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Figure . 'TH-NMR of compound 2 .
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Current Data Parameters
NAME Dec06-2022
EXEND 90

PROCKO 1

F2 - Acquisition Paramet
Date_ 20221206

ime 18.45
INSTRUM spect
PROBHD 5 mm PABBO BB/
PULPROG gpg30

D
SOLVENT
NS

D1 2.00000000 ¢
D11 03000000 :
™0 1

'
1E 308.1 8

CHANNEL f1 -
100. 6238364 1
13c

§.50 1
56.00000000 §

SFOZ 400.1316005 1
HUCZ 1H

CPDPEG(Z waltzls

PCPD2 50.00 1
PLWZ 22.00000000 §
PLW132 0.41031001 |
PLW13 0.33284000 1

F2 - Processing paramere)
51 327

32768
£F 100.6127690
WDl EM
558 i

LB £.00 ¢
GB o

BC 1.40



-Compound (4e):-

49



8Le”
662"
61E"
TRE"
16€°
LLE™
S16”
GLE”
9z8”"
290"
poE"
S60°
pOT"
80T
ST
€21
Zhe”
19¢€”
eLe”
6LE”
£6E°
88k "
L6b”
805"
LIS
S868”
LBS”
L09"
oL’
§9L°
£8L°
108"
1z8”
6E8 "
901"
601"
Y4
8c1"

0 ppm

)L

H

50

g

1
b

E

2

ae

;

-

10

)

2

2

1

TH-NMR (400 MHz, DMSO-d;) of compound (4e)

13

:
zz0° 119
111 11Td




100

80

60

Transmittance [%]

20

BRI //X///ﬁﬂm%\\\*\ /|
53 & 388 RoLIRRILLBR/II D<o
o N o™ =T O OOG)LONU)(D(DVU!U)U)‘—O ........
235 388 §e538RE 82852 ong 00y
T T T T T T T

3500 3000 2500 2000 1500 1000 500
Wavenumber cm-1
FT-IR of compound (4¢)

51



55225 N
12 705 [ o
| wun
Qg8 38y -
ap L Ly 07 0.0 i
=)
Bropp ———— 1 =
GEBER T
mh.h_._.}_ |
A o B
88'66€, ;F|| =]
00 GEE | =
Lapae! B
L ELE ————————
Gog i
PP FEBEE H
Ng'gle -
=
=
| [an]
89'6.LE
BE 0L —
5 ———-3
) | o~
7ee7 . GEVPEZ, '
9 Gz e+
G880 m s
S
LLEB __"|| ™
LE'CEBL ___ o
0L L9l s _ﬂmm_. L
a0 val _.||| =
2o'9g| |
B 0L} ———————
m@.m_._.|mrm_._: o
=)
LB ————== =

Lu_____________________________________________
= ] = ] ] = =} ] ]
= o oo [ 4] S%] =T 3] 3] —

—

BIUBPUNGY aalle|ay

mfz

Relative

Intensity

m/z

MS of compound (4e)

52



-Compound (4f)

NH

4f

53

NH



H
N ]
A o9
(=
(o]
Nl

TH-NMR (400 MHz, DMSO-d;) of compound (4f)

54



Trans mittance [%]

100

80

60

20

-0

-20

o NH

3069.59 —
2965.56 —
281530 —

3221.83

—_r— T T T T

Wavenumber cm-1

FT-IR of compound (4f)

55

N
"
H' |
|
|
A
h
\ |||
gyeEIe
2338493
T
500



L1'0E5

FEEDS

9Z 755 =
09 ERG —
69805
LE'Z0G 2
I_.._.I._
LE 58T i
8l L5b L
9 G5 ] - =
BTESY gg'Lpp =
£20ZY. B
WA= L
Zl Lok S
|I4
LB¥8E TR —
PE0SE, - T
00 LS€ =
02 95¢ 3
BE'GEE i
PLSIE i
98 € i
Z9'66Z — 3
) e
V2 662
06 6LZ
7z 29z L
- | =
L
[N}
Z9BET . -
91 'ZET —
. 6E90Z. m
L EDZ YR B
82181, i
99 891 HE GE b B
LOES| S
62 GEL i
Z9LZL H i
55E£Z1 i
E9EDL — =

56 667

_Lu_________________________________________________
= = = = = = = = =
] [=3] oo [~ w Lo = (3] (¥ ] —

—

BOUBPUNQY BM1E|8 Y

m/z

Relative

Intensity

m/z

MS of compound (4f)

56



-Compound (52a):

Sa

57



58



0612l
18621

£'6091

e | )

L9'EESE

JoL

08

09

T I
or 02
[%] @aueniusues )

500

1000

1500

2000

2500

3000

3500

Wavenumber cm-1

FT-IR of compound (52)

59



15-Jan-07 04:04.06

Cairo University
Micro Analytical Center

DI Analysis
Shimadzu Qp-2010 Plus
Sample Information Method
Analyzed by : Dr. Mai Younis
Analyzed : 15/01/2007 03:55:58 u= ===== Analytical Line | =====
Sample Name i2a lTonSourceTemp :250.00°C
Sample ID : [MS Table]
Customer Name ~ : Dr. Mohamed Omar - Science - Quena ~Group 1 -Event 1--
Data File : C:AGCMSsolution\Data\Project12a.QGD Start Time :0.00min
Org Data File : C:\GCMSsolution\Data\Project112a.QGD End Time :10.00min
Method File 1 CAGCM i roject]\High Te Op  ACQ Mode :Sean
Org Method File : CAGCMSsolution\Data\Project1\High Temperature Op  Event Time +0.50sec
Report File 8 . Scan Speed :2000
Tuning File : C:\GCMSsolution\System\Tunel'_default. qgt Start m/z :50.00
$EndIf$Modified by : Dr. Mai Younis End m/z :900.00
Modified : 15/01/2007 04:00:33 =

Electron Voltage :70eV
lonization Mode :El

CAGCMSsolution\Data\Project112a.QGD

Chromatogram 2a C:\GCMSsolution\Data\Project1\2a.QGD
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Spectrum
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MS of compound (5a)
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Current Data Parameters
HAME

[ Dec06-2022
EXENO 110
PROCHO 1
F2 - Mequisition Paramets
Date_ 20221206
Time 23.03
THSTROM spect
FROBED 5 mm PABBO BB/
PULPROG zgpgi0
™ BLE36
SOLVENT OMSO
s 2200
DS 4
SWH 24038.461 F
PIDRES 0.366T98 |
AD 1.3631488 ¢
RG 199.04
oW 20,800 1
oE 6.50 L
TE 30B.1F
D1 2.00000000 =
D11 0.03000000 «
D0 1
CHANNEL f1 ====
sFO1 100. 6238364 b
NUC1 13C
Pl 9.50 1
PLW1 56.00000000 &
mmmm————— CHANNEL 12 ===
5FOZ 400.1316005 ¢
NUIC2 1H
CPDFRG(Z waltzl
ECED2 90.00 1
PLW2 22.00000000
FLW12 0.41091001 §
PLW13 v
FZ - Processing paramete:
5T 32768
sF 100.6127690 &
WO EM
ssB o
L8 6.00 ¢
GB o
B 1.40
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Cairo University
Micro Analytical Center

15-Jan-07 04:10:17

DI Analysis
Shimadzu Qp-2010 Plus
Sample Information Method
Analyzed by : Dr. Mai Younis
Analyzed : 15/01/2007 04:02:11 u= Analytical Line | ===
Sample Name :2d TonSourceTemp 1250.00 °C
Sample 1D : [MS Table]
Customer Name  : Dr. Mohamed Omar - Science - Quena ~Group 1 - Event 1—-
Data File : CAGCMSsolution\Data\Project1\2d. QGD Start Time :0.00mir
Org Data File A\GCMSsolution\Data\Project1\2d.QGD End Time 10.00min
Method File \GCMSsolution\Data\Project1'High Temperature Op ACQ Mode Scan
Org Method File \GCMSsolution\Data\Project 1\High Temperature Op  Event Time 0.50sec
Report File ) Scan Speed 2000
Tuning File : CAGCMSsolution\System\Tunel\_default.qgt Start m/z 50,00
SEndIfSModified by : Dr. Mai Younis End m/z 900.00
Modified :15/01/2007 04:05:33 u=
Electron Voltage 70eV
Tonization Mode El

CAGCMSsolution\Data\Project1'2d.QGD

Cl 2d CA\GCN Data\Project1\2d.QGD

|TIC*1.00

Line#:1 R.Time:2.3(Scan#:275)
MassPeaks:109

RawMode:Single 2.3(275) BasePeak:289(1585)
BG Mode:None Group 1 - Event 1
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TH-NMR (400 MHz, DMSO-d;) of compound (5¢)
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INSTRIM spect
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D 65536
SOLVENT
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SWH 8012.820 Hz
FIDRES 0.122266 Hz
AQ 4. 0894465 sec
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TE 313.3 K
Dl 1.00000000 sec
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- - CHANNEL [] ==seeceee
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Pl 12.00 usec
PLW1 22.00000000 W
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Cairo University
Micro Analytical Center
DI Analysis
Shimadzu Qp-2010 Plus
Sample Information Method
Analyzed by : Dr. Mai Younis
Analyzed : 15/01/2007 03:55:58 ua ==== Analytical Line | ===
Sample Name 120 TonSourceTemp :250.00°C
Sample ID § ) [MS Table]
Customer Name  : Dr. Mohamed Omar - Science - Quena ~Group 1- Event 1-
DataFile : CAGCMSsolution\Data\Project112a.QGD Start Time -0.00min
Org Data File : CAGCMSsolution'Data\Project \24.QGD End Time :10.00min
Method File : C\GCMSsolution\DataProject] \High Temperature Op - ACQ Mode Scan
Org Zs_.a__ File  :CAGCMSsolution\Data\Project]\High Temp O Event Time 10.50sec
Report File : Scan Speed 2000
Tuning File : C\GCMSsolution\System\Tunel\_default.qgt Start m/z 50,00
SEndIfSModified by : Dr. Mai Younis End m/z :900.00
Modified +15/0112007 04:00:33 ua
Electron Voltage ~ :70¢V

C:\GCMSsolution\DatatProject]\2a. QGD

Chromatogram 2a CAG

lonization Mode ~ :EI

M Qenlyti

\Data\Project112a.QGD
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MassPeaks:554

RawMode:Single 4.4(526) BasePeak:736(1159)
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15-Jan-07 02:56:27

. . .
Cairo University
Micro Analytical Center
DI Analysis
Shimadzu Qp-2010 Plus

Sample Information Method .
Analyzed by  Dr. Mai Younis ’ N =
Analyzed : 15/01/2007 02:36:02 u= ===== Analytical Line | ===
Sample Name ‘M7 lonSourceTemp :250.00°C
Sample ID s ) [MS Table]
Customer Name  : Dr. Mohamed Omar - Science - Quena ~Group 1-Event 1-
Data File : C:\GCMSsolution\Data\Project1'M7.QGD Start Time -0.00min
Org Data File : C\GCMSsolution\Data\Project1'\M7.QGD End Time -10.00min
Method File : CAGCMSsolution'Data\Project1'High Temperature Op ACQ Mode Sean
Org Method File : CA\GCMSsolution\Data\Project 1\High Temperature Op Event Time 0.50sec
Report File ! ) Scan Speed 11250
Tuning File : C:\GCMSsolution\System\Tunel\_default.qgt Start m'z 450,00
SEndIf$Modified by  : Dr. Mai Younis End m/z :600.00
Modified £ 15/01/2007 02:46:02 =

Electron Voltage  :70eV
Tonization Mode +El
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o
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I3C-NMR (100 MHz, DMSO) of compound (6b)
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Current Data Parameters
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FROCHD 1

F2 - Acquisition Paramet:
2

Data_ 0221207
Time 5
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SOLVENT DMEQ
s 2200
D3 1
SWH 24038.4861 1
FIDRES 0.36E6758 |
A 1.3530486 ¢
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V) 20.800 1
DE 6.5
TE 308.1 1
D1 2.00000000
D1l 0.03000000
TDO 1

MMEL f1 = =
100.68238364 1
13C

9.50 1
56.00000000 §

CHANMEL f£2
400.1318005 1

1M

walCzl6
90.00 1

PLWZ 22.00000000 %
PLW1Z 0.41091001 §
ELWL3 @.33284000 %
FZ - Processing parametel
=1 2768
EF 100.8127650 1
EDW EM
558 a

LA &.00 1
GB a

PC 1.40
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15-Jan-07 02:21:16

. . .
Cairo University
Micro Analytical Center
DI Analysis
Shimadzu Qp-2010 Plus
Sample Information Method A
Analyzed by : Dr. Mai Younis
Analyzed : 15/01/2007 02:12:13 s ===== Analytical Line | =====
Sample Name ‘M3 lonSourceTemp 250,00 °
Sample ID 5 ) [MS Table)
Customer Name  : Dr. Mohamed Omar - Science - Quena ~Group 1 - Event 1~
Data File : CAGCMSsolution\Data\Project1\M3.QGD Start Time :0.00min
Org Data File : CAGCMSsolution\DatatProject1\M3.QGD End Time *10.00min
Method File : CAGCMSsolution\Data\Project \High Temperature Op - ACQ Mode Sean
OrgMethod File  : CAGCMSsolutiorDataProject \High Temperature Op  Eyeny Time 0.50sec
Report File : : Scan Speed 1250
Tuning File : C\GCMSsolution\System'\Tunel\_default.qgt Startm/z 50,00
SEndIfSModified by : Dr. Mai Younis Endmiz 600,00
Modified + 15/01/2007 02:14:54 ya
Electron Voltage ~ :70¢V
lonization Mode ~ :El
C:\GCMSsolution!Data\Project|'M3.QGD
~
Chromatogram M3 C:\GCMSsolution'Data\Project1\M3.QGD ~m
1,500,806 L
=
=
=
(=)
m..
[=)
[P}
S
=)
m
T ¥ 1 1
0.1 10 20 26
min
Spectrum
Line#:1 R Time:0.0(Scan#:5)
MassPeaks:290
RawMode:Single 0.0(5) BasePeak:109(371418)
BG Mode:None Group | - Event |
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100
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spect
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D1 2.00000000
D11 0.03000000 ¢

CHANMEL f1 =m=m
1005238364 1
130

9.50 1
56.00000000 §

CHANNEL 12 mwme
400.1316005 t
1H

Waltzlg
20

.00
22.00000000
0.41091001
0.33284000 §

F2 - Processing parameter
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WOW M
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0
T T T T T T T T T T 1.40
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I3C-NMR (100 MHz, DMSO) of compound (7a)
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15-Jan-07 03:57:28

. . .
Cairo University
. M
Micro Analytical Center
DI Analysis
Shimadzu Qp-2010 Plus
Sample Information Method
Analyzed by : Dr. Mai Younis
Analyzed :15/01/2007 03:26:47 e === Analytical Line | =====
Sample Name - M9, TonSourceTemp 425000 °C
Semple ID : g [MS Table]
Customer Name ~ : Dr. Mohamed Omar - Science - Quena ~Group 1-Event 1-
Data File : C:\GCMSsolution\Data\Project 11M9..QGD Start Time 0.00min
Org Data File End Time :10.00min
Method File ; C:AGCMSsolution\Data\Project1\High Temperature Op - ACQ Mode ‘Sean
Org Method File : C:\GCMSsolution\Data\Project1\High Temperature Op  Event Time 0.50sec
Report File : : Sean Speed 2000
Tuning File : CAGCMSsolution\System! Tune!\_default.qgt Start m/z 50,00
SEndIf$Modified by : Dr. Mai Younis End m/z -900.00
Modified :15/01/2007 03:36:46 u=
Electron Voltage ~ :70¢V
lonization Mode H
CAGCMSsolution'Data\Project'M9..QGD
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Spectrum
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mohamed-omar-21#126 RT: 213 AV: 1 SB: 26 1.21-1.34,0.87-1.14 NL: 429E2
T: + c El Full ms [40.00-1000.00]
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Current Data Parameters
HAME Dec6-20232
EXPND =0}
PROCHD 1
F2 - Bocguisition Paramete
Date_ 20221206
Tima 16.38
INSTRUM Spact
PROBHD 5 mm PREED EE/
PULEFRDG zZgpg il
0 65538
SOLVENT DM30
HS z200
DS 4
SWH 24036.48l |
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FZ - Processimg paramete)
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Compounds Code, InChl, and SMILES

Compound InChl SMILES
code
1 InChI=1S/C16H18N206/c1-3-23-13(19)9-17-12-8-6-5-7- 0=C(C1=CC=CC=CIN2CC(OCC)=0)N(CC(OCC)=0)C2=0
11(12)15(21)18(16(17)22)10-14(20)24-4-2/h5-8H,3-4,9-10H2,1-2H3
2 InChI=1S/C12H14N604/c13-15-9(19)5-17-8-4-2-1-3- O=C(N2CC(NN)=0O)N(CC(NN)=0)C1=CC=CC=C1C2=0
7(8)11(21)18(12(17)22)6-10(20)16-14/h1-4H,5-6,13-
14H2,(H,15,19)(H,16,20)
3a InChI=1S/C26H22N604/¢33-23(29-27-15-19-9-3-1-4-10-19)17-31-22-14- | O=C(C1=CC=CC=CIN2CC(N/N=C/C4=CC=CC=C4)=0)N(CC(N/N=C/C3=CC=
8-7-13-21(22)25(35)32(26(31)36)18-24(34)30-28-16-20-11-5-2-6-12-20/h1- CC=C3)=0)C2=0
16H,17-18H2,(H,29,33)(H,30,34)/b27-15+,28-16+
3b InChI=1S/C26H20CI2N604/c27-19-9-5-17(6-10-19)13-29-31-23(35)15-33- | O=C(C1=CC=CC=CIN2CC(N/N=C/C4=CC=C(CI)C=C4)=0O)N(CC(N/N=C/C3=
22-4-2-1-3-21(22)25(37)34(26(33)38)16-24(36)32-30-14-18-7-11- CC=C(C1)C=C3)=0)C2=0
20(28)12-8-18/h1-14H,15-16H2,(H,31,35)(H,32,36)/b29-13+,30-14+
3¢ InChI=1S/C26H22N606/¢33-19-9-5-17(6-10-19)13-27-29-23(35)15-31-22- | O=C(C1=CC=CC=CIN2CC(N/N=C/C4=CC=C(0)C=C4)=0)N(CC(N/N=C/C3=C
4-2-1-3-21(22)25(37)32(26(31)38)16-24(36)30-28-14-18-7-11-20(34)12-8- C=C(0)C=C3)=0)C2=0
18/h1-14,33-34H,15-16H2,(H,29,35)(H,30,36)/b27-13+,28-14+
3d InChI=1S/C26H20N808/¢c35-23(29-27-13-17-5-9-19(10-6-17)33(39)40)15- O=C(C1=CC=CC=CIN2CC(N/N=C/C4=CC=C([N+](JO-
31-22-4-2-1-3-21(22)25(37)32(26(31)38)16-24(36)30-28-14-18-7-11- 1)=0)C=C4)=0)N(CC(N/N=C/C3=CC=C(IN+]([O-])=0)C=C3)=0)C2=0
20(12-8-18)34(41)42/h1-14H,15-16H2,(H,29,35)(H,30,36)/b27-13+,28-14+
3e InChI=1S/C22H18N606/c29-19(25-23-11-15-5-3-9-33-15)13-27-18-8-2-1- | O=C(C1=CC=CC=CIN2CC(N/N=C/C4=CC=C04)=0)N(CC(N/N=C/C3=CC=CO
7-17(18)21(31)28(22(27)32)14-20(30)26-24-12-16-6-4-10-34-16/h1- 3)=0)C2=0
12H,13-14H2,(H,25,29)(H,26,30)/b23-11+,24-12+
4a InChI=1S/C22H26N604/c29-19(25-23-15-7-1-2-8-15)13-27-18-12-6-5-11- | O=C(C1=CC=CC=CIN2CC(N/N=C4/CCCC4)=0)N(CC(N/N=C3/CCCC3)=0)C2
17(18)21(31)28(22(27)32)14-20(30)26-24-16-9-3-4-10-16/h5-6,11-12H,1- =0
4,7-10,13-14H2,(H,25,29)(H,26,30)
4b InChI=1S/C24H30N604/c31-21(27-25-17-9-3-1-4-10-17)15-29-20-14-8-7- | O=C(C1=CC=CC=CIN2CC(N/N=C4/CCCCC4)=0O)N(CC(N/N=C3/CCCCC3)=0)
13-19(20)23(33)30(24(29)34)16-22(32)28-26-18-11-5-2-6-12-18/h7-8,13- C2=0
14H,1-6,9-12,15-16H2,(H,27,31)(H,28,32)
4c InChl=1S/C28H26N604/c1-19(21-11-5-3-6-12-21)29-31-25(35)17-33-24- | O=C(C1=CC=CC=CIN2CC(N/N=C(C)/C4=CC=CC=C4)=0)N(CC(N/N=C(C)/C3
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16-10-9-15-23(24)27(37)34(28(33)38)18-26(36)32-30-20(2)22-13-7-4-8-
14-22/h3-16H,17-18H2,1-2H3,(H,31,35)(H,32,36)/b29-19+,30-20+

=CC=CC=C3)=0)C2=0

4d

InChI=1S/C30H30N604/c1-19-9-13-23(14-10-19)21(3)31-33-27(37)17-35-
26-8-6-5-7-25(26)29(39)36(30(35)40)18-28(38)34-32-22(4)24-15-11-
20(2)12-16-24/h5-16H,17-18H2,1-4H3,(H,33,37)(H,34,38)/b31-21+,32-22+

0=C(C1=CC=CC=C1N2CC(N/N=C(C)/C4=CC=C(C)C=C4)=0)N(CC(N/N=C(C)
JC3=CC=C(C)C=C3)=0)C2=0

4e

InChI=1S/C24H22N604S2/c1-15(19-9-5-11-35-19)25-27-21(31)13-29-18-
8-4-3-7-17(18)23(33)30(24(29)34)14-22(32)28-26-16(2)20-10-6-12-36-
20/h3-12H,13-14H2,1-2H3,(H,27,31)(H,28,32)/b25-15+,26-16+

0=C(C1=CC=CC=C1N2CC(N/N=C(C)/C4=CC=CS4)=0)N(CC(N/N=C(C)/C3=C
C=CS3)=0)C2=0

4f

InChI=1S/C28H20N806/c37-21(31-33-23-15-7-1-4-10-18(15)29-
25(23)39)13-35-20-12-6-3-9-17(20)27(41)36(28(35)42)14-22(38)32-34-24-
16-8-2-5-11-19(16)30-26(24)40/h1-12H, 13-
14H2,(H,31,37)(H,32,38)(H.29,33,39)(H,30,34,40)

0=C(C1=CC=CC=C1N2CC(N/N=C4/C(C=CC=C5)=C5NC4=0)=0)N(CC(N/N=
C3/C(C=CC=C6)=C6NC3=0)=0)C2=0

5a

InChI=1S/C28H18N608/c35-21(29-33-24(38)15-7-1-2-8-
16(15)25(33)39)13-31-20-12-6-5-11-19(20)23(37)32(28(31)42) 1 4-
22(36)30-34-26(40)17-9-3-4-10-18(17)27(34)41/h1-12H,13-
14H2,(H,29,35)(H,30,36)

0=C(C1=CC=CC=CIN2CC(NN4C(C3=CC=CC=C3C4=0)=0)=0)N(CC(NN6C(
C5=CC=CC=C5C6=0)=0)=0)C2=0

5b

InChI=1S/C48H34N608/c55-33(49-53-44(58)39-35-23-11-1-2-12-
24(23)36(40(39)45(53)59)26-14-4-3-13-25(26)35)21-51-32-20-10-9-19-
31(32)43(57)52(48(51)62)22-34(56)50-54-46(60)41-37-27-15-5-6-16-
28(27)38(42(41)47(54)61)30-18-8-7-17-29(30)37/h1-20,35-42H,21-
22H2,(H,49,55)(H,50.56)

0=C(C1=CC=CC=CIN2CC(NN3C(C(C7C5=CC=CC=C5C6C8=C7C=CC=C8)C6
C3=0)=0)=0)N(CC(NN4C(C(C%11C9=CC=CC=CIC%10C%12=C%11C=CC=
C%12)C%10C4=0)=0)=0)C2=0

Sc

InChI=1S/C28H26N608/c35-21(29-33-24(38)15-7-1-2-8-
16(15)25(33)39)13-31-20-12-6-5-11-19(20)23(37)32(28(31)42) 1 4-
22(36)30-34-26(40)17-9-3-4-10-18(17)27(34)41/h1-6,11-12,15-18H,7-
10,13-14H2,(1H,29,35)(H,30,36)

0=C(C1=CC=CC=CIN2CC(NN3C(C(CC=CC6)C6C3=0)=0)=0)N(CC(NN4C(C
(CC=CC5)C5C4=0)=0)=0)C2=0

6a

InChI=1S/C16H18N606/c1-9(23)17-19-13(25)7-21-12-6-4-3-5-
11(12)15(27)22(16(21)28)8-14(26)20-18-10(2)24/h3-6H,7-8H2, 1 -
2H3,(H,17,23)(H,18,24)(H,19,25)(H,20,26)

0=C(C1=CC=CC=CIN2CC(NNC(C)=0)=0)N(CC(NNC(C)=0)=0)C2=0

6b

InChI=1S/C16H16CI2N606/c17-5-11(25)19-21-13(27)7-23-10-4-2-1-3-
9(10)15(29)24(16(23)30)8-14(28)22-20-12(26)6-18/h1-4H, 5-
8H2,(H,19,25)(H,20,26)(H,21,27)(H,22,28)

0=C(C1=CC=CC=CIN2CC(NNC(CCIl)=0)=0)N(CC(NNC(CCI)=0)=0)C2=0

6¢

InChI=1S/C26H22N606/c33-21(27-29-23(35)17-9-3-1-4-10-17)15-31-20-
14-8-7-13-19(20)25(37)32(26(31)38)16-22(34)28-30-24(36) 18-11-5-2-6-
12-18/h1-14H,15-16H2,(H,27,33)(H,28,34)(H,29,35)(H,30,36)

0=C(C1=CC=CC=CIN2CC(NNC(C3=CC=CC=C3)=0)=0)N(CC(NNC(C4=CC=
CC=C4)=0)=0)C2=0

6d

InChl=1S/C22H18N606S2/c29-17(23-25-19(31)15-7-3-9-35-15)11-27-14-

0=C(C1=CC=CC=CIN2CC(NNC(C3=CC=CS3)=0)=0)N(CC(NNC(C4=CC=CS
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6-2-1-5-13(14)21(33)28(22(27)34)12-18(30)24-26-20(32)16-8-4-10-36-
16/h1-10H,11-12H2,(H,23,29)(H,24,30)(H,25,31)(H,26,32)

4)=0)=0)C2=0

7a InChI=1S/C22H22N604/c1-13-9-15(3)27(23-13)19(29)11-25-18-8-6-5-7- | O=C(C1=CC=CC=C IN2CC(N4N=C(C)C=C4C)=0)N(CC(N3N=C(C)C=C3C)=0)
17(18)21(31)26(22(25)32)12-20(30)28-16(4)10-14(2)24-28/h5-10H, 1 1- C2=0
12H2,1-4H3
7b InChI=1S/C20H18N606/c1-11-7-15(27)25(21-11)17(29)9-23-14-6-4-3-5- | O=C(C1=CC=CC=C IN2CC(N4N=C(C)CC4=0)=0)N(CC(N3N=C(C)CC3=0)=0
13(14)19(31)24(20(23)32)10-18(30)26-16(28)8-12(2)22-26/h3-6H, 7- )C2=0
10H2,1-2H3
8 InChI=1S/C18H16N806/c19-7-5-13(27)21-23-15(29)9-25-12-4-2-1-3- | 0=C(C1=CC=CC=CIN2CC(NNC(CC#N)=0)=0)N(CC(NNC(CC#N)=0)=0)C2=
11(12)17(31)26(18(25)32)10-16(30)24-22-14(28)6-8-20/h1-4H,5-6,9- 0
10H2,(H,21,27)(H,22,28)(H,23,29)(H,24,30)
9a InChI=1S/C40H30N606.CH4/c47-33(41-43-35(27-15-5-1-6-16-

27)37(49)29-19-9-3-10-20-29)25-45-32-24-14-13-23-
31(32)39(51)46(40(45)52)26-34(48)42-44-36(28-17-7-2-8-18-28)38(50)30-
21-11-4-12-22-30;/h1-24H,25-26H2,(H,41,47)(H,42,48); 1H4/b43-35-,44-
36-;

0=C(N2CC(N/N=C(C(C5=CC=CC=C5)=0)/C3=CC=CC=C3)=0)N(CC(NN=C(C

(C6=CC=CC=C6)=0)C4=CC=CC=C4)=0)C1=CC=CC=CIC2=0

112




The solubility of compounds in water, acidic and/or basic medium

o Cold Hot Acidic Basic
bility . .
water water medium medium
Sample

1 +ve +ve +ve +ve

2 +ve +ve +ve +ve
3a -ve -ve -ve -ve
3b -ve -ve -ve -ve
3c -ve -ve -ve -ve
3d -ve -ve -ve -ve
3e -ve -ve -ve -ve
4a -ve -ve -ve -ve
4b -ve -ve -ve -ve
4c -ve -ve -ve -ve
4d -ve -ve -ve -ve
4e -ve -ve -ve -ve
4f -ve -ve -ve -ve
S5a -ve -ve -ve +ve
5b -ve -ve -ve -ve
S¢ -ve -ve -ve -ve
6a -ve -ve -ve -ve
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Supplementary data file

-Compound (1):

r>

K’(O\/

o]
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https://www.google.com/search?sxsrf=ALiCzsaFpd_gtBstPwlH-93iwdqlizBxqg:1662643048367&q=supplementary+data+file+of+organic+chemistry+pdf&spell=1&sa=X&ved=2ahUKEwj32qSCpIX6AhWR04UKHTwtBsYQkeECKAB6BAgBEDo
https://www.google.com/search?sxsrf=ALiCzsaFpd_gtBstPwlH-93iwdqlizBxqg:1662643048367&q=supplementary+data+file+of+organic+chemistry+pdf&spell=1&sa=X&ved=2ahUKEwj32qSCpIX6AhWR04UKHTwtBsYQkeECKAB6BAgBEDo
https://www.google.com/search?sxsrf=ALiCzsaFpd_gtBstPwlH-93iwdqlizBxqg:1662643048367&q=supplementary+data+file+of+organic+chemistry+pdf&spell=1&sa=X&ved=2ahUKEwj32qSCpIX6AhWR04UKHTwtBsYQkeECKAB6BAgBEDo
https://www.google.com/search?sxsrf=ALiCzsaFpd_gtBstPwlH-93iwdqlizBxqg:1662643048367&q=supplementary+data+file+of+organic+chemistry+pdf&spell=1&sa=X&ved=2ahUKEwj32qSCpIX6AhWR04UKHTwtBsYQkeECKAB6BAgBEDo
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Figure . 'H-NMR of compound 1.
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. 1] L]
Cairo University
L] L]
Micro Analytical Center
DI Analysis
Shimadzu Qp-2010 Plus
Sample Information Method \.yLe
Analyzed by : Dr. Mai Younis i
Analyzed £ 1510172007 01:53:50 o2 Sk G
SumgieNemo M lonSoureeTemp 2500
el . ; [MS Table]
Customer Name  : Dr. Mohamed Omar - Science - Quena ~Group 1 - Event 1-
Data File : CAGCMSsolution\Data\Project]\M.QGD Start Time 0,00min
Org Data File : C:AGCMSsolution\Data\Project]\M.QGD End Time 10,00min
Method File : C\GCMSsolution'Data\Project 'High Temperature Op  Acq Mode Sean
Org Zg__é File  :CAGCMSsolution\Data\Project]\High Temperature Op  Event Time 0.50sec
Report il ” _ Scan Speed 1250
Tuning File : CAGCMSsolution!System! Tune ]\ default.qgt Start m'z 50,00
$EndIfSModified by : Dr. Mai Younis Endm'z 600,00
Modified 1 15/0172007 01:57:45 u=
Electron Voltage  :70&V
[onization Mode - El
C\GCMSsolution\Data\Project1\M.QGD
—_
—
N
Chromatogram M C:\GCMSsolution\Data\Project1\M.QGD _.M
=
=
(="
=
=
o
St
=]
s
18
min
Spectrum
Line#:] R.Time:2.7(Scan#:321)
MassPeaks: 182
RawMode:Single 2.7321) BasePeak:132(351582)
BG Mode:None Group 1 - Event |
_84 13
] "
m
21
b
c,,_ i 146 160 188 1
e | L% e W o w w e o
4] A R LS W el LA W i ,___ﬁ,,__,,,.,,_____.,,,._
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-Compound (2):

(0]
N
N/ﬁr \NH2
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2
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15-Jan-07 02:07:54

Cairo University
Micro Analytical Center
DI Analysis
Shimadzu Qp-2010 Plus
Sample Information Method

Analyzed by : Dr, Mai Younis
Analyzed === Analytical Line 1 ====
Sample Name lonSourceTemp 12504
Sample ID [MS Table]
Customer Name  : Dr. Mohamed Omar - Science - Quena ~Group 1-Event 1~
Data File : CA\GCMSsolution\Data\Project1\M1.QGD Start Time +0.00min
Org Data File \GCMSsolution\Data\Project\M1.QGD End Time +10.00min
Method File : CAGCMSsolution\Data\Project I'High Temperature Op 400 Mode -Sean
Qrg Method File - CAGCMS JataiProject\High Temp 0P Event Time :0.50sec
Report File ) Scan Speed 11250
Tuning File - CAGCMSsolution\System\Tunel',_default.qat Start mlz 150,00
SEndIf$Modified by . Mai Younis End m/z :600.00

Modified + 150172007 02:04:57 yo

Electron Voltage 70 eV
lonization Mode I

C:\GCMSsolution\Data'\Projectl\M1.QGD

Ch MI C:\GCMSsolution\Data\Project]\M1.QGD

b00,000

MS of compound (2)

TIC*1.00

10 20 30 40 50 6.0 70 80 9.0 99
min

Spectrum

Line#t:] R.Time:4,7(Scan#:566)
MassPeaks:110

RawMode:Single 4.7(566) BasePeak:132(10628)
BG ModeNone Group 1 - Event |
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-Compound (3a)

o)
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O
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TH-NMR of compound (3a)
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15-Jan-07 02

Cairo University

Micro Analytical Center

DI Analysis
Shimadzu Qp-2010 Plus A@
Sample Information Method @
Analyzed by - Dr. Mai Younis h\m a
Analyzed +15/01/2007 02:25:40 ga =—— Analytical Line | === /
SampleName M6 TonSowreeTemp ~ 250.00°C
mwSBn D f ] [MS Table)
Customer Name  : Dr. Mohamed Omar - Science - Quena ~Group 1-Event 1~
Data File : CAGCMSsolution\Data\Project1\M6.QGD Start Time 0.00min
Org Data File : CAGCMSsolution\Data\Project! \M6.QGD End Time 10,00min
Method Fil + CAGCMSsolution DataProjct! High Temperature Op - 400 Mode g
OrgMethod File - C\GCMSsolution Data Project igh Temperature 09 yen Tie 0.505ec s
Repout il : . Sean Speed 1250
Tuning File 1 CAGCMSsolution\System\Tune|\_default qgt Start mlz 50,00
SEndIfSModified 5 : Dr. Mai Younis Endm/z 600,00
Modified 1150172007 02:34:22 pe

Electron Voltage ~ : 70 eV
lonization Mode ~ :EI

C:AGCM8solution\DataProject]\M6.QGD

Chromatogram M6 C:\GCMSsolution\Data\Project]

\M6.QGD

/500,000

MS of compound (3a)

Line#:1 R Time:5.2(Scan#:625)
MassPeaks:170
RawMode:Single 5.2(625) BasePeak:132(1940)
BG Mode:None Group 1 - Event 1
100 m

?g §§ ol

E.s #

50 70 8__5 130 _uc 170 190 210 Bc 250 mqo uoo u_o

T30 30 30 30 40 430 __s i
mz



-Compound (3b): -

K’(H\N/

3b
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15-Jan-07 04:21:51

Cairo University
Micro Analytical Center

DI Analysis
Shimadzu Qp-2010 Plus
Sample Infbnnmon Method

Analyzed by : Dr. Mai Youn
Analyzed 1570172007 04:07:21 o= Analytical Line 1 ===
Sample Name :6a TonSourceTemp 250.00 °C
Sample ID [MS Table]
Customer Name DrMoInmndDmn' - Science - Quena --Group 1 - Event 1--
Data File - C:AGCMSsolution\Data\Project]'6a QGD Start Time ;
Org Data File * CAGCMSsolution\Data\Project] \6a.QGD End Time 10.00min
Method File . CAGCMSsolution\Data\Project] 1High Temperature Op  ACQ Mode Scan
Org Method File C AGCMSsolution\Data\Project]\High Temperature Op  Event Time 0.50sec
Repont File Scan Speed 2000
Tuning File . CAGCMSsolution'Systemi Tune1'_default. qgt Start m/z 50,00
SEndIfSModified by : Dr. Mai Younis End m/z ©900.00
Modified - 15/01/2007 04:14:59 =

CAGCMSsolution\Data\Project 116a.QGD

Chromatogram 6a C:AGCMSsolution\Data\Project1'6a.QGD.

P00,000

Line#:1 R.Tnna'ﬁO(Swn# :715)
MassPeaks:3:

RawMode: smge 6.0(715) BasePeak:132(466)
BG Mode:None Group 1 - Event 1

1007 " e '——J-*—-—Ml
] “ﬁ ‘N -slz o e Tsza
102 T (e 7 L o 29 B i lm ssln
1L N O
50 o o 1% 1o 200 2% T T 510 350 3% 410 Taho 470 500 530 5
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-Compound (3¢):
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15-Jan-07 04:26:18

Cairo University
Micro Analytical Center

DI Analysis
Shimadzu Qp-2010 Plus
Sample Information Method
Analyzed by : Dr. Mai Younis
Analyzed : 15/0172007 04:16:35 = m==== Analytical Line | =———=
Sample Name 16b TonSourceTemp :250.00°C
Sample ID [MS Table]
Customer Name Dr Mnlumed Omar - Science - Quena -Group 1-Event 1--
C: ject1\6b.QGD Start Time :0.00min
ject]16b.QGD End Time :10.00min
ject1\High Te Op  ACQ Mode :Scan
T\High Op  Event Time :0.50sec

2000

File C \GCMSsoluhon\Systun\T\mel\ default.qgt §:nn 'S.B:d ;go_oo
$EndIfSModified by : Dr. Mai Youni: End m/z :900.00

Modified : 15/01/2007 04: 22 21 pa

Electron Voltage 70 eV
Ionization Mode :EL

CAGCMSsolution\Data\Project 1\6b.QGD

‘Chromatogram 6b C:\GCMSsolution\Data\Project]\6b.QGD

00,000

TIC*1.00
[\

min

Line#:1 R.Time:3.6(Scan#:429)
MassPeaks: 165

RawMode:Single 3.6(429) BasePeak:200(1575)
BG Mode:None Group 1 - Event 1

e
I 1 173
] Tl 4"

! |

|
P 279 2%
6 ‘ [ 18
| ‘ m

1

252 311.

I‘\! “um H lll\H“

50 70 9 110 130 150 170 190 210 2]0 250 270 290 310 330 350 370 390 410 430 450 470 490 Sl‘l‘)v
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-Compound (3d):
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WO W N O NS oo -~
Current Data Parameters

NNaaadaeeeanTAd AR NAME Feb17-2022

00 €0 oD 0D 00 00 €0 00 0 [~ [~ D) | EXPHO a0
PROCNO 1

'NJ%/ ! / | | F2 - Acquisition Parameters
Date_ 20220217

I Time 10.31

INSTRUM spect
PROBED 5 mm PABBO BB/
PULPROG zgq30
D 65536
SOLVENT DMS0
NS 50
DS 2
SHH 8012.820 Hz
FIDRES 0.122266 Hz
AQ 4.0894465 sec
RG 158.76
oW €2.400 usec
DE 6.50 usec
TE 313.1 K
Dl 1.00000000 sec
TDO 1
------- CHANMEL £1 ———=———m
sFol 400.1324710 MHz
HUC1 1H
Pl 12.00 usec
PLW1 22 .00000000 W
F2 = Processing parameters
5I 65536
SF 400.1300000 MHz
WOW EM
) 0
LB 0.30 Hz
GB 0
eC 1.00

15

14

13

7 6 5 4 3 2 1
r e
8

TH-NMR of compound (3d)

12 11 10 9 0 -1 -2 ppm

762
47.39
N ®T
8.

16.20
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15-Jan-07 04:44:26

Cairo University
. .
Micro Analytical Center
DI Analysis
Shimadzu Qp-2010 Plus
Sample Information Method
Analyzed by : Dr. Mai Younis B
Analyzed : 15/01/2007 043235 v e Anitlytical Lie ] e ;
Sample i i6e TonSourceTemp 250.00°C
Sample ID i [MS Table]
Customer Name  : Dr. Mohamed Omar - Science - Quena ~Group 1-Event 1--
Data File \GCMSsolution\Data\Project1'6e.QGD Start Time 0.0
Org Data File i j End Time 10.00min
Method File i Op  ACQMode Sean
Org Method File \GCMSsolution\Data\Project]\High Temperature Op  Event Time -0.50sec
ReportFile Scan Speed 2000
Tuning File : C:\GCMSsolution\System!\Tunel\_default.qgt Start 'z 450,00
$EndIfSModified by : Dr, Mai Younis End m'z 900,00
Modified :15/01/2007 04:39:00 ua d)
Electron Voltage ~ :70 ¢V n
lonization Mode ~ : EI -
C\GCMSsolution'DatatProject]\6e.QGD _.m
=
(=)
Ct 66 C\GCMSsolution!DataProject!\6e.QGD o
fs00,000 £
[=]
[P}
i
=]
m
[~TIC*1.00
r T ¥ T i T T T T X T TE T
1.0 20 30 40 50 6.0 70 15
min
Spectrum

Line#:1 R.Time:3.6(Scan#:433)
MassPeaks:418

RawMode:Single 3.6(433) BasePeak:235(833)
BG Mode:None Group 1 - Event |

h0 =

il




Compound (3e):
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"H-NMR of compound (3€)
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Current Data Parameters

NAME Febl7-2022
EXPNO 50
FPROCNO 1

FZ - Acguisition Parameters
Date_ 20220217

Time 10.39
INSTRUM spect
PROBHD 5 mm PABEOQ BE/
PULFROG zg30

D 655386
SOLVENT DMSO

NS 50

0s 2

SWH 8012.820 Hz
FIDRES 0.122266 Hz
AQ 4.0894465 sec
RG 158.76

DW 62.400 usec
DE 6.50 usec
TE 313.2 K

Dl 1.00000000 sec
TDO 1
======== CHANNEL fl ========
SFO1 400.1324710 MHz
NUC1 1H

Pl 12.00 usec
PLW1 22.00000000 W

FZ - Processing parameters
5I 55

SF 400.1300000 MHz
WDW EM

SSB o

LB 0.30 Hz
GB o

PC 1.00
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15-Jan-07 04:46:31

Cairo University
Micro Analytical Center

DI Analysis
Shimadzu Qp-2010 Plus
Sample Information Method
Analyzed by : Dr. Mai Younis
Analyzed £ 15/0172007 04:40:35 e e Analytical Line 1 ﬂr
Sample Name +6f TonSourceTemp 250.00°C
Sample ID : [MS Table]
Customer Name ~ : Dr. Mohamed Omar - Science - Quena ~Group 1-Event 1~
Data File - C\GCMSsolution\Data\Project 16 QGD Start Time 10.00min
Org Data File . CAGCMSsolution\Data\Project116f. QGD End Time -10.00min
Method File - CAGCMSsolution\Data\Project1\High Temperature Op  ACQ Mode Sean
OrgMethod File  : CAGCMSsolution'DatalProject 'High Temperature Op  Event Time +0.50sec
Report File : ) Scan Speed 2000
Tuning File - C:\GCMSsolution\System!Tunel'_default.qgt Start m/z 450,00
$EndIfSModified by :Dr. Mai Younis End miz 900,00 —_
Modified :15/01/2007 04:44:39 o= %
Electron Voltage  :70eV -’
Tonization Mode ~ :EI =
CAGCMSsolution\DatalProject!\6EQGD m
[~
(="
Chromatogram 67 C\GCMSsolution'DatalProject1\6EQGD g
700,000 =
(5]
i
=]
m
ﬂ
|
LoTiC*1.00
| |
b T T b T T T LT T I T T | x|
0.1 1.0 20 30 40 50 6.0 70
min

Spectrum

Line#:1 R Time:2.9(Scan#:353)
MassPeaks:243

RawMode:Single 2.9(353) BasePeak:132(2196)
BG Mode:None Group I - Event 1

100

10U 132 & ’—

353

203
407
Emﬁw 1 eyiL Ns 3? ws n E B_ s 3 453 460 |
L %F_ |
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Compound (4a): -

N
N/\[O( N
C% s

N
o)

143



5.17
4.94
3.31
2.51
2.39
2.37
2.35
2.32
1.92
1.80
1.79
1.74
1.73
1.71

|

—
N f’“\\TT, \rq
Q
N/&Q
N. ==
N
e}
(
T
T T T T T T T T T T T T T T
i5 14 13 12 11 10 9 8 7 6 5 -1 =2 ppm
% Sl &
["+] @ w0 ﬂ

TH-NMR of compound (4a)
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Current Data Parameters

NAME Jul03-2022
EXPNO

PROCNO 1

F2 - Acquisition Parameters
Date_ 20220703

ime

INSTRUM

PROBHD 5 mm PAREO BB/
PULPROG 2g30

™ 65536
SOLVENT DMSO
NS 35
DS 2
SWH 8012.820 Hz
FIDRES 0.122266 Hz
AQ 4.0894465 sec
RG 120.97
DWW 62.400 usec
DE .50 usec
IE 308.2 K
D1 1.00000000 sec
TDO 1

= CHANNEL £1 =
400.1324710 MHz
1K

.00 usec
22.00000000 W

F2 - Processing parameters

65536
SF 400.1300000 MHz

LE 0.30 Hz

BC 1.00
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Compound (4b): -
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- compound (4¢):
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Compound (4d): -
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Compound (4e):-
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Compound (4f)

4f
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compound (52a)
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Analyzed by
Analyzed
Sample Name
Sample 1D
Customer Name
Data File

Org Data File
Method File
Org Method File
Report File
Tuning File

Cairo University
Micro Analytical Center

DI Analysis
Shimadzu Qp-2010 Plus
Sample Information Method
: Dr. Mai Younis
: 15/01/2007 03:55:58 u= ===== Analytical Line | =====
i2a TonSourceTemp
: ] [MS Table]
: Dr. Mohamed Omar - Science - Quena ~Group 1 -Event 1--
: CAGCMSsolution\Data\Project112a.QGD Start Time
: CAGCMSsolution'Data\Project1\2a. QGD End Time
1 CAGCN roject]\High T Op  ACQ Mode
: C:\GCMSsolution\Data\Project1\High Temperature Op  Event Time
4 . Scan Speed
: C:A\GCMSsolution\System\Tunel'_default. qgt Start m/z
End m/z

$EndIf$Modified by : Dr. Mai Younis

Modified

: 15/01/2007 04:00:33 =

CAGCMSsolution\Data\Project112a.QGD

Chromatogram 2a C:\GCMSsolution\Data\Project1\2a.QGD

500,000

Electron Voltage :70eV
lonization Mode :El

15-Jan-07 04:04.06

TIC*1.00

w : u’\l/\}
1.0 20 3.0 4.0

..

5.0 70
min
Spectrum
Line#1 R.Time:4.4(Scan#:526)
MassPeaks:554
RawMode:Single 4.4(526) BasePeak:736(1159)
BG Mode:None Group 1 - Event 1
100553
] 6 268 g
c»io 2% w10 198 21‘4 28 264 289 3]nnljm m,g“,; 4}0‘014 Aszd‘ln 502 65‘,, ‘ ‘ s‘m
4 nll 1 1] 1 | BT 1 I |
I‘III‘ LRI L | Ll T ] L gl |I‘|
50 90 130 170 210 250 290 330 370 410 450 490 690 730 770 ﬂlilnl
z

MS of compound (5a)

Compound (5b):-
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Cairo University
Micro Analytical Center

15-Jan-07 04:10:17

DI Analysis
Shimadzu Qp-2010 Plus
Sample Information Method
Analyzed by : Dr. Mai Younis
Analyzed : 15/01/2007 04:02:11 u= Analytical Line | ===
Sample Name :2d TonSourceTemp 1250.00 °C
Sample 1D : [MS Table]
Customer Name  : Dr. Mohamed Omar - Science - Quena ~Group 1 - Event 1—-
Data File : CAGCMSsolution\Data\Project1\2d. QGD Start Time :0.00mir
Org Data File A\GCMSsolution\Data\Project1\2d.QGD End Time 10.00min
Method File \GCMSsolution\Data\Project1'High Temperature Op ACQ Mode Scan
Org Method File \GCMSsolution\Data\Project 1\High Temperature Op  Event Time 0.50sec
Report File ) Scan Speed 2000
Tuning File : CAGCMSsolution\System\Tunel\_default.qgt Start m/z 50,00
SEndIfSModified by : Dr. Mai Younis End m/z 900.00
Modified :15/01/2007 04:05:33 u=
Electron Voltage 70eV
Tonization Mode El

CAGCMSsolution\Data\Project1'2d.QGD

Cl 2d CA\GCN Data\Project1\2d.QGD

|TIC*1.00

Line#:1 R.Time:2.3(Scan#:275)
MassPeaks:109

RawMode:Single 2.3(275) BasePeak:289(1585)
BG Mode:None Group 1 - Event 1

33

100-————— b —
T 161 230 340 381 307
Z?
141 ‘! = 196 -
“ | T ! 1 FT-IR of compound (5b)
bl b BRI
so g0 T1l0 140 170 200 230 260 290 320 350 380 a0 410
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Compound (5¢)

MS of compound (5b)
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TH-NMR of compound (5¢)
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Current Data Parameters
MAME

EXPNO

Febl7=2022
20

Hz
1

usec
usec
K

sec

usec

PROCHOD 1
F2 = Acquisition Parameters
Date_ 20220217
Time 10.14
INSTRIM spect
PROBHD 5 mm PAEBO BB/
PULPROG 2930

TOD 65536
SOLVENT

NS 50

DS 2

SWH 8012.820
FIDRES 0.122266

AQ 4.08%94465

RG 135

oW 62.400

DE €.50

TE 313.3

DL 1.00000000

TDO 1

- - CHANNEL [] ==seeceee
SFO1 400.1324710 MHz
NUC1 1H

Pl 12.00
PLW1 22.00000000 W

F2 = Processing paramerers
ST

SF
WDW
558
LB
GB
PC

65536
400.1300000 MHz

EM

o

0.30
o

1.00

Hz
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Cairo University
Micro Analytical Center
DI Analysis
Shimadzu Qp-2010 Plus
Sample Information Method
Analyzed by : Dr. Mai Younis
Analyzed : 15/01/2007 03:55:58 ua ==== Analytical Line | ===
Sample Name 120 TonSourceTemp :250.00°C
Sample ID § ) [MS Table]
Customer Name  : Dr. Mohamed Omar - Science - Quena ~Group 1- Event 1-
DataFile : CAGCMSsolution\Data\Project112a.QGD Start Time -0.00min
Org Data File : CAGCMSsolution'Data\Project \24.QGD End Time :10.00min
Method File : C\GCMSsolution\DataProject] \High Temperature Op - ACQ Mode Scan
Org Zs_.a__ File  :CAGCMSsolution\Data\Project]\High Temp O Event Time 10.50sec
Report File : Scan Speed 2000
Tuning File : C\GCMSsolution\System\Tunel\_default.qgt Start m/z 50,00
SEndIfSModified by : Dr. Mai Younis End m/z :900.00
Modified +15/0112007 04:00:33 ua
Electron Voltage ~ :70¢V

C:\GCMSsolution\DatatProject]\2a. QGD

Chromatogram 2a CAG

lonization Mode ~ :EI

M Qenlyti

\Data\Project112a.QGD

500,000

s

T T T
10 20

Line#:1 R.Time:4.4(Scan#:526)
MassPeaks:554

RawMode:Single 4.4(526) BasePeak:736(1159)
BG Mode:None Group | - Event |

i ,
30 40 50 6.0 10

Spectrum

15-Jan-07 04:04:06

MS of compound (Sc¢)
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Compound (6a)
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15-Jan-07 02:56:27

. . .
Cairo University
Micro Analytical Center
DI Analysis
Shimadzu Qp-2010 Plus

Sample Information Method .
Analyzed by  Dr. Mai Younis ’ N =
Analyzed : 15/01/2007 02:36:02 u= ===== Analytical Line | ===
Sample Name ‘M7 lonSourceTemp :250.00°C
Sample ID s ) [MS Table]
Customer Name  : Dr. Mohamed Omar - Science - Quena ~Group 1-Event 1-
Data File : C:\GCMSsolution\Data\Project1'M7.QGD Start Time -0.00min
Org Data File : C\GCMSsolution\Data\Project1'\M7.QGD End Time -10.00min
Method File : CAGCMSsolution'Data\Project1'High Temperature Op ACQ Mode Sean
Org Method File : CA\GCMSsolution\Data\Project 1\High Temperature Op Event Time 0.50sec
Report File ! ) Scan Speed 11250
Tuning File : C:\GCMSsolution\System\Tunel\_default.qgt Start m'z 450,00
SEndIf$Modified by  : Dr. Mai Younis End m/z :600.00
Modified £ 15/01/2007 02:46:02 =

Electron Voltage  :70eV
Tonization Mode +El

C\GCMSsolution\Data\Project\M7.QGD 1\m/
o
-’
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15-Jan-07 02:21:16

. . .
Cairo University
Micro Analytical Center
DI Analysis
Shimadzu Qp-2010 Plus
Sample Information Method A
Analyzed by : Dr. Mai Younis
Analyzed : 15/01/2007 02:12:13 s ===== Analytical Line | =====
Sample Name ‘M3 lonSourceTemp 250,00 °
Sample ID 5 ) [MS Table)
Customer Name  : Dr. Mohamed Omar - Science - Quena ~Group 1 - Event 1~
Data File : CAGCMSsolution\Data\Project1\M3.QGD Start Time :0.00min
Org Data File : CAGCMSsolution\DatatProject1\M3.QGD End Time *10.00min
Method File : CAGCMSsolution\Data\Project \High Temperature Op - ACQ Mode Sean
OrgMethod File  : CAGCMSsolutiorDataProject \High Temperature Op  Eyeny Time 0.50sec
Report File : : Scan Speed 1250
Tuning File : C\GCMSsolution\System'\Tunel\_default.qgt Startm/z 50,00
SEndIfSModified by : Dr. Mai Younis Endmiz 600,00
Modified + 15/01/2007 02:14:54 ya
Electron Voltage ~ :70¢V
lonization Mode ~ :El
C:\GCMSsolution!Data\Project|'M3.QGD
~
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15-Jan-07 03:57:28

. . .
Cairo University
. M
Micro Analytical Center
DI Analysis
Shimadzu Qp-2010 Plus
Sample Information Method
Analyzed by : Dr. Mai Younis
Analyzed :15/01/2007 03:26:47 e === Analytical Line | =====
Sample Name - M9, TonSourceTemp 425000 °C
Semple ID : g [MS Table]
Customer Name ~ : Dr. Mohamed Omar - Science - Quena ~Group 1-Event 1-
Data File : C:\GCMSsolution\Data\Project 11M9..QGD Start Time 0.00min
Org Data File End Time :10.00min
Method File ; C:AGCMSsolution\Data\Project1\High Temperature Op - ACQ Mode ‘Sean
Org Method File : C:\GCMSsolution\Data\Project1\High Temperature Op  Event Time 0.50sec
Report File : : Sean Speed 2000
Tuning File : CAGCMSsolution\System! Tune!\_default.qgt Start m/z 50,00
SEndIf$Modified by : Dr. Mai Younis End m/z -900.00
Modified :15/01/2007 03:36:46 u=
Electron Voltage ~ :70¢V
lonization Mode H
CAGCMSsolution'Data\Project'M9..QGD
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Spectrum
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