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1H NMR documents
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Current Data Parameters
NAME NAWFALA1
EXPNO 10
PROCNO 1
F2 - Acquisition Parameters
Date 20220621
Time 13.59 h
INSTRUM AVANCE NEO 400
4 PROBHD 72163739 0420 (
A PULPROG zg30
E TD 65536
= SOLVENT CDC13
H NS 64
23 DS 2
SWH 8196.722 Hz
FIDRES 0.250144 Hz
10 AQ 3.9976959 sec
RG 101
S~3 DW 61.000 usec
14 9 DE 13.54 usec
I TE 300.0 K
15 N D1 1.00000000 sec
2 F 1 TDO 1
- SFO1 400.1324708 MHz
NUC1 1H
1 3 PO 3.33 usec
Chemical Formula: C4Hs3FN,O,S Pl 10.00 usec
. PLW1 15.42000008 W
Molecular Weight: 668.96
F2 - Processing parameters
) ST 65536
J SF 400.1300091 MHz
7 \ WDW EM
22+21+14 ! f SSB 0
LB 0.30 Hz
3 1 GB 0
1819 PC 1.00
46 49 W\ | (
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Figure 1: al compound H NMR document
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Figure 2: a2 compound H NMR document
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Current Data Parameters

NAME NAWFALA2
EXPNO 20
PROCNO 1

F2 - Acquisition Parameters
Date 20230222

Time 15.36 h
INSTRUM AVANCE NEO 400
PROBHD 7163739 0420 (
PULPROG ~ zg30

TD 65536
SOLVENT CDC13

NS 16

DS 2

SWH 8196.722 Hz
FIDRES 0.250144 Hz
AQ 3.9976959 sec
RG 101

DW 61.000 usec
DE 13.54 usec
TE 291.3 K

D1 1.00000000 sec
TDO 1

SFO1 400.1324708 MHz
NUC1 1H

PO 3.33 usec
P1 10.00 usec
PLW1 15.42000008 W

F2 - Processing parameters
SI 65536

SF 400.1300360 MHz
WDW EM

SSB 0

LB 0.30 Hz
GB 0

pPC 1.00
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Figure 3: Compound 1 H NMR document
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Current Data Parameters

NAME NAWFAL1
EXPNO 10
PROCNO 1

F2 - Acquisition Parameters
Date 20220120

Time 13.37 h
INSTRUM AVANCE NEO 400
PROBHD 2163739 0420 (
PULPROG 2930

TD 65536
SOLVENT CDC13

NS 16

DS 2

SWH 8196.722 Hz
FIDRES 0.250144 Hz
AQ 3.9976959 sec
RG 63.0303

DW 61.000 usec
DE 13.54 usec
TE 290.4 K

D1 1.00000000 sec
TDO 1

SFO1 400.1324708 MHz
NUC1 1H

PO 3.33 usec
Pl 10.00 usec
PLW1 15.42000008 W

F2 - Processing parameters
SI 65536

SF 400.1300065 MHz
WDW EM

SSB 0

LB 0.30 Hz
GB 0

pC 1.00



@ O
CONNNMEMENOFTONOONOO AVITMAAMONAOAHNIID O ML O WO
AA A0 OOM O TTMOOONDDONDANNTTOOOMAOOMANHOOEE<TOMON <
¢ N H AN OO IO NN ODODOODODOETIFILTMOANNNNOOOOOOO OO0 O o W
O O ¢ o o o o o o o o o & o e & s & o & & & & & e & & & e & e s e e e e & e e e e e e .
T " B(I:l?() KER
Current Data Parameters
NAME NAWFALALDEHYDE
EXPNO 10
PROCNO 1
F2 - Acquisition Parameters
Date 20220424
Time 16.08 h
INSTRUM AVANCE NEO 400
PROBHD 72163739 0420 (
PULPROG ~ zg30
TD 65536
SOLVENT CDC13
NS 16
DS 2
SWH 8196.722 Hz
FIDRES 0.250144 Hz
AQ 3.9976959 sec
RG 101
DW 61.000 usec
DE 13.54 usec
TE 292.9 K
D1 1.00000000 sec
TDO 1
SFO1 400.1324708 MHz
NUC1 1H
PO 3.33 usec
9 P1 10.00 usec
4+3 Chemical Formula: PLW1 15.42000008 W
Molecular WCightZ F2 - Processing parameters
8 2 ST 65536
SF 400.1300064 MHz
WDW EM
SSB 0
LB 0.30 Hz
J GB 0
r pPC 1.00
U d
) J .
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Figure 4: Compound 2 H NMR document
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Figure 5: c1 H NMR document
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Current Data Parameters

NAME NAWFALC1
EXPNO 10
PROCNO 1

F2 - Acquisition Parameters
Date 20220621

Time 14.10 h
INSTRUM AVANCE NEO 400
PROBHD 72163739 0420 (
PULPROG ~ zg30

TD 65536
SOLVENT CDC13

NS 64

DS 2

SWH 8196.722 Hz
FIDRES 0.250144 Hz
AQ 3.9976959 sec
RG 101

DW 61.000 usec
DE 13.54 usec
TE 299.8 K

D1 1.00000000 sec
TDO 1

SFO1 400.1324708 MHz
NUC1 1H

PO 3.33 usec
P1 10.00 usec
PLW1 15.42000008 W

F2 - Processing parameters
SI 65536

SF 400.1300065 MHz
WDW EM

SSB 0

LB 0.30 Hz
GB 0

pPC 1.00
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7.985
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5.130
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C]:Lemical Formula: C37H5,N405
Molecular Weight: 600.85
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Figure 6: c2 H NMR document
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NAME NAWFALC2

EXPNO 10

PROCNO 1

F2 - Acquisition Parameters

Date 20221221

Time 11.24 h

INSTRUM AVANCE NEO 400

PROBHD 72163739 0420 (

PULPROG ~ zg30

TD 65536

SOLVENT CDC13

NS 64

DS 2

SWH 8196.722 Hz

FIDRES 0.250144 Hz

AQ 3.9976959 sec

RG 101

DW 61.000 usec

DE 13.54 usec

TE 291.7 K

D1 1.00000000 sec

TDO 1

SFO1 400.1324708 MHz

NUC1 1H

PO 3.33 usec

P1 10.00 usec

PLW1 15.42000008 W

F2 - Processing parameters

SI 65536

SF 400.1300367 MHz

WDW EM

SSB 0

LB 0.30 Hz

GB 0

PC 1.00
ppm
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Current Data Parameters

Chemical Formula: C36H53N30,S
Molecular Weight: 591.90
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Figure 7: t1 H NMR document

NAME NWFAL.T1
EXPNO 10
PROCNO 1

F2 - Acquisition Parameters
Date 20220621
Time 0.06 h

INSTRUM AVANCE NEO 400
PROBHD 72163739 0420 (

PULPROG zg30

TD 65536
SOLVENT CDC13

NS 16

DS 2

SWH 8196.722 Hz
FIDRES 0.250144 Hz
AQ 3.9976959 sec
RG 101

DW 61.000 usec
DE 13.54 usec
TE 295.1 K

D1 1.00000000 sec
TDO 1

SFO1 400.1324708 MHz
NUC1 1H

PO 3.33 usec
P1 10.00 usec
PLW1 15.42000008 W

F2 - Processing parameters
ST 65536

SF 400.1300080 MHz
WDW EM

SSB 0

LB 0.30 Hz
GB 0

pPC 1.00
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Chemical Formula: C37Hs5;N30,S
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Current Data Parameters

NAME NAWFALTALD2
EXPNO 20
PROCNO 1

F2 - Acquisition Parameters
Date 20220615

Time 16.02 h
INSTRUM AVANCE NEO 400
PROBHD 2163739 0420 (
PULPROG ~ zg30

TD 65536
SOLVENT CDC13

NS 64

DS 2

SWH 8196.722 Hz
FIDRES 0.250144 Hz
AQ 3.9976959 sec
RG 101

DW 61.000 usec
DE 13.54 usec
TE 294.8 K

D1 1.00000000 sec
TDO 1

SFO1 400.1324708 MHz
NUC1 1H

PO 3.33 usec
P1 10.00 usec
PLW1 15.42000008 W

F2 - Processing parameters
ST 65536

SF 400.1300075 MHz
WDW EM

SSB 0

LB 0.30 Hz
GB 0

pC 1.00

1.00
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Figure 8: t2 'H NMR document
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Figure 9: al IR document

Wavenumber cm-1
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Figure 12: Compound 2 IR document

Wavenumber cm-1

Pl
-
/ \
|
H?”\H)(T\N/ "N

H

BRUKER
b '*WW W

Chemical Formula: C36Hs4N4O3

91°168¢
12°198¢
% GE€'688¢C

08 0L 09 (0]
[%] @oueniwsues |

oy 0€ 0¢

500

1000

1500

3500 3000 2500 2000

4000

Figure 13: c1 IR document

Wavenumber cm-1



Chemical Formula: C37Hs5;N4O3

Molecular Weight: 600.85

A N24%
G9€LS

LP'€09

5004
c6'9¢L
81°69.

18°098
€9°268

L¥°'696
6lL°,101

NI

— ¢9¢0Ll
— VvIL'€LLL

——— 99¢/Lcl

89°¢/El
— g6l

— 0°19¥l
— 86'VESI
——— 80'¥091

— 0641

98'0/8¢
2o,
— —9.'9z6¢

—
== T clss6C |
a
//v EbezE
e S |
=
< =
= —
& =
e
ﬂlhb — _ _ _
06 08 0. 09 0g

[%] @oueniwsues |

500

1000

1500

3500 3000 2500 2000

4000

Figure 14: c2 IR document
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Figure 15: t1 IR document

Wavenumber cm-1
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Figure 16: t2 IR document

Wavenumber cm-1

GC mass documents

frbundance Scan 17603 (39.095 min): A1.D\data.ms
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Figure 17: a1 GC mass document



Abundance
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Figure 18: a2 GC mass document
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Abundance [0.164%][395] TIC Component:
100 Model = +106u, -69u
Width =24
Purity = 6.4
Min. Abund. = 8.7
Amount = 0.0123
Scan = 674
Peak Tailing = 1.5
75 S/N (total) = 26
Base Peak = 405
Max. Amount = 0.0272
Area = 7428
Intgr.Signal = 6517
Extra Width = 0-1
50- Frac. Good = 0.318
Models 9: 106 211 52 328 163 183 434 247 487
25
0 I S I 4
Time: 6.360 6.365 6.370 6.375
Extracted spectrum (6.367 min)
100 101
75
o
'
50 A
143 Chemical Formula: C  35H5003
87 Molecular Weight: 518.78
54
284
. 211
25 328
169 247 442 519
m/z: 50 100 150 200 250 300 350 400 450 500

Figure 19: Compound 1 GC mass document




GC/MS Analysis - Data:C:\USERS\HP\DESKTOP'NUFAL\ALD-2-N

Abundance [0.094%][703] L'['[CJ Component:
100 Model = +27%, -83u
jidth = 3.0
Purity =3.1
Min. Abund. =9.6
Amount = 0.0107
Scan =1303
Peak Tailing = 0.8
751 S/N (total) = 22
Base Peak =327
Max. Amount =0.0228
Area = 9950
Intgr.Signal = 6691
Extra Width=14
504 Frac. Good =0.255
Models 2: 279 504
528
254
e T T -~ T A
Time: 9.490 9.500 9.510 9.520 9.530
Extracted spectrum (9.509 min)
100 o
751
o}
109
160
50' - O\
s3 125
Chemical Formula: C35H4303
148 279 Molecular Weight: 528.78
185
251 22
' 36 187 s
460 | s04
m/z:50 100 150 200 250 300 350 400 450 500

Figure 20: Compound 2 GC mass document




GC/MS Analysis - Data:C:\USERS\HP'\DESKTOP'NUFAL\C1I-N

Abundance [0.195%][338] LTICJ Component:
100 Model = +81u, -14%u
Width=2.6
Purity =4.7
Min. Abund. =14
Amount = 0.00261
Scan =166
Peak Tailing =1.1
751 S/N (total) = 20
Base Peak =210
Area=4122
Intgr.Signal = 4122
Extra Width = 0-0
Frac. Good =0.219
50- Models 13: 81 157 119 71 252 269 460 372 485 430 213
N 84 345
591
254
e -~ P Y T
Time: 3.825 3.830 3.835
Extracted spectrum (3.824 min)
100] 8
101
65
751 o
19 157 HQN\MLN/N\
Chemical Formula: C3Hs5iNsO;
50- Molecular Weight: 590.85
179 284 =
33s 474 533 -
219 420 591
251
m/z: 50 100 150 200 250 300 350 400 450 500 550

Figure 21: c1 GC mass document



GC/MS Analysis - Data:C:\USERS\HP'\DESKTOP'NUFAL\C2-N

Abundance [0.305%][266] LTICJ Component:
100 Model = +66u, -62u
Width=2.2
Purity =6.6

Min. Abund. =22

Amount = 0.00309

Scan =95

Peak Tailing =1.5

751 S/N (total) = 21
Base Peak =158
Area = 4040

601 Intgr.Signal = 3935
Extra Width =0-1
Frac. Good =0.180

- Models 15: 66 82 262 91 126 366 101 207 135 257 601 ]
: 08 64 575 146
25
Timner © 3470 3475 3480
Extracted spectrum (3.470 min)
— 103

177 .
75 o
o
“ZN\NJKN/N N
Chemical Formula: Cy;HssN4O3
Molecular Weight: 600.85
S (122 or *
50 m | 2 502
212
22 - 601
280
251
0.

m/z:50 100 150 200 250 300 350 400 450 500 550 600

Figure 22: c2 GC mass document



GC/MS Analysis - Data:C:\USERS'\HP\DESKTOP'NUFAL\T1-N

Abundance [0.032%][2136] LTICJ Component:
100 Model = +152u, -55u
Width =21.5
Purity =54
Min. Abund. = 1.6
Amount =0.254
Scan =851
Peak Tailing =1.5
75 S/N (total) = 52
Base Peak =1811
Area = 237927
Intgr.Signal = 200703
Extra Width =1-1
Frac. Good =0.402
50- Models 18: 152 70 93 161 166 186 181 267 170 160 100
N 439 145 302 319 288 243 225
25 591
Time: 7.205  7.250  7.295  7.340
Extracted spectrum (7.250 min)
100 °
751
o
s
)k N
504 HoN N
56 152 H
Chemical Formula: C3Hs3N30,S
93 Molecular Weight: 591.90
251
166 194
134
267
| ’ | | 279 312 349 332405 439 540 391
. T o O L 11
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Figure 23: t1 GC mass document



GC/MS Analysis - Data:C:\USERS'HP'\DESKTOP'NUFAL\T2-N
Abundance [0.060%][950] LTICJ Component:

100 Model =+70u, -241u
Width=3.3

Purity =6.3

Min. Abund. = 3.9
Amount = 0.0299
Scan=129

Peak Tailing =1.3
751 SN (total) = 35
Base Peak =910
Max. Amount = 0.144
Area = 21785
Intgr.Signal = 19671
Extra Width = 2-0

- Frac. Good = 0.373
Models 17: 70 194 56 416 68 335 216 177 64 260 148 51
4295 455 466 252 571

601
25
Time:  3.625 3.635 3.645 3.655
Extracted spectrum (3.640 min)
w0 71

S o

HzN)]\NH
50- |
59 "~

Chemical Formula: C37Hs;N30,S
Molecular Weight: 601.89

254

Ho 1M gy 336 385 4|l‘5 445 514 5’|33501

m/z:50 100 150 200 250 300 3350 400 450 500 550 600

Figure 24: t2 GC mass document
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