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Current Data Parameters

HAME amina-nasc-M20-
EXPHO 1
FPROCHO 1

F2 - Acquisition Parameters
Late_ 20210901

Time 11.46
INSTRUM spect
PROBHD 5 mm PABBD BBS
PULFPROG zg30

D 65536
SOLVENT DMS0

HS 24

| R 2

SWH BOLZ2.820 Hz
FIDRES 0.122266 Hz
AQ 4.08%4465 sec
RG 205.37

W 62.400 usec
CE 6.50 usec
TE 300.0 K

D1 1.00000000 sec
TDO 1
mmmmss=s CHANNEL fl ssssss==
SFO1 400.1524711 MH=
HUC1 1H

Bl 12.00 usec
PLW1 18.00000000 W

F2 - Processing parameters
51 65536

SF 400.1500000 MH=
WDW EM

558 Q

LE 0.30 Hz
GB o

PC 1.00
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Current Data Parameters
NAME amina-nasr-M20
EXPHNO 3
FROCHO 1
o s
F2 Acquisition Parameters
Date 20210919
10.16
HN apect
5 mm PABBO BB/
zgpg30
Hh‘ah NH 65536
DMS0
\ 1749
4
SWH 24038.461 H=
FIDRES 0.366798 Hz
N/ S o AQ 1.3631488 sec
23 RG 205,37
DWW 20.800 usec
DE 6.50 usec
TE IN0.0 K
D1 2.00000000 sec
D11 0.03000000 sec
TDO 1
= CHANHNEL f1
100.6278588 MHz
13C
10.00 usec
4700000000 W
======== CHANMNEL f2 ========
SFO2 400.1516006 MH=z
HuCc2 1H
CPDPRG[ 2 waltzlg
FCPDZ 90.00 usec
PLW2 18.00000000 W
PLW12 0.34T22000 W
PLW13 0.2B125000 W
F2z Processing parameters
51 32768
SF 100.61L77975 MH=
| | WDW EM
55B Q
LE 1.00 Hz
GEBE 4]
T T T T T T T T T T T PC 1.40
200 180 160 140 120 100 80 60 40 20 ppm
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B.253
§.240
7.965
7.622
7.602
7.528
7.514
7.489
T.469
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2.509
2.431
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\\ k\i Current Data Parameters
|

MAME AALAB-TPZ0
EXPHO 1
PROCHO 1
F2 - Acquisition Parameters
Date_ 20201019
Time 10.35
INSTRUM Spact
FROEHD 5 mm PABBO BB/
FULFPROG z2g 30
TD 65536
SOLVENT DS
NS 92
ns 2
SWH BO12.820 Hz
FIDRES 0.122266 Hz
FaXa] 4.0894465 sec
RG 205.37
DwW 62.400 usec
DE 6.50 usec
TE 300.0 K
Dl 1.00000000 sec
TDO 1
======== CHANNEL fl ==s=s=s====
SFOl 400.1524711 MH=
MUC1 1H
Pl 12.00 usec
PLW1 18.00000000 W
FZ2 - Processing parameters
51 65536
5F 400.1500000 MH=
WDW EM
S5B Q

[ LB 0.30 Hz

1 | GB Q
BC 1.00

—

5 4 3 2 1 ppm
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Currentc Data Farametcers

HAME Eman-TE20

EXFNO Z
FROCHO 1

F2 - Acguisicicon Paramecers
Date_ 20211205
Time 12.05
IRSTRIM spect
PROBHD 5 =m FABBO BB/
FPULFROG zgpg30

D 65536
SOLVENRT DM50

HS 1088

DS 4

SHH 24038.461 Hz
FIDRES 0.366798 H=z
RQ 1.36314EE mac
RG 205.37

oW 20.800 usec
DE 6.50 usec
TE 300.0 K
Dl 2.00000000 =ec
Dil 0.03000000 =ec
DO 1
meeeswms CHANHNEL fl seesssew
SFO1 100.62TE5EE MHZz
HUCL 13C

Pl 10.00 uasc
PLWL1 47.00000000 W
messssss CHRANME]L 7 saasssas
SF02 400.1516006 MHz
HUC2 1H
CEPDERG[2 waltzlé
PCED2 90.00 usec
FLWz 18.00000000 W
PLW12 0.34722000 W
PLW12 0.28125000 W

F2 - Processing pArAmSCELS
51 327EE

SF 100.6L 77975 MHz
WDW EM

55B 1]

LB 1.00 Hz
GE [i]

c 1.40
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Current Data Parameters
HAME amina-nasr-Ml2
EXPNO 3
PROCHO 1

Cl F2 - Acquisition Parameters

Date 202111249
Time 10.48
TIHSTEIM gpect
PROBHD 5 mm PABBO BB/
PULEROGE zg30
D 65536
SOLVENT DM3S0
N3 16
DS 2
SWH 8012.820 Hz
FILDRES 0.122265 Hz
a0 4.08944485 sec
R& 205.37
DLW §2.400 usec
DE §.50 usec
TE 300.0 K
D1 1.00000000 sec
TDO 1
======== (CHRNNEL £l =====—==
SFO1 400.1524711 MH=z
HUC: 1H
Pl 12.00 usec
PLW1 15.00000000 W
F2 - Processing parameters
5I 65536
SF 400.1500000 MHz
WDW EM
55B a
LB 0.30 Hz
GB a

-) BC 1.00
|

1 ppm
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Current Data Parameters

HAME Eman -TP1l2
EXPNO 1
PROCHD 1

F2 = Aoquisition Parameters
Date_ 20211206

T ime 10,06
IHNSTRUM spect
PROBHD 5 mm PABBO BR/S
PULPROG zgq30

D 65336
SOLVENT DMSO

NS 16

0S5 F

SWH 8019 .825 H=
FIDRES 0,122066 Hz
RO 4.089%4465 sac
RG 205,37

DN B2.400 usec
DE 6.50 usec
TE I00.0 K
Dl 1.00000000 sec
TDO 1

memsssss CHANHEL fl =ssssses

SFO1 400.1524711 MHz
HUC1 1H

Pl 12,00 usec
FLW1 18.00000000 W
F2 - Processing parameéters
51 655236

SF A00.1300000 MHz
WDW EM
558 o

LB 0,30 Hez
GB o

FC 1.00
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Current Data Parameters
HAME amina-nasr-TP12
EXPRO 4
FPROCHO 1
F2 Acquisition Parameters
Date_ 20211028
Time B.57
INSTRUM spect
FROBHDy % mm PABBO BB/J
PULPROG zgpg30
D 65536
SOLVENT DHESO
H3 15000
DS 4
SWH 24038 .461 H=z
FIDRES 0.366798 H=z
. Te] 1.3631488 sec
RG 205.37
oW 20.800 usec
DE 6.50 usec
TE 300.0 K
Dl 2.00000000 sec
dll 0.03000000 asec
DELTA 1.89999998 sac
DO 1
SFO1 100.6278588 MH=z
HUC1 13C
[ 10.00 usec
PLW1 47 . 00000000 W
SFO2 400,151 6006 MH=z
NUC2Z 1H
CPDPRG([ 2 waltzlé
PCPD2 90.00 usec
PLW2 18.00000000 W
PLW1Z 0.34722000 W
PLW13 0.28125000 W
F2 Procossing paramoters
51 32768
5F 100.617797S MHz
WDW EM
E5B 0
LB 1.00 H=
GB 0

l II PC 1.40

| I T | I T
200 180 160 140 120 100 80 60 40 20 ppm

S8



13.200

Cl

7.281

— 4,669

—3.331

S9

Current Data Parameters

HAME amina-nasr-M31
EXFPHO

PROCHO 1

F2 - Acguisition Parameters
Date_ 20210705
Time 11.39
INSTRUM spect
FROBHD 5 mm PABEBO BB/
FULFROG =g30

TD 65538
SOLVENT DMS0

HS 56

Ds 2

SWH 8012.820 Hz
FIDRES 0,122266 Hz
F-Xa) 4.0894465 sec
RG 205.37

D 62.400 usec
DE 6.50 usec
TE 300.0 K

Dl 1.00000000 sec
TDOD 1
======== CHANNEL fl ========
SFOl 400.1524711 MH=
HUC1 1H

Pl 12.00 usec
PLW1 18.00000000 W

F2 - Processing parameters
51 65536

SF 400.1500000 MH=
WD EM

SB 4]

LE 0.30 Hz
GB 0

PC 1.00
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Current Data Parameters

NAME amina-nasr-M31
EXFHO 4
FROCHO 1

F2 Acgquisition Parameters
Date 20211013
Time 8,37
INSTRUM apect
FROBHD 5 mm PABBO BB/
PULPROG zgpg30

TD 65536
SOLVENT DMSO

N5 14937

Ds 4

SWH 24038.461 H=
FIDRES 0.366798 Hz
AQ 1.3631488 sec
RG 205,37

W 20,800 usec
DE 6.50 usec
TE 300.0 K
D1 2.00000000 sec
D11 0.03000000 =mec
TDO 1
======== CHANNEL fl ========
SFO1 100.62T8B588

NUC 13C

Pl 10.00 usec
PLW1 4700000000 W
======== CHANNEL f? ========
SFO2 400.15160086

NUC2 1H
CPDPRG[2 waltzld
PCPD2 90.00 usec
PLW2 1800000000 W
PLW12 0.34722000 W
PLW13 0.28125000 W

F2 FProcessing parameters
51 32768

SF 1006177975 MH=z
WD EM

SSB o}

LE 1.00 Hz
GE 4]

PC 1.40



2.499
2.430

—3.387
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Current Data Parameters

HNAME amina-nasr-TF31l
EXFHNO 1
PROCHO 1

F2 - Acquisition Parameters
Date_ 20210504

Time 11.086
INSTRUM spect
PROBHD 5 mm PABBO BB/S
FULFROG zg30

TD 65536
SOLVENT DMSO

NS a1

Ds Z

SWH BO12.820 H=z
FIDRES D.122266 Hz
A 4.0894465 sec
RG 205.37

DwW 62 .400 usec
DE 6.50 usec
TE 300.0 K

D1 1.00000000 sec
TOO 1
======== (CHANNEL fl ========
SFO1 400.1524711 MH=
NUC1 1H

Pl 12.00 usec
PLM1 18.00000000 W

F2 - Processing parameters
51 65536

5F 400.1500000 MH=z
WDW EM

S5B 4]

LE 0.30 Hz
GB [4]

PC 1.00
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Current Data Parameters

HNAME amina-nasr-TP32
EXPNO 1
PROCHNO 1

F2 — Acquisition Parameters
Date_ 20210415

Time 12.09
INSTRUM spact
PROBHD 5 mm PABBO BB/
FULFROG zg30

TD 65536
SOLVENT DMSO

NS 128

Ds 2

SWH B012.820 Hz
FIDRES 0.122266 Hz
AQ 4.0894465 sec
RG 205.37

DWW 62.400 usec
DE 6.50 usec
TE 300.0 K

D1 1.00000000 sec
TDO 1
======== CHANNEL fl ========
5FO01 400.1524711 MH=
NUC1 1H

Pl 12.00 usec
FLW1 12.00000000 W

F2 - Processing parameters
51 65538

SF 400.1500000 MH=z
WDW EM

35B 0

LB 0.30 He
GB 4]

PC 1.00
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Current Data Parameters

HAME amina-soudi-TP32
EXENC 2
PROCNO 1
F2 - Acguisition Parameters
Date_ 20210818
Time g.08
INSTRUM spect
PROBHD 5 mm PABBO BB/
PULPROG Zgpg30
ID 65536
SOLVENT CMSO
NS 15000
D3 4
SWH 24038.461 Hz
FILCRES 0.366798 Hz
Fxe] 1.3631488 s3ec
RG 205.37
DW 20.800 usec
DE 6.50 usec
TE 300.0 K
D1 2.00000000 sec
D11 0.03000000 sec
TDO
======== CHANNEL fl =—======
SFO1 100.6278588 MH=
NUC1 13C
Pl 10.00 usec
PLW1 47.00000000 W
======== CHANNEL £f2 =——======
SF02 400.1516006 MH=z
nuc2 1H
CPDPRE[2 waltzlé
BFCPD2 90.00 usec
PLW2 12.00000000 W
PLW12 0.34722000 W
PLW13 0.28125000 W
F2 - Processing parameters
sI 32768
SF 100.6177975 MH=z
WDW EM
55B a
LB 1.00 H=z
GB a

1.40



8.179
7.819
7.662
7.641
7.542
7.532
7.524
7.513
7.503
7.495
7.484
7.346
7.326
7.284
_73.579
43.01:3
£2.979
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Current Data Parameters

HNAME amina-nasr-TF35
EXPHNO 2
FROCNO 1
F2 - Acguisition Parameters
Date_ 20210902
Time 12.58
INSTRUM spact
FROEHD 5 mm PABBO BB/
FULFROG zg30
D E5536
SOLVENT coCl3
N3 a3
Ds 2
SWH BO12.820 Hz
FIDRES 0.L22266 Hz
A 4.0894465 sec
RG 205.37
DwW 62.400 usec
DE 6.50 usec
TE 300.0 K
Dl 1.00000000 sec
TDO 1
======== (CHANNEL fl ========
SFOl 400.1524711 MH=
NUC1 1H
El 12.00 usec
PLW] 18.00000000 W
F2 - Processing parameters

| 51 BR536

| sSF 400.1500000 MH=
WDwW EM
558 Q
LB 0.30 Hz

| GB a
- 1N WJ .’I: " PC 1.00
\ [
jﬁ i ._Tkﬁ EM¢ P
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Current Data Parameters

MAME Eman =TE35

EXPHO 10
PROCHO 1

F2 = Boeguisitiom Parameters
Datea 20211205

T me 18.14 h
LHETRUM Epact

PROBHD
PULPROG

ZL0861E 0945 |
2apa 30

TR 1R
SOLVENT DHS0
M5 1024
DS 4
SWH 24038461
FIDRES Q. 7335%
L] 1.3631488
RG 197,77
e 20800
DE .50
TE 295.0
(0] 200000000
D11 0. 03000000
T 1
SFO1l 100, 6404331 MHZ
HUG L 130
Pl 10,00 use
PLW1 AT 00000000 W
SFO2 AVD. 2018008 HMHZ
MC2 1H
CPDPRG[ 2 waltzlé
PCPDZ2 a0, 00

I 1300000000 b

12 0. 2924959599 W
PLW13 0.14713000 W
FZ2 = Proce ing parameter
=1 32768
sF 100, 6303700 MHz
WDW EM
E5B 0
LB 1.00 Hz=
GE 0
P 1.40
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Current Data Parameters

NAME amina-nasc— MPS
EXPHNO 2
PROCNO 1

F2 - Acquisition Parameters
Date_ 20210923

Time 9.57
INSTRUM spact
PROBHD 5 mm PABEC BB/
FULFROG zg30

TD 65538
SOLVENT DM30

NS 54

Ds 2

SWH BO12.8Z0 H=z
FIDRES 0.122266 Hz
1) 4.0894465 sec
RG 205,37

DW 62.400 usec
DE 6.50 usec
TE 300.0 K

D1 1.00000000 sec
TDO 1
======== CHANNEL {1l ========
5F01 400.1524711 MH=z
NUC1 1H

Fl 12.00 usec
PLW1 18.00000000 W

F2 - Processing parameters
51 65536

SF 400.1500000 MH=z
WDW EM

S5B Q

LB Q.30 Hz
GB Q

PC 1.00
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Current Data Parameters

NAME amina-nasr-TPFS
EXPHO 4
FROCHNO 1
F2 Aoquizition Parameters
Date 20211019
Time T.37
INSTRUM spect
FROBHD 5 mm PFABBO BB/
PULPROG zgpg30
65536
DMSO
15000
4q

HUOC2
CPDPRG[Z
PCPD2
PLW2
PLW12
PLWL13

F2 -
SI
SF
WDW
S5B
LE
GE
PC

24038.461 H=
0.366798 H=z
1.3631488
205,37
20.800
6.50 usec

300.0 K
2.00000000
0.03000000 sec

1

CHANNEL f1
100.6278588 MH=z
13C

10.00
4700000000 W
CHANNEL f2 ===
400.1516006
1H

waltzlg
90.00
18.00000000 W
0.34722000 W
0.28125000 W

Processing parameters

32TE8
100.6177975% MH=z
EM
4}
1.00 Hz
4]
1.40
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Current Data Parameters

NAME amina-nasr-MS
EXPNO -
PROCNO 1

F2 - Acquisition Parameters
Date_ 20170913
Time a. 31
INSTRUM spec
PROBHD S m=m PABBO BB/
PULPROG zg 30

0 65536
SCLVENT DMSO

NS 121

DS 2
SWH 8012.820 Hz
FIDRES 0.122266 Hz
AQ 4.0894465 sec
RG 205.37

DW 62.400 usec
DE 6.50 usec
TE 300.0 K
D1 1.00000000 sec
ID0 1
SFo1 400.1524711 MH2
NUC1 iB

Pl 12.00 usec
PLW1 18.00000000 W
F2 - Processing parameters
SI 65536

SF 400.1500000 MHz
WDW EM
SSB 0

LB 0.30 Hz2
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Current Data Parameters

NAME amina-nasr-M5
EXEND 1
EROCHNO 1
F2 - RAcoguisition Parameters
Date_ 20180919
Time 10.21
INSTRUM spect
PROBHD 5 mm PABRBO BB/
PULFROG Zgpg30
D 65536
SOLVENT LMSO
N3 &03
DS 4
SWH 24038.4681 H=
FIDRES 0.366798 H=
o 1.3631488 sec
G 205.37
DW 20.800 usec
DE 6.50 usec
TE 299.0 K
D1 2.00000000 sec
Dl1 0.03000000 sec
TDO 1
======== CHRNNEL £
SFO1 100.8278
HUC1
Fl 10.00 usec
PLW1 47.00000000 W
======== CHANNEL £2 ========
SFO2 400.15160068 MH=
Huca 1H
CEDPRG[2 waltzlée
ECFD2 90.00 usec
PLW2 18.00000000 W
PLW12 0.34722000 W
PLW13 0.28125000 W
F2 - Processing parameters
SI 32768
S5F 100.68177975 MH=
WDW 4
55B 4]
LB 1.00 Hz
G a
c 1.40
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Current Daca Faramscers

HAME AR-TFS

EXFNO 1

FROCHO 1

F2 - Roquisicion Paramscers

Date_ 20190809

Time 11.17

IHSTRIM apectT

FROBHD 5 mm PABBO BB/

PULFROG zg30
65536

SOLVENT OS50

HS &4

DS 2

SWH E012.820 Hz

FIDRES 0.122266 Hz

R 4.08 94465 =ec

RG 205.37

oW 62.400 u=ec

DE 6.50 usec

TE 298.0 K

D1 1.00000000 =ec

ID0 1

= = CHANNEL £l ====o===

S5FO1 400.1524711 MHz

HTC1 1H

Pl 12.00 usec

FLW1 18.00000000 W

F2 = PFrocessing parameters

s1 65536

5F 400.1500000 MHz
WDW EM

E5B L]

LB 0.30 Hz
GB 0

BFC 1.00
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1

9.856
—7.030
—6.498

2.377

2.730

2.65

2.573
2.495
~—2.038
T=1.720
—=1.368

/

11 ppm

13 12

L] =]

3.09
21
A1

4.4

1.90

-
—_— O
1.03
L

55
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Current Cata Facasetsrs

HAME dmina Alsowdd-MPi1
EXFBO 10
PR30 1

BFeat
ZLOBELE_DFAS ©

=

DE S0 o
TE 2T K
[+l 120000000 o
TOO 1

(5=
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Current Data Parameters
NAME Pmina elsaudy-MP1l-carbon-NM
EXPNO 10
PROCHNO 1
F2 - Rcquizition Parameters
Date_ 20191111
Time 0.24 h
INSTRUM spect
PROBHD 2108618_0945
HN PULPROG Zgpg30
D 65536
SOLVENT DMSO
H NS 2100
DS 4
\ SHH 24038461 Hz
FIDRES 0.733596 Hz
BQ 1.3631488 =ec
RG 19777
o 20,800 usec
DE 6.50 uasc
/ S TE 297.8 K
N S D1 2.00000000 sec
D11 0.03000000 sec
Ta TDO 1
SFO1 100.6404331 MHz
NUC1 13¢
Pl 10.00 uszec
PLH1 47.00000000 W
SFO2 400,2016008 MHz
NuUc2 1H
CPDPRG[2 waltzlé
PCPD2 90.00 usec
PLW2 13.00000000 W
PLW12 0.29249999 W
PLW13 0.14713000 W
F2 - Processing parameters
=4 32768
SF 100.6302700 MHz
WDW EM
SSB 0
LB 1.00 Hz
GB 0
PC 1.40

T
200 180 160 140 120 100 80 60 40 20 0 ppm

S24
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Current Data Parameters

NAME amina-nasr-T 11
EXPHNO 1
PROCHO 1

F2 — Acquisition Parameters
Date_ 20210218
Time 12.00
INSTRUM Spact
FPROBHD 5 mm PABBO BB/
FULPROG zg30

TD E5536
SOLVENT DMS0

NS a3

Ds 2

SWH BO1Z2.820 H=z
FIDRES 0.122266 Hz
AQ 4.0894465 sec
RG 205.37

DW 62.400 usec
DE 6.30 usec
TE 300.0 K
Dl 1.00000000 sec
TDO 1

CHANNEL fl ========
400.1524711 MH=
1H
12.00 usec
18.00000000 W

F2 - Processing parameters

51 65536

SF 400.1500000 MH=z
WDW EM
55B Q

LE 0.30 H=z
GB Q

PC 1.00
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Current Data Parametsrs

UK ER

NAME Eman-TEP11 -<¢l12-R
EXPNO 10
PROCNO 1

F2 - Acguigition Parametars
Date 20211208
Time 12.14 h
INSTRUM spect
PROBHD £108618_0845 (
PULPROG zgpg30

TD 65536
SOLVENT DMEO

NS 1024

Dg 4

SWH 24038.461 Hz
FIDREZ 0.733586 Hz
AQ 1.3631488 sec
RG 1877

D 20.800 usec
DE 6.50 usec
TE 295.0 K
IEh 2.00000000 =ec
DIT 0.03000000 =ec
TDO 1
SFO1 100.6404331 MHz
U1 L3

P1 10.00 usec
PLW1 47.00000000 W
SFO2 400.2016008 MHz
NuC2 1H
CPDPRG[2 waltzlé
PCPD2 90.00 usec
PLW2 132.00000000 W
PLW1Z2 0.292499399 W
PLW132 0.14713000 W
F2 - Processing parameters
S 32768

SF 100.6303700 MH=z
WDW EM

SS5B 0

LB 1.00 Hz
GB 0

PC 1.40
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Current Data Parameters

MNAME amina-nasr-Md
EXPNO 1
PROCHO 1
FZ - Rcguisition Parameters
Date_ 20190103
Time 10.10
INSTRUM spect
PROEBHD 5 mm PABBO BB/
PULFROG zg30
TD 65536
SOLVENT DMsO
NS 41
ns s
SWH B012.820 Hz
FIDRES 0.122266 Hz
A 4.0894465 sec
RG 205,37
oW 62.400 usec
DE 6.50 usec
TE 298.0 K
D1 1.00000000 sec
TDOD 1
======== (CHANNEL fl ========
SFOl 400.1524711 MH=z
NUC1 1H
Pl 12.00 usec
PLWI1 18.00000000 W
‘ FZ - Processing parameters

| 51 65536
SF 400.1500000 MH=z
WDW EM
558 Q
LB Q.30 Hez
GB 0
PC 1.00

I § e — X
I | T I | T I T T 1 | T
12 11 10 9 8 6 5 4 3 2 1 ppm
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Current Data Parameters

HAME amina-nasrc-M4

EXENDC 2

FROCHNO 1

F2 - Rcguisition Parameters

Date_ 20190113

Time 12.2

INSTEUM spect

PROBHD 5 mm PAEEQ BB/

PULPROG 2gpg30

TD 65536

SOLVENT CMSO

N3 1082

Ds 4

SWH 24038.4681 H=

FICRES 0.366798 H=z

gl 1.3631488 sec
] 205.37

DW 20.800 usec

DE 6.50 usec

TE 298.0 K

D1 2.00000000 sec

D11 0.03000000 sec

TDO 1

======== (CHANNEL £l =—====—==

SFOL1 100.6278588 MH=

NUC 13C

F1l 10.00 usec

PLW1 47.00000000 W

CPDERG[2
PCED2
PLW2

PLW12
PLW13

FZ -
51
S5F
WDW
55B
LB
GB
BC

CHAWNNEL £2 =
400.151 60068 MH=
1H
waltzlé
90.00 usec

. 34722000 W
L28125000 W

[ R e}

Processing parameters
32768
100.68177975 MH=z
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[
= O
oo E
a}
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Current Data Parameters

NAME amina-nasr-TPF11

EXFNO 2

FROCHO 1

F2 - RARcguisition Parameters

Date_ 20210218

Time 13.05

INSTRUM spect

PROBHD 5 mm FREBO BB/

EULFROG zgpg30

ID 655348

SOLVENT DMSO

NS5 1098

DS 4

SWH 24038.4681 H=

FIDRES 0.366738 H=

g 1.3631488 =sec
& 2053.37

DWW 20.800 wusec

DE &.50 usec

TE 300.0 K

D1 2.00000000 sec

D11 0.03000000 sec

TDO 1

SFO1 100.6278588 MH=
NUC1 13C

EFl 10.00 usec
PLW1 47.00000000 W
======== [CHRNNEL £f2 ========
SFO2 400.151 460068 MH=
NUC2 1H
CEDPRG[2 waltzlg
BCED2 90.00 usec
BLWZ2 18.00000000 W
PLWl2 0.34722000 W
PLW13 0.28125000 W

F2 - Processing paramseters
5T 32768

SF 100.6177975 MH=
WDW EM

S5B a

LB 1.00 H=
GB a

BC 1.40
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Duze_ 203112132

Timm 12.1E

TESTRIN FPREE

FRCBHD 5 == FABES BB

PR gl
E55]4

SOLVENT s =

EE 128

T <

S EDL2.BI0 M2

FICRES g. 123368 HE

AQ A OEFALES Bec

G To. 37

Ci &2, 400 usee

BE .50 uses

TE 300.0 K

b L. RUDRDoD mes

= L

- emmeees CEER T P mee s—

SRl 400, 1534711 MEs

HZC1 1H

Fi 1d.90 uams

FLEL 18, 0R00 0D W

Il = Fiocuddaing pasaseta e

8 E5535

af 409, 1300000 MEZ

Wi B

138 [+

LB 0.30 Hz

H ] [+

FZ .00
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Current Data Parameters
WAME Eman -M 26
EXPNO 10
PROCHNO 1
F2 - Acquisition Paramesters
Date 20211209
C) Time 6.20 h
INSTRUM spact
PROBHD 7108618 0945 ¢
NH PULPROG Z2gpg30
2 TD E5536
SOLVENT DMSO
k=3 1024
DS 4
SWH 240328.461 Hz
FIDRES 0.7335%6 Hz
AQ 1.3621488 sec
RG 187.77
DwW 20.800 usec
DE &.50 usec
TE 283.9 K
D1 2.00000000 sec
D11 0.02000000 sec
TDO E]
SFOL 100.6404331 MHz
woc1 13C
Pl 10.00 usec
PLW1 47.00000000 W
SFO2 400.2016008 MH=z
WOZ2 1H
CPDPRG [2 waltzle
PCPDZ 20.00 usec
PLW2 12.00000000 W
PLW1z2 0.292429929 W
PLW13 0.14713000 W
F2 - Processing parameters
S5I 22768
SF 100.63023700 MHz
WDwW EM
S55B o}
LB 1.00 Hz
aB o}
PC 1.40

200 180 160 140 120 100 80 60 40 20 0 ppm

S31



Current Data Parameters

HNAME amina-nasr-TPF23
EXFND 3
EROCHNO 1
F2 - RAcgquisiticon Parameters
Date_ 20211018
Time 8.11
INSTRUM spect
PROBHD 5 mm EBLBBO BB/
BULEROE zZgpg30
D 65536
SOLVENT DMSO
Ns 152385
DS 4
SWH 24038.461 H=
FIDRES 0.3686798 H=
Lo 1.3631488 sec
G 205.37
DW 20.800 usec
DE 6.50 usec
TE 300.0 K
D1 2.00000000 sec
D11 0.03000000 sec
DO 1
= CHANWEL £1
100.68278
10.0
47.00000000
======== CHANNEL £2 =====—===
SFO2 400.1516006 MH=
Nuc2 1H
CEFDFRG[2 waltzlé
BCFD2 90.00 usec
PLW2 15.00000000 W
PLW12 0.34722000 W
PLW13 0.25125000 W
F2 - Processing parameters
51 32768
SF 100.6177975 MHz
WDW EM
535B 1]
LB 1.00 H=z
GB a
T T T T T T EC 1.40

T T T
200 180 160 140 120 100 80 60 40 20 ppm
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Current Data Farameters
HAME

Eman =TFE25
EXPHOD
PROCHD 1
F2 = Rogquisicion Paramecers
Dace_ 20211z12
T ime 12.22
INSTRIM apect
PROBHD 5 mm PFRBBOD BB/
PULERDE z2g30
ID 65536
SOLVENT DMsS0
HS 2000
DS 4
SwWH 24012.820 Hz
FIDPES 0.1530686 Hz
Q 4.2054465 sec
RE 205.37
oW 20.400 osees
DE §.50 usec
TE 300.0 K
Dl Z.00000000 zec
DO 1
messssss CHANHEL 1 sseo=ssss
SFOL 400.1524T11 MMz
HUC1 1H
Pl 12.00 uasec
PLW1 1E.00000000 W
F2 - Frocesaing parameters
SI E553 &
sF 400.1500000 MHz
WDW EM
558 0
LB 0.30 Hz
GB ]
PCc 1.00
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Current Data Paramecersa
ME  EMan - TEFF25

2
1

F2 - Acquisition Parameters

Date_ 20211212

Time 11.25

INSTRIM spect

PROBHD S mm PBABBO BB/

PULPROG zgpg30

ID 65536

SOLVENT DMSO

======== CHANNEL #2 ==s=====
SFQ2 400.151 6006 MHz
NuUC2 1H
CPDFRG[2 waltzlé
PCPD2 80.00 usec
PLWZ 1£.00000000 W




Minimum Inhibitory Concentration (MIC) Measurement

The minimum Inhibitory Concentration activity of the compounds was then
evaluated using broth dilution method. Whereas, two-fold serial dilution at the
concentrations (0.25, 0.5, 1, 2, 4, 8, 16, 32, 64, 128 pg/ml) was used to investigate the
Minimum Inhibitory Concentration (MIC) values (expressed in pg/mL) for the target
compounds and the reference drugs. The tubes were then inoculated with the test
organisms, grown in their suitable broth for 24 h at 37 °C for bacteria, yeast and for 48
h at 30°C for fungi activity (1x108 CFU/mL for bacteria and 1 x10°® CFU/mL of yeast
and fungi), each 2 mL received 0.1 mL of the above inoculums Positive controls were
prepared separately for either bacteria, yeast or fungi with respective organisms in the
same culture media without the target compounds. After incubation, the tube with
lowest concentration of extract that shows no growth was taken as the MIC value for
the respective organism.
In vitro anticancer screening
The cell lines were purchased from the American Type Culture collection as
follows: breast carcinoma cell line (MCF-7) and the liver carcinoma cell line
(HepG2). Cytotoxic activity screening was performed using MTT assay at Regional
Center for Mycology and Biotechnology, Al- Azhar University. Exponentially, cells
were placed in 10* cells/ well for 24 h, and then add fresh medium which containing
different concentration of the tested sample. Serial two-fold dilutions of the tested
sample were added using a multichannel pipette. Moreover, all cells were cultivated at
37 °C, 5% COz and 95% humidity. Also, incubation of control cells occurred at 37
°C. However, after incubation for 24 h different concentrations of sample (50, 25,
12.5, 6.25, 3.125, 1.56 and 0 pg L) were added and continued the incubation for 48
h, then, add the crystal violet solution 1% to each well for 0.5 h to examine viable
cells. Rinse the wells using water until no stain. After that, add 30% glacial acetic acid
to all wells with shaking plates on Microplate reader (TECAN, Inc.) to measure the
absorbance, using a test wavelength of 490 nm. Besides, compare the treated samples
with the control cell. The cytotoxicity was estimated by ICsg (the concentration that
inhibits 50% of growth of cancer cell) in uM for the tested compounds and the

reference drugs doxorubicin and cisplatin.
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In vitro EGFR kinase assay

EGFR kinase inhibitory assay were performed for the target compounds 3b,
4a, 5a, 6b, 8b and 9b with erlotinib as a reference inhibitor, by using the EGFR
kinase assay kit (Cat. # 40321). The assay Kit is designed to measure EGFR Kinase
activity for screening applications using Kinase-Glo® MAX as a detection reagent
using Kinase-Glo® MAX as a detection reagent. Thaw 5x Kinase Buffer 1: ATP and
PTK substrate Poly (Glu:Tyr 4:1) (10 mg/ml) kinase was provided. Then the master
mixture was prepared: N wells x (6 pl 5x Kinase Buffer 1 + 1 pl ATP (500 uM) + 1
pl PTK substrate Poly (Glu:Tyr 4:1) (10 mg/ml)+ 17 pl water) and 25 pl of the
mixture was added to every well. The tested compounds were dissolved in DMSO,
then 5 pl of their serial two-fold dilutions at concentrations (150, 100, 50, 25, 12.5,
6.25, 3.125 and 1.56 nM) was added in each well labeled as “Test Inhibitor”. For the
well labeled as “Positive Control", 5 ul of the same solution of the reference drug
erlotinib and “Blank”, 5 pl of the same solution without inhibitor (Inhibitor buffer). (3
ml of 1x Kinase Buffer 1) was prepared by mixing 600 pl of 5x Kinase Buffer 1 with
2400 pl water. To the wells designated as "Blank", add 20 pl of 1x Kinase Buffer 1.
The reaction initiated by adding 20 pl of diluted EGFR enzyme to the wells
designated “Positive Control” and "Test Inhibitor Control". Incubate at 30°C for 40
minutes. Thaw Kinase-G lo Max reagent. After the 40 minute reaction, 50 pl of
Kinase-Glo Max reagent was added to each well. The plate was covered with
aluminum foil and incubate at room temperature for 15 minutes. Then the
luminescence was measured using the microplate reader (Infinite M200 microplate
reader, Tecan, Mannedorf, Switzerland). All assays were performed in triplicate. The
relative inhibition (%) of inhibitors were then calculated compared to the control with
no inhibitor. Then the 1IC50 values and their standard deviation (SD) for the tested

compounds and the reference drug were determined in (nM).
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Molecular docking study

The molecular modeling studies were carried out using Molecular Operating

Environment (MOE, 2019.0102) software. All minimizations were performed with
MOE until an RMSD gradient of 0.1 kcal-mol *A™ with MMFF94x force field and

the partial charges were automatically calculated. The X-ray crystallographic structure

of Epidermal Growth Factor Receptor (EGFR) kinase domain complexed with a
quinazoline inhibitor erlotinib (ERL) (PDB ID: 1M17) was downloaded from the

protein data bank(https://www.rcsb.org/structure/IM17). For each co-crystallized

enzyme; water molecules and ligands which are not involved in the binding were

removed, the protein was prepared for the docking study using Protonate 3D protocol

in MOE with default options. The co-crystalized ligand (ERL) was used to define the

binding site for docking. Triangle Matcher placement method and London dG scoring

function were used for docking

The Dock workflow begins with a prepared receptor and ligand loaded in MOE. The general

algorithm is divided into stages,

1.

Get the protein structure from protein data bank (PDB file), it's prepared through
protonation and adding the required charges, water molecules not involved in
interaction are removed.

Ligands’ structures in suitable format were collected to form a structure database as
MDB file and energy minimized to get the suitable conformers for docking procedure.
Use triangle matching placement method to generate a collection of poses from the
pool of ligand conformations. Each of the generated poses is assigned a score.

Initial Scoring, poses generated by the placement methodology can be rescored using
London dG method. Typically, scoring functions emphasize favorable hydrophobic,
ionic and hydrogen bond contacts. For the Dock framework to work properly, all new
scoring methods must assign low scores to good poses.

Refinement, poses resulting from the placement stage can be refined using either the
explicit molecular mechanics forcefield method or the grid-based energetics method.
Final Scoring. The final poses can be rescored using one of several scoring schemes, we
use London dG scoring function.

Generation of docking results database.
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