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8.1. 1H and 13C NMR spectra of representative compounds from SERIES 1

5,6-Diphenyl-2-((5-phenyl-1,3,4-oxadiazol-2-yl)methyl)-1,2,4-triazin-3(2H)-one
(S14a)
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1H NMR (300 MHz, DMSO-de): § 7.92-7.12 (m, 15H, Ar-H); 6 4.18 (s, 2H, methylene).
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13C NMR (75 MHz, DMSO-d¢): 167.48, 160.00, 157.15, 153.86, 133.49, 132.31, 130.82,
129.63,128.89, 126.60, 55.01.
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2-((5-(2,4-Dihydroxyphenyl)-1,3,4-oxadiazol-2-yl)methyl)-5,6-diphenyl-1,2,4-

triazin-3(2H)-one (S14d)
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1H NMR (300 MHz, DMSO-ds): § 7.45-6.83 (m, 13H, Ar-H); § 5.11 (bs, 2H, -OH, D20

exchangeable); § 4.09 (s, 2H, methylene).
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13C NMR (75 MHz, DMSO-d¢): 167.36, 162.81, 160.98, 153.46, 142.39, 135.78, 134.54,
130.88,129.52,128.62,127.01, 54.52.
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2-((5-(4-Aminophenyl)-1,3,4-oxadiazol-2-yl)methyl)-5,6-diphenyl-1,2,4-triazin-
3(2H)-one (S14e)
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1H NMR (300 MHz, DMSO-ds): 6 7.50-7.00 (m, 14H, Ar-H); 6 4.12 (s, 2H, -NH;, D0
exchangeable); § 3.50 (s, 2H, methylene).
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13C NMR (75 MHz, DMSO-d¢): 166.98, 160.35, 158.41, 156.05, 150.82, 143.83, 135.91,
130.37,129.45,128.51, 123.83,118.19, 54.91.
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2-((5-(4-Chlorophenyl)-1,3,4-oxadiazol-2-yl)methyl)-5,6-diphenyl-1,2,4-triazin-
3(2H)-one (S14g)

NMRSA\Date\TRS 13CZNON_E2.als
CMr. Anupem Saneries Pharmaceutics

3.55
62

lil!llut LN

T T T T T T ] T l T T T T | T T T T T | =i T T T T T ‘ T T T T T T T T
175 15¢ 125 100 50 25

13C NMR (75 MHz, DMSO-d¢): 166.51, 160.49, 156.24, 147.30, 143.74, 142.27, 141.68,
137.83,131.18,129.63, 128.79, 55.12.
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2-((5-(4-Methoxyphenyl)-1,3,4-oxadiazol-2-yl)methyl)-5,6-diphenyl-1,2,4-triazin-
3(2H)-one (S14j)
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1H NMR (300 MHz, DMSO-ds): 6 7.89-6.98 (m, 14H, Ar-H); 6 3.84 (s, 3H, -OCH3); 6 3.82 (s,
2H, methylene).
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13C NMR (75 MHz, DMSO-ds): 166.13, 161.20, 153.31, 144.83, 143.29, 134.98, 133.60,
131.31,129.49, 128.38,127.99, 115.80, 114.82, 113.77, 55.53, 55.45.
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2-((5-(4-Nitrophenyl)-1,3,4-oxadiazol-2-yl)methyl)-5,6-diphenyl-1,2,4-triazin-

3(2H)-one (S141)
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13C NMR (75 MHz, DMSO-d¢): 166.14, 160.01, 150.29, 148.71, 136.59, 135.90, 134.65,
130.98, 129.55, 128.57, 124.00, 56.12.
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5,6-Diphenyl-2-((5-(pyridin-4-yl)-1,3,4-oxadiazol-2-yl)methyl)-1,2,4-triazin-3(2H)-
one (S14m)

'H NMR (300 MHz, DMSO-ds): 8.21-7.78 (m, 4H, pyridyl-H); § 7.76-7.05 (m, 10H, Ar-H); 6
3.89 (s, 2H, methylene).
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13C NMR (75 MHz, DMSO-d¢): 167.32, 161.30, 158.75, 156.91, 135.76, 134.44, 131.33,
130.85,129.56, 128.56, 127.80, 55.01.
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2-((5-(2,4-Dichlorophenoxy)-1,3,4-oxadiazol-2-yl)methyl)-5,6-diphenyl-1,2,4-

triazin-3(2H)-one (S140)
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1H NMR (300 MHz, DMSO-de): & 7.56-7.04 (m, 13H, Ar-H); § 4.20 (s, 2H, methylene).
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13C NMR (75 MHz, DMSO-d¢): 167.25, 160.08, 153.34, 152.33, 142.29, 135.72, 134.47,

130.77,129.26, 128.49, 127.98, 126.92, 124.77, 55.40.
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8.2. 1H and 13C NMR spectra of representative compounds from SERIES 2

1-(2-(3-0x0-5,6-diphenyl-1,2,4-triazin-2(3H)-yl)acetyl)-4-phenylthiosemicarbazide
(Szla)

C:\WINNMRIB\Data\2A_1H 2NON_EB.ALS
2A 1H Mr. Anupam Banarjee
JEOL AL300 FTNMR
3 2 o nabIngsa = = =4 CHEMISTRY DEPARTMENT
@ s bl BRRENRRN £ A = Banaras Hindu Universi
= @ @ A N e A - o ™ VARBNASI-221005
=
‘ | Litéf§z1£¢i) | } Operator : Nagendra Ku
Shishir Sin:
DFILE C:\WINNMR38\Dat
COMNT 2A_1H _Mr. Anup:
DATIM , Sat Aug 22 07:5-
OBNUC ' 1H
a EXMOD  NON
@ OBFRQ 300.40 MHz
OBSET 130.00 KHz
OBFIN 1150.0 Hz
POINT 32768
FREQU 6016.8 Hz
SCANS 16
ACQTM 5.446 sec
PD 1.547 sec
| PW1 5.0 us
IRNUC 1H
CTEMP 23.6 ¢
5 SLVNT DMSO
- EXREF 2.49 ppm
BF 1.20 #z
RGAIN 15
o
L @
- &
- .
&
© @ <
o .
o
Z / / )
1
l
_LL_,U L
PPM
T T | T T ‘ T T T I T T T ! T T T | T T T ]
10 8 6 4 2 0

'H NMR (300 MHz, DMSO-ds, ppm): 6 10.51 (s, 1H, CONH exchangeable with D,0); 6 9.86
(s, 1H, CSNH exchangeable with D,0); 6 8.53 (s, 1H, NH exchangeable with D,0); § 7.53-
7.13 (m, 15H, Ar-H); 6 3.86 (s, 2H, methylene).
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13C NMR (75 MHz, DMSO-ds, ppm): 180.63, 172.02, 167.04, 165.90, 152.81, 142.66,
139.11, 139.00, 138.91, 138.78, 135.12, 133.84, 131.20, 129.43, 129.16, 128.96, 128.30,
128.17,125.23, 124.85, 54.77.
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4-(4-Methoxyphenyl)-1-(2-(3-0x0-5,6-diphenyl-1,2,4-triazin-2 (3H)-yl)acetyl)
thiosemicarbazide (Sz21c¢)
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H NMR (300 MHz, DMSO-ds, ppm): § 10.51(s, 1H, CONH exchangeable with D;0); § 9.86
(s, 1H, CSNH exchangeable with D;0); 6 8.46 (s, 1H, NH exchangeable with D,0); 6 7.39-
7.08 (m, 14H, Ar-H); § 3.78 (s, 2H, methylene); § 3.73 (s, 3H, methoxy).
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13C NMR (75 MHz, DMSO-ds, ppm): 180.77, 172.95, 167.05, 165.86, 159.08, 152.81,
142.66, 140.18, 140.04, 135.11, 133.83, 131.19, 129.41, 129.16, 128.95, 128.27, 128.15,
116.68, 55.13, 55.06.
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4-(4-Nitrophenyl)-1-(2-(3-0x0-5,6-diphenyl-1,2,4-triazin-2(3H)-yl)acetyl)

thiosemicarbazide (Sz1e)
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1H NMR (300 MHz, DMSO-ds, ppm): 6 10.63 (s, 1H, CONH exchangeable with D,0); § 9.95
(s, 1H, CSNH exchangeable with D;0); 6 8.56 (s, 1H, NH exchangeable with D,0); 6 8.23-
8.20 (d, 2H, Ar-H); 6 7.97 (s, 2H, Ar-H); & 7.39-7.30 (m, 10H, Ar-H); 6 3.85 (s, 2H,

methylene).
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13C NMR (75 MHz, DMSO-ds,

ppm): 180.32, 173.02, 167.05, 165.93, 155.96, 152.80,

145.35, 143.39, 142.66, 135.07, 133.80, 131.19, 129.41, 129.15, 128.93, 128.27, 128.13,

125.46, 54.81.
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2-((5-(4-Methoxyphenylamino)-1,3,4-oxadiazol-2-yl)methyl)-5,6-diphenyl-1,2,4-triazin-

3(2H)-one (S22c¢)
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1H NMR (300 MHz, DMSO-ds, ppm): & 8.36 (s, 1H, NH exchangeable with D,0); § 7.63-7.06

(m, 14H, Ar-H); 6 4.33 (s, 2H, methylene); § 3.69 (s, 3H, methoxy).
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13C NMR (75 MHz, DMSO-ds, ppm): 167.83, 165.00, 156.22, 147.90, 142.32, 136.02,
133.65, 131.04, 130.66, 130.52, 130.25, 130.16, 129.83, 129.51, 129.19, 128.06, 127.90,

126.29,125.96,122.88, 119.58, 55.32, 54.29.
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2-((5-(4-Chlorophenylamino)-1,3,4-oxadiazol-2-yl)methyl)-5,6-diphenyl-1,2,4-triazin-
3(2H)-one (S22d)
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1H NMR (300 MHz, DMSO-ds, ppm): 6 8.43 (s, 1H, NH exchangeable with D;0); § 7.70-6.98
(m, 14H, Ar-H); 6 4.25 (s, 2H, methylene).
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13C NMR (75 MHz, DMSO-ds, ppm): 167.22, 165.63, 152.15, 142.90, 139.83, 139.29,

138.63, 135.16, 133.85, 131.13, 129.46, 129.18, 128.97, 128.90, 128.79, 128.24, 128.08,
125.43,124.62,118.97, 54.16.
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2-((5-(4-Nitrophenylamino)-1,3,4-oxadiazol-2-yl)methyl)-5,6-diphenyl-1,2,4-triazin-

3(2H)-one (S:z2e)
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1H NMR (300 MHz, DMSO-ds, ppm): 6 8.42 (s, 1H, NH exchangeable with D,0); 6 8.41 (s,
2H, Ar-H); 6 8.19(s, 1H, Ar-H); 6 7.81-7.78(d, 2H, Ar-H); 6 7.38-7.26 (m, 9H, Ar-H); 6 4.29

(s, 2H, methylene).
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IRNUC 1H
CTEMP 26.4 ¢
SLVNT DMSO
EXREF 38,56 ppm
BF 1.20 Hz
RGAIN 22

13C NMR (75 MHz, DMSO-ds, ppm): 167.27, 164.97, 154.80, 152.19, 146.12, 142.97,
140.92, 135.16, 133.85, 131.18, 129.48, 129.22, 128.99, 128.27, 128.10, 127.90, 125.46,

117.02, 53.37.

Page 152



Appendix | Chapter 8

5,6-Diphenyl-2-((5-(phenylamino)-1,3,4-thiadiazol-2-yl)methyl)-1,2,4-triazin-3(2H)-one

(Sz3a)

C:\WINNMR98\Data\TR4A_1H2NON_E6.ALS
TR4AIH Mr.Anupam IIT BHU

JEOL AL300 FTNMR

© N owgavso el o s CHEMISTRY DEPARTMENT
© M onmmnao ~ bl - Banaras Hindu Universi
o N ] - o o~ VARANASI-221005
WH ‘ l ‘ Operator : Nagendra Kw
Shishir Sin
DFILE C:\WINNMRI8\Dat:
COMNT TR4A_1H Mr.Any
. | DATIM Tue Aug 11 07:5!
OBNUC 1H
EXMOD NCN
OBFRQ 300.40 MHz
1 OBSET 130.00 KHz
® OBFIN 1150.0 Hz
e POINT 32768
= FREQU 6016.8 Hz
SCANS 32
RCQTM 5.446 sec
FD 1.547 sec
PWl 5.0 us
IRNUC 1H
CTEMP 24.9 ¢
SLVNT DMSO
EXREF 2.45 ppm
| BE 1.22 Hz
RGAIN 17
1
o
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! (=]
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1
PPM
T T T T T T T 7 T T T T 7 T T I
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1H NMR (300 MHz, DMSO-ds, ppm): 6 8.37 (s, 1H, NH exchangeable with D;0); § 7.52-6.95

(m, 15H, Ar-H); 6 4.28 (s, 2H, methylene).

C:\WINNMR98\Data\TR4A_13C1BCM_EG.ALS
TR4A 13C Mr.Anupsm IIT BHU

o O OTHONWONTWDD SO
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JECL AL300 FTNMR
CHEMISTRY DEPARTMENT
Banaras Hindu Universi
VARANASI-221005

Operator : Nagendra Ka

Shishir Sin
DFILE C:\WINNMR38\Dat:

COMNT TEMA_13C Mr.Anu)
DATIY Tue Bug 18 09:0

OBNUC 13C
EXMOD BCM
«| OBERQ 75.45 MHz
CBSET 124.00 xH=z
OBFIN 1840.0 Hz
POINT 32768
FREQU 20408.1 Hz
SCANS 2500
ACQTM 1.606 sec
PD 1.394 sec
5.0 us
18
26.5 ¢
DMSO
39.50 ppm
1.22 Hz
25

13C NMR (75 MHz, DMSO-ds, ppm): 167.29, 165.97, 153.75, 142.72, 141.44, 140.30,
139.13, 135.12, 133.83, 131.11, 129.30, 129.11, 128.21, 126.60, 124.83, 122.10, 117.68,

54.02.
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2-((5-(p-Tolylamino)-1,3,4-thiadiazol-2-yl)methyl)-5,6-diphenyl-1,2,4-triazin-3(2H)-one

(S23b)

C:\WINNMRI8\Data\TR-4B_ 1H2NON_E6.ALS
TR=4B 1H Mr.Anupam
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JEOL AL300 FTNMR
CHEMISTRY DEPARTMENT
Banaras Hindu Universi
VARANASI-221005

Operator : Nagendra Kuw
Shishir Sin.

DFILE C:\WINNMR9B\Dat:
COMNT TR-4B_1H Mr. A
DATIM Tue Aug 04 03:4°
OBNUC 1H

EXMOD  NON

OBFRQ 300.40 MHz
OBSET 130.00 KHz
OBFIN 1150.0 Hz
POINT 32768
FREQU 6016.8 Hz
SCANS 16
ACQTM 5.446 sec
PD 1.547 sec
PW1 5.0 us
IRNUC 1H

CTEMP 22.7 ¢
SLVNT DMSO

EXREF 2.49 ppm
BF 1.20 Hz
RGAIN 17

1H NMR (300 MHz, DMSO-ds, ppm): & 8.41 (s, 1H, NH exchangeable with D,0); § 7.83-
7.80 (d, 1H, Ar-H); 6 7.65-7.63 (d, 1H, Ar-H); 6 7.26-7.15 (m, 10H, Ar-H); 6 7.02-6.94 (m,
2H, Ar-H); 6 4.32 (s, 2H, methylene); § 2.25 (s, 3H, methyl).

C:\WINNMRS8\Data\TR-4B_13CiBCM E6.ALS
TR-48 13C Mr. Anupam
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JEOL AL300 FTNMR
CHEMISTRY DEPARTMENT
Banaras Hindu Universi
VARANASI-221C05

Operatoxr : Nagendra Ku
Shishir Sin:

13C NMR (75 MHz, DMSO-ds, ppm): 168.28, 166.55, 157.88, 152.17, 146.44, 145.26,
139.15, 137.87, 135.02, 130.67, 130.57, 130.07, 128.85, 128.27, 126.47, 125.77, 123.97,

123.20,121.07,120.27, 54.03.
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2-((5-(4-Chlorophenylamino)-1,3,4-thiadiazol-2-yl)methyl)-5,6-diphenyl-1,2,4-triazin-

3(2H)-one (S23d)

C:\WINNMR98\Data\TR4D _1H2NON_E5.ALS
TR4D 1H Mr.RAnupam
JEOL AL300 FTNMR
I P - s oy o A 2 CHEMISTRY DEPARTMENT
- SN ennaNa N “ ~ Banaras Hindu Universi
“ P L L G g, - = o VARANASI-221005
| I Operator : Nagendra Kuw
shishir Sin
DFILE C:\WINNMR98\Dat
COMNT TR4D_1H _Mr. Am
DATIM Tue Rug 04 02:0
OBNUC 1H
EXMOD NON
| OBFRQ 300.40 MHz
OBSET 130.00 KHz
OBFIN 1150.0 Hz
POINT 32768
FREQU 6016.8 Hz
SCANS 16
ACQTM 5.446 sec
~ PD 1.547 sec
d BW1 5.0 us
@ IRNUC 1H
CTEMP 22.8 ¢
SLVNT DMSO
H EXREF 2.49 ppm
BF 1.20 Hz
RGAIN 17
L}
A 2
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1H NMR (300 MHz, DMSO-ds, ppm): 6 8.40 (s, 1H, NH exchangeable with D,0); 6 8.21-7.28

(m, 14H, Ar-H); 6 4.27 (s, 2H, methylene).

C:\WINNMRI8\Data\TR4D_13C1BCM_E5.ALS
TR4D 13C Mr. Anupam

JEOL AL300 FTNMR
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Operator : Nagendra Ku
Shishir Sin
DFILE C:\WINNMRSS\Dat.
COMNT TR4D_13C Mr. An
DATIM Tue Aug 18 12:5
OBNUT 13C
EXMOD BCM
OBFRQ 75.45 MHz
OBSET 124.00 KXHz
OBFIN 1840.0 Hz
POINT 32768
FREQU 20408.1 Hz
SCANS 2000
ACQTM 1.606 sec
PD 1.394 sec
PWL 5.0 us
IRNOC 1H
26.9 ¢
DMSO
.50 ppm
! 1.20 Hz
) 22
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13C NMR (75 MHz, DMSO-ds, ppm): 167.23, 165.68, 152.15, 142.89, 139.83, 139.29,
138.63, 135.17, 133.85, 131.13, 129.47, 129.18, 128.98, 128.90, 128.78, 128.24, 128.07,

125.43,124.62,118.98, 54.36.
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2-((5-Mercapto-4-p-tolyl-4H-1,2,4-triazol-3-yl)methyl)-5,6-diphenyl-1,2,4-triazin-3(2H)-

one (Sz4b)

C:\WINNMR3IB\Dat a\TR5B_1HINON_EZ2.ALS
TR5B 1H Mr.Benerjee Anupam G

11.272

2.63
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JEOL AL300 FTNMR
CHEMISTRY DEPARTMENT
Banaras Hindu Universi
VARANASI-221005
Operator : Nagendra Kul
Snishir Sin
DFILE C:\WINNMR98\Dat.
COMNT TRSB_1H _Mr.Bene
DATIM Mon Jan 11 16:3
. | OBNOZT iH
EXMOD

1H NMR (300 MHz, DMSO-ds, ppm): 6 11.27 (s, 1H, SH exchangeable with D;0); § 7.47-
6.98(m, 14H, Ar-H); 6 4.26 (s, 2H, methylene); 6 2.24 (s, 3H, methyl).

C:\WINNMRI8\Data\TR-5B8_13C1BCM E5.ALS
TR-5B 13C Mr Anupam Banerjee IIT BHU

JEOL AL300 FTNMR
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R \I\K\"%’%W%/ %"% Operator : Nagendra Ku
Shishir Sine
DFILE C:\WINNMR9B\Dat.
COMNT TR-5B_13C_Mr An
DATIM Sat Jan 03 17:0
OBNUC 13C
EXMOD BCM
OBFRQ 5,45 MHz
OBSET .00 KHz
OBFIN 0 Hz
POINT
FREQU Hz
SCANS
ACQTM sec
PD sec
PWl us
IRNUC 1H
CTEMP 24.9 ¢
SLVNT DMS(
EXREF 319.50 ppm
BF 1.22 Hz
RGAIN 22
L]
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13C NMR (75 MHz, DMSO-ds, ppm): 168.62, 165.03, 159.67, 149.57, 137.73, 136.79,
131.63, 131.03, 130.95, 130.42, 130.36, 129.92, 129.43, 127.43, 127.07, 126.41, 126.24,

124.30,123.16,122.45, 119.63, 53.68, 25.24.
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2-((5-Mercapto-4-(4-methoxyphenyl)-4H-1,2,4-triazol-3-yl)methyl)-5,6-diphenyl-1,2,4-

triazin-3(2H)-one (Sz24c)

C:\WINNMR98\Data\TR-5C_1H2ZNON E7.ALS
TR-5C 1H Mr.Banerjee Anupam

JEOL AL300 FTNMR
v TLRTNEVEENLRS T 2 42 2 CHEMISTRY DEPARTMENT
< SRINS3aR5eT N oo - Banaras Hindu Universi
- N LR < oo « VARANAST-221005
o
Operator : Nagendra Ku
Shishir Sinm
DFILE C:\WINNMR9E\Dat.
COMNT TR-5C_1H Mr.Ba
DATIM Tue Jan 12 07:3
oBNUC 1R
EXMOD  NON
OBFRQ 300.40 MHz
OBSET 130.00 KHz
OBFIN 1150.0 He
non\.‘r
24.0 ¢
2.49% ppnm
1.22 Hz
19
a
PPN
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H NMR (300 MHz, DMSO-ds, ppm):

6 11.26 (s, 1H, SH exchangeable with D;0); § 7.46-
6.46 (m, 14H, Ar-H); § 4.25 (s, 2H, methylene); 6 3.73 (s, 3H, methoxy).

G

C:\WINNMRIB\DBata\TR-5C_13CI3CM_E7.ALS
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z iindu Universi
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: Nagendra Kut

Shishir Sin-

13C NMR (75 MHz, DMSO-ds,

ppm): 168.55, 165.21, 162.61, 159.61, 148.03, 141.23,

137.86, 136.04, 133.55, 130.16, 129.35, 129.21, 128.68, 128.50, 125.11, 122.30, 121.18,

116.91, 55.39, 54.92.
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triazin-3(2H)-one (S24d)

2-((4-(4-Chlorophenyl)-5-mercapto-4H-1,2,4-triazol-3-yl)methyl)-5,6-diphenyl-1,2,4-

1.9 2.0

17 18

L a1

206

/
s \\ ™,

‘ cnppen
uﬁ u___

ey a
- o
]
| i
‘ mJ
-]
‘ =l
i ol
=1
i
=
| : &
C| r
I w] °
= [l
o
w
’ o
-
=4
| o &
| <7 pt
| o .§
-
g3 il
S o4 — IR —
=~ T LA T T
13.0 12.0 11.0 10.0 9.0 8.0 7.0 6.0 50
I o
| a9
X : parts per Million : Proton

vear |

- PROCESSIIIG PARAMETSRG -
soxp( 0.2[Hz}, O

| trapezoid( 0[%], ﬂ[!], HD[\]; 100(%] )
zarefill( 1 )

£ft( 1, TRUE, TRUE )

| machinephase

PP

- —

= TR-SD_1E-2.3df

Filename
Author = delta
Experiment = proton.3xp.
sumple 1d = TR-5D_18 Mr.Anupam Be
Solven = -56
Aotual s " start_Tize = 29-JAN-2016 02:58:09
End_T: = 29-JAN-2016 03:01:28
Ravieion Tine = 4-APR-2016 16:10:24
Comment = single_pulse
= 1D COMPLEX
- 13107
= proten
= [ppm]
=x
= s1
|
Field Strength = 1.nasTaln) (s000a
%_Acq Duration = 1 045575[
2 50015991521 0me]
= 5.0(ppm]
6384
953674328z}
5625 (k#z]
2.5 (k=]
= Proton
= 500,15991521 Mz}
= 5.0[ppm]
= proten
= 500.15991521 [Miz]

-rn oEFaat 0Lppm]
FALSE
32

32

5(s]
56

2214¢)

us)
= 1.048576(s]
deg.

= 4%+ Pulse ***

1H NMR (500 MHz, DMSO-ds, ppm): § 11.26 (s, 1H, SH exchangeable with D,0); § 7.91-

7.22 (m, 14H, Ar-H); 6 4.28 (s, 2H, methylene).

(;[‘huusnmi s)

| S —
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! . JEOL
i | = pmocEssING FANETIRS -
i 4 ! mexpt 6.0(Hz), 0.0(s]
el trapazoid( O[], S1at. sora1, a00te1 )
-

| Filensme = TR-5D_13C_kr.Anupan
e = delta
Experizant = carbon, yxp
Sazple_Td = TR-SD 13 Ms.Anupam
Selvant = DMSO-D6
Actual_start Tima = 29-JAN-2016 03 02
End_Tine = 29-0AN-2016 03:50:
| Ravision_Time = 30-JAN-2016 13:12;
| camant = singls pulse decou
Data_Format = 10 coMerEx
A | Dim Sire = 104658
i i Dim Title = Carbonl3
i Dim_Uni ta = [ppm]
| Dimensions - x
B i Spactrometer = JR1-ECZ5COR/S1
| Field_Strength = 11.7473579(T] (500
X_Acq_Duzaticn = 0,92937504 [1]
= 13¢
= 125.76520768 (reiz]
= 100 (ppm]
i = 32768
H -1
i = 1.20718268 [Nz|
i = 39.55696203 [kiiz]
’! x = 3162556962 (k=]
I | Tee = Proton
I = 560.15891521 Mz
| = 5.0(ppm)
i | ~ FALSE
I | = 1024 !
! Total_Scans = 1024 |
(B hboomtnddoqelvpanh il St shb R ‘
T i o e # Hipa L Relaxation Delay = 2(s)
Reovr_Guyi - 56
Temp_Get. = 22.8(dC) i
Ty e eep e ¥ X_S0_Width = 8.5(us] i
2 0 | K hoq Time = 0,62837504 (2] i
60.0 50.0 40.0 300 x‘%‘ ity
Xata - §.41dB] i
X_Pulee = 2.83333332(ua)
" Irz_hen = 17.353(d8} H
& Irf At Dec Ca = 17.353(as] i
= | Trx_Atn Dec_Default_Calc = 17.353(dB]
o ! Ir_aen_Noe = 17.353(dB] |
= Ter_Dac_ Bandwadth_Hz ~ 5.97626087 [kuz]
| Trc Pac Banawadth Ppm = 11.952€88S(ppm] |

| zarofill( 4 )
££€( 1, TRUE, TRUE )
machinephase

| ppm

: Derived from: TR-5D_13C_Mr.Acupam BenerieeIIT
. '

13C

NMR (125 MHz, DMSO-ds, ppm): 168.93, 165.73, 159.26, 148.40, 141.75,

139.42,

134.84, 133.37, 131.99, 131.63, 131.33, 130.68, 130.34, 129.61, 129.08, 128.17, 127.69,
125.54,119.89, 54.27.
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