50 cm
F1P 14.680 ppm
F1 4405.78 Hz
FeP 1.328 ppm
F2 398.47 Hz
PPMCM 0.66760 ppm/cm
HZCM 200.36542 Hz/cm
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Fig : *C NMR of8
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Current Data Parameters

NAME dpkanp13C
EXPNO 243
PROCNO 1
F2 - Acquisition Parameters
Date_ 20130321
Tine 14.17
INSTRUM spect
PROBHD S mn ONP 1H/13
PULPROG 2909
™ 32768
SOLVENT OMSO
NS 245
[ 0
SHH 17985611 Hz
FIDRES 0.548877 Hz
A0 0.9110004 sec
A6 32768
W 27.800 usec
€ 6.00 usec
TE 300.0 K
01 1.00000000 sec
11 0.03000000 sec
812 0.00002000 sec
CHANNEL 1 = =
13¢
4.00 usec
-5.00 08

75.4752353 MHz

CHANNEL f2 =

CPOPRG2 waltz16
Nuc2 1H
PCPO2 100.00 usec
L2 120.00 08
PLI2 17.00 08
aL13 17.00 08
SF02 300.1312005 MHz
F2 - Processing paraneters
SI 32768

SF 75.4677842 MHzZ
WOW EM
558 0

8 0.50 Hz
8 0

PC 1.40

10 NMR plot parameters

cx 20.00 cm
cy 12.50 cm
F1P 177.693 ppm
F1 13410.06 Hz
Fop 26.256 ppm
F2 1981.47 Hz
PPMCM 7.57184 ppn/cm
HZCM 571.42987 Hz/cm
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Sample: melaminesalt File: C:\TA\Data\DSC\Deepak\melaminesalt.001
Size: 0.7000 mg DSC Operator: deepak
Method: Ramp Run Date: 21-Mar-2013 11:15
Instrument: DSC Q10 V9.9 Build 303
2
J 325.12°C
1.451Wig
1_
3 o
=3
3
o
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8
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24
377 " T T T T T T 7
0 50 100 150 200 250 300 350 400
Exo Up Temperature (°C) Universal V4.5A TA Instruments
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Fig : IR of 8
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Fig : '"H NMR of 9
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Current Data Parameters

NAME dpkanp1H
EXPNO 510
PROCNO 1

F2 - Acquisition Parameters

Date_ 20130724
Time 10.05
INSTRUM spect
PROBHD 5 mm GNP 1H/13
PULPROG 29

™ 32768
SOLVENT Acetone

NS 8

0s 0

SWH 6613.757 Hz
FIDRES 0.201836 Hz
AQ 2.4773109 sec
RG 645.1

DW 75.600 usec
DE 6.00 usec
TE 300.0 K

01 1.00000000 sec

== CHANNEL f1 =

NUC1 1H

P1 3.00 usec
PL1 -4.00 0B
SFO1 300.1325529 MHz

F2 - Processing parameters

SI 32768
SF 300.1300022 MHz
WOW EM
SSB 0
LB 0.30 Hz
68 0
PC 1.00

1D NMR plot parameters

Cx 20.00 cm
cY 12.50 cm
F1P 18.379 ppm
F1 5516.11 Hz
Fep -0.334 ppm
F2 -100.19 Hz
PPMCM 0.93564 ppm/cm
HZCM 280.81509 Hz/cm
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Current Data Parameters

NAME dpkanp13C
EXPNO 487
PROCNO 1

F2 - Acquisition Parameters
Date_ 20130724
Time 22.30
INSTRUM spect
PROBHD 5 mm GNP 1H/13
PULPROG 29pg

0 32768
SOLVENT coc13

NS 20685

0s o

SHiH 17985.611 Hz
FIDRES 0.548877 Hz
A0 0.9110004 sec
6 18390.4

O 27.800 usec
OE 6.00 usec
TE 300.0 K
o1 1.00000000 sec
a1t 0.03000000 sec
912 0.00002000 sec

CHANNEL f2 =

CPDPRG2 waltz16
NuC2 1H
pCPD2 100.00 usec
aL2 120.00 68
PL12 17.00 dB
AL13 17.00 08
SF02 300.1312005 MHz

F2 - Processing parameters

s1 32768
SF 75.4677837 MHz
WO EM
S8 0
B 3.00 Hz
68 0
PC 1.40

10 NMA plot parameters
ox

20.00 cn
Y 4.00 cm
F1P 170.124 ppn
F1 12838.87 Hz
I 21.173 ppm
F2 1597.87 Hz
PPMCH 7.44755 ppm/cm
Hzem 562.05042 Hz/cm



Electronic Supplementary Material (ESI) for Journal of Materials Chemistry A
This journal is © The Royal Society of Chemistry 2013

File: C:\TA\Data\DSC\Deepak\salt724.001

Sample: salt724
Size: 0.9000 mg DSC Operator: dee
Method: Ramp Run Date: 24-Jul-2013 09:06
Comment: salt724 Instrument: DSC Q10 V9.9 Build 303
4
249.00°C
2_
&
=
2
o
m
®
[}
T
0_
193.28°C
o7 T T T T
0 50 100 150 200 250 300 350 400
Exo Up Temperature (°C) Universal V4.5A TA |
Fig : DSC of9
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Current Data Parameters
NAME dpkanp1H
EXPNO 444
PROCNO 1
F2 - Acquisition Parameters
Date_ 20130603
Tine 12.00
INSTRUM spect
PROBHD 5 mm GNP 1H/13
PULPROG 29
i) 32768
SOLVENT DMSO
NS 8
0s 0
NH; SHH 6613.757 Hz
N FIORES 0.201836 Hz
S) | AQ 2.4773109 sec
N\H\(N a6 406.4
’ = oW 75.600 usec
N\\ I uN 0E 6.00 usec
N-N g‘ TE 300.0 K
01 1.00000000 sec
® s=z===== CHANNEL f1 ========
NH4 NUC1 1H
P1 3.00 usec
2 PLL -4.00 68
SFO1 3001325529 MHz
F2 - Processing parameters
s 32768
SF 3001300016 MHz
WOW EM
ssB 0
8 0.30 Hz
68 0
aC 1.00
10 NMR plot parameters
93 20.00 cm
oy 12.50 cm
F1P 17.353 ppm
1 5208.18 Hz
Fap -2.057 ppm
® I = ] -617.45 Hz
g 8 [y PPMCM 0.97052 ppm/cm
g - < HZCM 29128152 Hz/cm
T T : — R A S S e S L |
ppm 16 14 12 10 8 6 4 2 0

Fig : *H NMR of 10
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Current Data Parameters

NAME dpkanp13C
EXPNO a15
PAROCNO 1

F2 - Acquisition Parameters

Date_ 20130604

Time 8.58
INSTRUM spect
PROBHD 5 mm ONP 1H/13
PULPROG 2gpg

0] 32768
SOLVENT OMSO

NS 16558

s 0

ShH 17985.611 Hz
FIDRES 0.548877 Hz
40 0.9110004 sec
G 32768

oW 27.800 usec
0E 6.00 usec
TE 300.0 K
ot 1.00000000 sec
11 0.03000000 sec
12 0.00002000 sec

== CHANNEL f1 =

13C
Pt 4.00 usec
PL1 -5.00 08
SFO1 75.4752953 MHz

== CHANNEL f2 =

CPOPRG2 waltz16
NUC2 1H
pCPD2 100.00 usec
pL2 120.00 68
PL12 17.00 d8
aL13 17.00 d8
SF02 300.1312005 MHz

F2 - Processing paraneters

SI 32768
SF 75.4677804 MHz
WOW EM
558 0
L8 0.50 Hz
GB 0
PC 1.40

1D NMR plot parameters

cx 20.00 cm

cy 12.50 cm

F1p 169.845 ppn

F1 12817.79 Hz

Fap 28.725 ppm
F2 2167.84 Hz
PPMCM 7.05596 ppm/cm
HICM 532.49780 Hz/cm
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Sample: ammonium63 File: C:\TA\Data\DSC\Deepak\ammonium!
Size: 0.8000 mg DSC Operator: dee
Method: Ramp Run Date: 03-Jun-2013 09:51
Instrument: DSC Q10 V9.9 Build 303
10
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Fig: DSC 0f10
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Fig : *H NMR of 11

e

7.5

33

2.9

Current Data Parameters
NAME dpkanp1H
EXPNO 425
PROCNO 1

F2 - Acquisition Parameters

Date_ 20130515
Time 21.50
INSTRUM spect

PROBHD 5 mm GNP 1H/13

PULPROG 29
i) 32768
SOLVENT oMS0
NS 8
DS 0
SWH 6613.757 Hz
FIDRES 0.201836 Hz
AQ 2.4773109 sec
RG 406.4
oW 75.600 usec
DE 6.00 usec
TE 300.0 K
D1 1.00000000 sec
CHANNEL f1 ==
1H
3.00 usec
-4.00 08

300.1325529 MHz

F2 - Processing parameters

SI 32768
SF 300.1300022 MHz
WOW EM
SSB 0
LB 0.30 Hz
68 0
PC 1.00

1D NMR plot parameters

CX 20.00 cm
cy 12.50 cm
F1P 20.000 ppm
F1 6002.60 Hz
FapP -1.988 ppm
F2 -596.67 Hz
PPMCM 1.09940 ppm/cm
HZCM 329.96332 Hz/cm
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Current Data Parameters
NAME apkanp13C

[e)"s) < ﬂvwmgmg EXPNO 397
. 83 8 S8ERREL PR00H0 1
a 28 g8 NH, SSRRaRR %2 - Acauisation Parameters
Y R . Date_ 20130515
N Time 22.34
S) | INSTAUM spect
/N /N\ PROBHD S mm GNP 1H/13
PULPROG 29p9
N\\ I /,N 0 32768
N—N g\N SOLVENT OMSO
NS 19934
0s 0
@ ' SWH 17985.611 Hz
(HsN—NH,) FIoaes 0.548077 ¥z
2 AQ 0.9110004 sec
A6 20642.5
oW 27.800 usec
DE 6.00 usec
TE 300.0 K
01 1.00000000 sec
o11 0.03000000 sec
012 0.00002000 sec
==s===== CHANNEL f] ========
NUCH 13C
P1 4.00 usec
L1 5.00 dB
SFO1 75.4752953 MHz
== CHANNEL f2 ==:
2 waltzi
NUC2 1H
PCPD2 100.00 usec
PL2 120.00 a8
PL12 17.00 a8
PL13 17.00 a8
SFO2 300.1312005 MHz
F2 - Processing parameters
SI 32768
SF 75.4677815 MHz
WOW
SSB 0
LB 0.50 Hz
GB 0
PC 1.40
1D NMR plot parameters
X 20.00 cm
l l oy 12.50 cm
FiP 188.861 ppm
F1 14252.89 Hz
Fap 17.585 ppm
——r——r— T T ] 2 ez
PPMCM 8 ppm/cm
ppm 160 140 120 100 80 60 40 zeH 646.28882 Hz/cm
Fig : °C NMR of 11
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Fig : DSC ofl1l
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Current Data Parameters

NAME dpkanp13C
EXPNO 414
PROCNO 1

F2 - Acquisition Parameters

Date_ 20130603
Time 22.00
INSTRUM spect
PAOBHD 5 mm GNP 1H/13
PULPROG 2909

i} 32768
SOLVENT OMSO

NS 108

0s 0

SWH 17985.611 Hz
FIDRES 0.548877 Hz
AQ 0.8110004 sec
A6 32768

oW 27.800 usec
DE 6.00 usec
TE 300.0 K

01 1.00000000 sec
a11 0.03000000 sec
a12 0.00002000 sec

= CHANNEL f1 =

13C
P1 4.00 usec
ALY -5.00 08
SFO1 75.4752953 MHz
CPOPRG2 waltz16
Nuc2 1H
PCPO2 100.00 usec
pL2 120.00 d8
pL12 17.00 d8
PLI3 17.00 08
SF02 300.1312005 MHz

F2 - Processing parameters

s1 32768
SF 75.4677705 MHz
WOW EM
SSB 0
LB 0.50 Hz
6B 0
PC 1.40

1D NMR plot parameters

ox 20.00 cm
oY 12.50 cm
F1p 165.584 ppn
F1 12496.24 Hz
FoP 28.856 ppm
F2 2177.71 Hz
PPMCM 6.83638 pon/cm

HZCM 515.92639 Hz/cm
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Current Data Parameters

NAME dpkanp1H
EXPNO 447
PROCNO c |

F2 - Acquisition Parameters

Date_ 20130603
Time 22.07
INSTRUM spect
PROBHD 5 mm GNP 1H/13
PULPROG 29

™ 32768
SOLVENT Acetone

NS 8

0s 0

SWH 6613.757 Hz
FIDRES 0.201836 Hz
AG 2.4773109 sec
RG 101.6

OW 75.600 usec
OE 6.00 usec
TE 300.0 K

D1 1.00000000 sec
======== CHANNEL f1 ========
NUC1 1H

P1 3.00 usec
PL1 -4.00 d8
SFO1 300.1325529 MHz

F2 - Processing parameters

SI 32768
SF 300.1300024 MHz
WOW EM
SSB 0
L8 0.30 Hz
6B 0
PC 1.00

10 NMR plot parameters

CX 20.00 cm

cY 12.50 cm
F1P 20.000 ppm

F1 6002.60 Hz

FopP -1.988 ppm
F2 -596.67 Hz
PPMCM 1.09940 ppm/cm
HZCM 329.96332 Hz/cm
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‘Sample: hydroxylamine63 File: C:...\DSC\Deepak\hydroxylamine63.C
Size: 0.4000 mg DSC Operator: dee
Method: Ramp Run Date: 03-Jun-2013 11:17
Instrument: DSC Q10 V9.9 Build 303
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S 67
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5 4
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Exo Up Temperature (°C) Universal V4.5ATA In
Fig : DSC of12
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Current Data Parameters

NAME dpkanp1H
EXPNO 509
PROCNO 1

F2 - Acquisition Parameters

Date_ 20130722
Time 16.43
INSTRUM spect

PROBHD 5 mm GNP 1H/13

PULPROG 29
™ 32768
SOLVENT Acetone
NS 8
0s 0
SWH 6613.757 Hz
FIDRES 0.201836 Hz
AG 2.4773108 sec
RG 724.1
W 75.600 usec
DE 6.00 usec
TE 300.0 K
D1 1.00000000 sec
CHANNEL f1 ==
1H
3.00 usec
-4.00 dB
SFO1 300.1325529 MHz

F2 - Processing parameters

ST 32768
SF 300.1300022 MHz
WOW EM
SSB 0
B 0.30 Hz
68 0
PC 1.00

1D NMR plot parameters

ox 20.00 cm
Cy 12.50 cm
Fip 11.183 ppm
4 3356.28 Hz
Fop 1.989 ppm
F2 596.84 Hz
PPMCM 0.45971 ppm/cm
HZCM 137.97205 Hz/cm
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ppm

%Transmittance

Current Data Parameters

NAME

dpkanp13C
484

~ Y © Ta) oYW~ ®© EXPNO
ISR & S525985 PROCNO 1
© oo © cocooo®m .
0 0o = TSITmMm®mmMm F2 - Acquisition Parameters
TTT T Date_ 20130722
NH, Time 16.43
N INSTRUM spect
[€) | PROBHD 5 mm GNP 1H/13
N N PULPROG 2909
/ AN 0 32768
N/ N SOLVENT coc13
PN N | N i NS 7879
N g N i 0s 0
| SHH 17985.611 Hz
FI0RES 0.548877 Hz
NH AQ 0.9110004 sec
hals A6 18390.4
OH 27.800 usec
H2N N NHZ 0E 6.00 usec
\(@ »/ TE 300.0 K
HN=N D1 1.00000000 sec
at1 0.03000000 sec
2 a12 0.00002000 sec
| CHANNEL f1 ==
| 13¢
‘ P 4.00 usec
PLY -5.00 @8
SFO1 75.4752953 MHz
1 CHANNEL f2 ==
‘ CPOPRG2 waltz16
NuC2 1H
i PCPD2 100.00 usec
1 pL2 120.00 08
| pL12 17.00 08
| PLI3 17.00 08
| SFo2 300.1312005 MHz
F2 - Processing parameters
i sI 32768
i SF 75.4677892 MHz
f WOW M
ssB [
8 0.50 Hz
68 0
eC 1.40
1D NMR plot parameters
ox 20.00 cm
| U I L4 48| 75.00 cm
1 ! ol q 171.150 ppm
12916.33 Hz
21.036 ppm
T T T T T T T T T T T T T T T T 1 T T T T T T T ;523522 Hz /
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File: C:\TA\Data\DSC\Deepak\tatz2.001

Sample: tatz
Size: 0.9000 mg DSC Operator: dee
Method: Ramp Run Date: 18-Jul-2013 08:06
Instrument: DSC Q10 V9.9 Build 303
2.0
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N, N
N-N - N-N
1.04 NHZ
HN_ N _NH,
S A
3 05-
e
®
Q
I
0.0
059 |182.62°C
-1 O T T T T ¥ ¥ ¥ T T T T T T T X T T ¥ ¥ T T T T T T T T T T x L)
0 50 100 150 200 250 300 350 400
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Fig : DSC of13
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