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Supplementary Figure 1. Optimized structures (left), HOMO (middle), and LUMO (right) for compounds 2-13.
Atom color index: Grey C, White H, Blue N, Red O, Yellow S, and Green CI.




Supplementary Table 1. Average relative viability of cells (%).*

Conc. (uM) | HCT116 MCF7 Conc. (uM) | HCT116 MCF7
Doxorubicin Compound 7
100 7.1+£1.1 6.2+1.2 100 34.5+0.2 28.2+1.4
50 139414 | 10.9+14 50 44.9+1.1 43.5+0.9
25 18.7£1.3 | 14.3#15 25 59.2+0.8 60.2+1.1
12.5 314415 | 26.9+1.1 125 70.3+0.5 65.3+0.7
6.25 47.9+1.7 | 415413 6.25 91.4+0.4 95.5+0.3
3.125 60.5£1.9 | 58.4+1.1 3.125 100 100
1.56 73.8+£1.6 | 69.1+1.9 1.56 100 100
Compound 1 Compound 8
100 12.8+1.5 | 49.7£1.9 100 39.3+0.6 40.6£1.2
50 21.7+¢1.4 | 61.3+£14 50 55.2+0.9 53.2+1.5
25 30.6£2.6 | 73.1+1.1 25 72.5+1.4 65.1+1.1
12.5 41.1+1.3 | 86.2+1.8 12.5 93.4+1.7 77.3+0.9
6.25 68.3+1.9 | 99.6+1.6 6.25 100 92.6+1.3
3.125 81.4+1.1 100 3.125 100 100
1.56 98.2+1.4 100 1.56 100 100
Compound 2 Compound 9
100 8.3+0.7 7.840.9 100 49.1+1.3 44.8+1.2
50 17.2+1.3 | 19.4+1.1 50 65.8+1.4 56.2+0.8
25 24.1+16 | 22.5+0.8 25 82.9+0.9 70.2+1.4
12.5 324+1.2 | 34.2+1.2 125 97.3+0.6 81.4+0.5
6.25 55.7+41.1 | 58.1+1.8 6.25 100 96.6+1.1
3.125 66.2+1.9 | 85.3+14 3.125 100 100
1.56 88.1+1.3 | 97.6+0.7 1.56 100 100
Compound 3 Compound 11
100 27.8+1.3 | 26.7+1.1 100 25.2+0.8 23.3+1.2
50 41.7+0.9 | 35.640.7 50 36.4+1.3 35.3+1.5
25 57.3t15 | 51.2+1.2 25 50.2+1.1 47.6£0.9




12.5 72.4+1.7 | 67.3£0.9 12.5 65.9+0.5 58.4+0.4
6.25 83.6+0.8 | 82.0+1.4 6.25 80.3+0.9 71.9+1.1
3.125 100 95.5+1.1 3.125 96.5+0.7 90.4+0.6
1.56 100 100 1.56 100 100
Compound 4 Compound 12
100 47.2+1.2 | 43.841.3 100 54.4+0.7 53.3+0.3
50 56.3x1.5 | 55.3+14 50 71.9+0.4 72.9+0.4
25 76.4+0.8 | 62.7£1.1 25 84.6+0.6 84.6+0.7
12.5 88.9+1.2 | 85.2+15 12.5 99.7+0.3 98.8+0.2
6.25 100 96.3+1.3 6.25 100 100
3.125 100 100 3.125 100 100
1.56 100 100 1.56 100 100
Compound 5
100 18.6+1.1 | 18.4+0.9
50 25.2+0.9 | 27.1+0.6
25 34.7+0.6 | 37.8+£1.1
12.5 40.5+0.5 | 52.4+#1.3
6.25 68.4+0.7 | 70.5+0.7
3.125 85.3+0.3 | 86.2+0.8
1.56 100 100

* Data were displayed as mean + SEM (n = 3) and p < 0.05.
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Supplementary Figure 2. Effect of the tested compounds on the cell viability of colon cancer cell line using different concentrations (1.56 to
100 uM) for each compound after treatment for 48 h compared to untreated cells.
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Supplementary Figure 3. Effect of the tested compounds on the cell viability of breast cancer cell line using different concentrations (1.56 to
100 uM) for each compound after treatment for 48 h compared to untreated cells.




Supplementary Table 2. ADME characteristics of compounds 1, 2, and 5.

Entry Compounds
1 | 2 5
Physicochemical Properties / Lipophilicity / Drug-likeness
Molecular weight (g/mol) 241.67 397.86 322.75
Num. heavy atoms 17 29 23
Num. arom. Heavy atoms 14 20 14
Fraction Csp3 0.00 0.04 0.06
Num. rotatable bonds 1 2 4
Num. H-bond acceptor 2 3 4
Num. H-bond donors 0 0 1
Molar Refractivity 69.65 125.72 90.08
TPSA (A?) 29.96 45.56 78.14
Consensus Log Pow 3.36 4.92 2.97
Lipinski's Rule Yes Yes Yes
Bioavailability Score 0.55 0.55 0.55
Pharmacokinetics
GI absorption High High High
BBB permeant Yes Yes Yes
P-gp substrate No No No
CYP1A2 inhibitor Yes Yes Yes
CYP2C19 inhibitor Yes Yes Yes
CYP2C9 inhibitor No Yes Yes
CYP2D6 inhibitor No No No
CYP3A4 inhibitor No No No
Log Kp (cm/s) -5.03 -4.56 -5.76
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Supplementary Figure 4. ADME of compound 1.
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Physicochemical Properties

Formula C24H18CIN3D

Maolecular weight 39785 g'ma

MNum. heawy atoms 29

Mum. arom. heavy atoms 20

Fraction Csp3 0.04

MNum. rotatable bonds 2

Mum. H-bond acceptars 3

Mum. H-bond donors 0

Molar Refractivity 125.72

TFESA 45.58 &=
Lipophilicity

Log P, (ILOGF) 164

Log P, (LOGP3) 587

Log P, (WLOGF) 408

Log P, (MLOGF) 474
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Supplementary Figure 5. ADME of compound 2.
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Physicochemical Properties
C22H15CIN2O
358,82 g/mo

Farmula
Molecular weight

Mum. heavy atoms 28

Mum. arom. heavy atoms 20

Fraction Csp3 005

Mum. rotatable bonds 3
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MNum. H-bond donors 0

Molar Refractivity 108.15
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Supplementary Figure 6. ADME of compound 3.
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SMILES Cleinc?eco3oicPoo1C1=NCCM 1)enend 3l sbsorpticn High
Physicochemical Properties BBE permeant Yes
Fermula C16H12CING P-gp substrate Yes
Malecular weight 281.74 gfmo CYP1A2 inhibitor fes
MNum. heavy atoms 20 CY¥P2C1D inhibitor e
Mum. arom. heavy atoms 14 CYP2CO inhibitor M
Fraction Csp3 0.1z CYF20E inhibitor Yas
MNum. rotatable bonds 1 CYPIA4 inhibitor Yeo
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Supplementary Figure 7. ADME of compound 4.
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Physicochemical Properties

Formula CATHI1CIN4D

Mealecular weight 32275 gimo
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Mum. arom. heavy atems 14

Fraction Csp3 0.D&
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Log P, (ILOGF) 215

Log P, (RLOGF3) 354
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Log P, (MLOGF) 1.82
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Consensus Log P, 207
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Supplementary Figure 8. ADME of compound 5.
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cMILES MNECC1C{=O)N{N=Clc2ecda(nc2Clicoc2edoocaZ)Ci=H)C{=C1clon| '3l sbsorption Lowe
' nclcicooee ! )olooooe1)CH#N 555 permeant Ma
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:::“ E“:'E" weight ;.1 05 gimo CYP2C18 inhibitor No
H”"' mEVy =mams , . CYPECE inhibiter Mo
A s nEAy Eems =1 CYPI08 inhibitar Mo
Fraction Csp3 0.0z . N
Mum. rotatable bonds 5 c,\,rp.;,,n.,.f nnEse o _G
Mum. H-bond acceptors 7 Log K, {skin permeation) -5.38 omis
Mum. H-bend donors 1 Druglikanase
Molar Refractivity 181.01 Lipinski Yes; 1 violation: MWW=500
TPS 13481 &= - Ma; 3 viclations: MW=480, WLOGP>5 5,
“ —— nesE MR=130
Lipophilicity
R _ \eber fes
Log P, (ILOGF) 3174 - ; 5
Egan Ma; 2 viclations: WLOGP=5.88, TPSA=131.6
B i 5P )
Log Fay (XLOGF3) 8.63 Muegge No: 2 violations: MW>=800, XLOGP3>5
Log Py WLOGF) 8.78 Bicavailability Score 55
Log P IMLOGF) 318 Medicinal Chemistry
Log P, (SILICOST) 8.3 FAINS 1 alert: ene_cyano C
_ . - 3 alerts: 2-hale_pyridine, imine_1
Consensus Log Py, 3.3 =rEns pohyeyclic_aromatic_hydrocarbon_3
Leadlikensss Mao; 2 viclations: MW=350, XLOGPI=3.5

Viater Solubility
= Lag 5 {ESOL) .01
L Solubility 5.012-08 mgi'mil ; 8.742-09 mol
- wIE Class Poorly soluble
[ | ag 5 (Al) 028
Solubility 3.37e-07 mg/mi ; 5.47e-10 moll
1 | Class Poorty soluble
; pan  L0g 5 {SILICOS-IT) -11.88
o . 2 Solubility 2.10e-10 mg/mi ; 1.31e-12 moll
Class Insoluble

Pharmacokinetics

Synthetic accessibility 41493

Supplementary Figure 9. ADME of compound 7.
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SMILES COclcoc{ecl)lC=CUC(=0)NMN=Ciclccle(nel Cljcec1c2oeoe 1 WCHM

Physicochemical Properties

Formula

Molecular weight

Mum. heavy atoms

Mum. arom. heavy atoms
Fraction Csp3

Mum. rotatable bonds
Mum. H-bond acceptors
Mum. H-ond donors
Molar Refractivity

TRSA

MLOGF)

Log P, (SILICOS-IT)

Consensus Log P,

C25H1TCINGDZ
440.88 g'mao
3z

20

(=]
L=}
.

=t =t N

3.08
5.64
5.00

)
s

[£]]

.
4= i
(==

Log 5 {(ESOL)
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Class

Log 5 (Al
Solubility

Class

Lag 5 (SILICOS-IT)
Solubility

Class

absorption
B88 permeant
F-gp substrate
CYP1A2 inhibitor
CYP2C19 inhibitor
CYP2CH inhibitor
CYP2D4 inhibitor
CYP3A4 inhibitor

Log K, (skin permeation)

Lipinsk

Ghose

\feber

Egan

Muepge
Bicawvailability Score

FAINS
Brenk

Leadlikensss

Synthetic accessibility

Wiater Solubility
-6.18
2.83204 mgimi ; §.41e-07 mol
Poorly soluble
-7.24
2.55e05 mgimi ; 5.77e-08 moll
Poorly soluble
-5.78
7.132-07 mgimi ; 1.82e-09 mol]
Poorly soluble
Pharmacokinetics
High
Mo
Mg
Mo
fes
fes
Mo
fes
-4.898 cms
Druglikeness
Yes; O vielation
fes
Yes
fes
Ma; 1 viclation: XLOGP3=5
Medicinal Chemistry
0 alert
5 alerts: 2-halo_pyridine,
conjugated_nitrile_group. imine_1,
michael_acceptor_1
polycyclic_arcmatic_hydrocarbon_3
Mo: 2 viclations: MW=350, XLOGP1=3.5

3.32

Supplementary Figure 10. ADME of compound 8.
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SMILES Cloinc2eoocici{c2oe1/C=NMC[{=0}c1co2ocoococ1=Mpcoocd
Physicochemical Properties

C24H15CIN402

428_85 g'mo

Faormula
Maolecular weight

MNum. heawvy atoms S

Mum. arom. heawvy atoms 24

Fraction Csp3 000

Numn. rotatable bonds 4

Mum. H-bond acceptors 5

Num. H-bond donors. 2

Molar Refractivity 121.72

TESA 21.34 A7
Lipophilicity

Log P, (ILOGF) 308

Log P, (HLOGP3) 5,60

Log P, (WLOGP) 503

Log P, (MLOGP) 3.51

Log P, (SILICOS-IT) 572

Consensus Log P, 4. 50

W AR

Lag 5 {(ESOL)
Solubility
Class

Lag 5 {Ak)
Solubility

Class

Log S5 (SILICOS-IT)

Solubility
Class
absorption

BB permeant

1 m @

P-gp substrate

CYP1A2Z mhibitor
CYP2C19 inhibitor
CYP2CH inhibitor
CYP2D4 inhibitor
CYP3A4 inhibitor

Log K, {skin permeation)

Lipinski

Ghose

eber

Egan

Viueppe
Hicavailability Score

FAIMNS
Brenk

Leadlikensss

Synthetic: accessibility

Wiater Solubility
-5.32
2.03=-04 mgiml ; 4.75207 maolf]
Poorly scluble
-7.28
2. 2405 mg'mi ; 5.24208 molf]
Poorly scluble
-B.B9
5.812-08 mg'mi ; 1.382-10 maolf
Poorly scluble
Pharmacokinetics
High
Mo
Mz
MNa
fes
Mz
Mz
Mz
-4 83 cmis
Diruglikeness
Yes; D viclation
fes
fes
fes
Mia; 1 wiclation: XLOGP3=5
Medicinal Chemistry
0 alert
3 alers: 2-halo_pyridine, imine_1
polycyclic_arcmatichydrocarbon_3
Mio; 2 wiclations: MW=350, XLOGPI=3.

&

[P

E=Ja

Supplementary Figure 11. ADME of compound 9.
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Supplementary Figure 12. BOILED-EGG chart of the synthesized substrates 1-9.
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MahmoudAsran-53-DMSO~H1

Archive directory: /export/home/vnmrx/vnmrsys/data
Sample directory: DDSmm_test_12Mar2014-21:34:40
File: PROTON

Pulise Sequence: s2Zpul

Solvent: DMSO
Temp. 30.0 C 7 303.1 K
Mercury-300B8 *“NMR300O"

Relax. delay 6.000 sec
Pulse 45.0 degrees
Acq. time 4.000 sec

Width §600.7 Hz -2
11 repetitions R
OBSERVE H1, 300.0687870 MHz 5% -
DATA PROCESSING >C @
Line broadening 0.3 Hz a2 W

FT size 65538 4
Total time 58 min, S5 sec
Date: Aug 10 2021 Ny
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13 12 11 1o 9 8 7 6 5 ppm
7.4a 2.3 s.81
1.52 34.08 4.21
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MahmoudAsran=58=DMS0=H1

Archive directory: sexport/home/vnmrl/vnmrsys/data
Sample directory: DDSmm_test_12Mar2014-21:34:40
File: PROTON

Pulse Sequence: s2pul O
Solvent: DMSO

Temp. 30.0 C s 303.1 K
Hercury=300BE “NMR300O"

N
Relax. delay 6.000 sec
Pulse 45.0 degrees N N 2
Acq. time 4.000 sec | L]
Width 6600.7 HZ — ®
17 repetitions
OBSERVE H1, 300.0687870 MHZ N Cl
DATA PROCESSING =
Line broadening 0.3 Hz pad
FT s1ze 65536 . 3
Total time S8 min, 55 sec -
Date: Aug 10 2021 }
) -
I =
=
l'\ll_.‘
~ | o
= -
A R
o 23e |
< New L @
(=] o
- -
=] =
I k
! |
| |
|
I r !
. ( | '
J S J 4 .:'r 4
| I
1 1A I Y q
— | SEE—— v L S S S —— S — I N o, e ——
13 12 11 10 9 8 7 6 5 4 3 4 1 pPpm
- T ey r
9.07 21.58 0.00 3.73 4.70
1.93 35.28.69
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Archive director
Sample directory:

File: PROTON

Pulse Sequence:
Solvent: DMSD
.0 C 4

=
Mer

Relax. delay 6.000 sec
Pulse 45.0 dagraes
Acqg. time 4.000 s

width 6600.7 Hz
12 repetitions

OBSERVE H1l, 30D.0687870 MHz

DATA PROCESSING

Line broadening 0.1 Hz

FT size 65536

Total time 58 min,
Date: Nov 14 2021

hmoudAsran-S11-DMS0-H1

/export/shome svamrl/vnmrsys /data
DDSmm_test_12MarZ014-21:34:40

f 303.1
300BB “NMR3O0O“

6.033

8,985
071

044
B.852
8.811
7.970
7.818

9

TZ

\

N Cl

12

27
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MahmoudAsran-S5i-DMSO-H1

Archive directory: /expoertshomesvnmri/svnmesys/data
Sample directory: DDSmm_test_12Mar2014-21:34:40
Ffile: PROTON

Pulse Seguence: s2pul

TYemp. 39.0 € s 303.1 K
Mercury-3900BB VNMR300"

Solvent: DMSO | X

Relax. delay 6.000 sec N
Pulse 45.0 degrees

Acg. time 4.0806 sec

Width 660806.7 Hz

12 repetitions

OBSERVE HL, 300.0687870 MHz
BATA PROCESSING

Line broadening 0.3 Hz

FT size 65536
Total time 58 min, 55 sec
Date: Aug 10 2021

i
I
!
|
i

7,775

3.302
2,509

2.506
--2.4%4

2,512

2. 488

-
r
. o i
i
. D RN i
— S R St S e T e e —
13 12 11 10 g 8 8 5 4 3 ppm
585 s, 54.50 T e
18.57 4.7 8.10
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MahmoudAsran-8$51-DMS0-D20-H1

aArchive directory: sexport/home/vnmrl/vnmrsys/data
Sample directory: DBDSmm_test_12Mar2014-21:34:49
File: PROTCGN

Pulse Sequence: s2pul

Scivent: DMSC
Temp. 30.0 C s 383.1 K
Hercury-300BB *NMR30O"

Relax. delay 6.088 sec
Pulse 45.0 degrees

Acg. time 4.000 sec
width $500.7 Hz

% repetitions

OBSERVE H1l, 306.0687370 Mhz
DATA PROCESSING

1line broadening 0.3 Kz
FT size 65536

Total time 58 min, 55 sec
Date: Aug 10 29021

w8, 936

jt i
. AN S

CN

e 3,680

(637

-—2.505

T 2.499

13 12 11 10 g

30




= 98899 o000
s 60629
$9'889

500

1000

1500

2000

2500

3000

3500

aoUennusued | 9,

E— L anacs B4 SCL .
PPNy i 3689/ 6862
y»/wc L2 IS Ty el
LEL6
897066
Ea—T P
o  ¥2°090)
= 20 (TN
=\C0.£60) L9G))
= 7l 6ezl
518zEL
£6°9LE1L
B < 4
e—— ¢L'9081 -
L
£Lgesl _80'C9si 69°08G1
I8 1651
€299l
<
R
pd
eg'voze
7
~ £6've6e
BYLVOE
T 90'9vLE
02'8L¥E
©
[ep]
S‘n_u::c_q::_::_:::_;_:_:,_::_:__:::_:::::t:;.:;::t:_::_::,::
mSW%%HM%W%m%m%%%mme

-

4000

Wavenumbers (cm-1)

31




ToRNep! [os} —
= O <0 O
™o ™ e
o oy [a)) ]
PROCNC
FZ2 - Acguisition Parameters
Date_ 20220929
Time 15.06
INSTRUM spect
PROBHD 5 mm PABEO BB/
PULPROG zg30
TD 65536
SOLVENT DM
NS
DS
SWH
FIDRES .
AQ 4.
RC
DWW =4
DE c
TE
D1 1
TDO
CHANNEL fl =====—===
400.1524711 MH=z
1H
12.00 usec
| 18.00000000 W
‘ Fz - Processing parameters
SI 65536
\ SF 400.1500000 MH=z
WDW EM
S5B 0
LB 0.30 Hz

. }U w‘h‘-d | pC ’ oo

4 13 12 11 100 9 8 7 6 5 4 3 2 1 0 ppm

LI
35[w
od|—|c?

-

1.00
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Mahmoud-asran-S36 #212-223 RT: 3.56-3.75 AV: 12 SB: 26 1.21-1.34, 0.87-1.14 NL: 2.90E1

T: + ¢ El Full ms [40.00-1000.00]
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Current Dat

NAME

EXPNO

PROCNOC

F2 - Acguisition Parameters
Date_ 2022

Time 13.41
INSTRUM spect
PROBHD 5 mm PARBO BB/
PULPROG zg30

SWH BO12. Hz
FIDRES 0.122266 Hz
BQ 4.0894465 sec
R 205.37
DW £2.400 usec
DE 6 usec
TE
Dl 1
TDOD
= CHANNEL f1
400.1524711 MH=z
1H
12.00 usec
18.00000000 W
FZ2 - Processing parameters
SI 65536
SF 400.1500000 MH=z
WDW EM
SSB o
LB 0.30 Hz
GB o
PC 1.00




=X L=}

—12.309
—12.176

Data Parameters
mahmoud-534

“
PRL,R- 1
ters
(:TJ mm PABEO BB/
LI I zg30
I~ NH D 65536
- SOLVENT DMSO
N TJ NS 128
DS z
= SWH 20 Hz
N (:1 FIDRES 66 Hz
AQ 4 65 sec
RG 37
8 D 00 usec
()(:}l DE 50 usec
3 TE K
D1 1 sec
TDO
CHANNEL f1 = =
400.1524711 MHz
1H
1Z.00 usec
18 000000 W

| Ay
JUL N H U “lhwm

T | T ' T
13.0 125 12.0 11,5 11.0 105 10.0 9.5 9.0 8.5 8.0 7.5 7.0 6.5 ppm

1 S/ [ T e | " \

Iy}

5 g 18 [8l3 0
- |-

= - -
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.992

9,021
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T—g.941

O~ O 00 W0 ) o) oy
R e T R I Ny IS R ) o -
NOoO oo O0OO o ®@W@ M —

€O 00 0 0 0 @ M~ [~~~ Ll o

— 8.662
—8.484

8 ‘ OCH,4
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Current Data Parameters

HNAME mahr
EXPNO 2
FROCNO 1
F2 - Acquisition Parameters
Date_ 20220929
Time 13.41
INSTRUM spect
FROEBHD 5 mm PAEEQ EB/
zg30
65536
<] DMS0O
5 128
DS
SWH
FIDRES
AQ
RG
oW
DE
TE
D1
oo 1
SFO1 MHz
NUC1 1H
Fl 12.00 usec
FLW1 18.00000000 W
F2 - Processing parameters
51 65536
SF 400.1500000 MH=z
WDW EM
S5B o
LB 0.30 Hz
G o
PC 1.00
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e

Dat

Tim

INS

ERO

— Acgquisition Parameters
a_ 20220929
=3 17.21
TRUM ot

A L

ST W NI R I

[=]

[ RSN . 0 )

o

300.0

1.00000000
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Current Data Parameters
HAME mahmoud-537
EXPNO z
PROCNC 1
FZ - Acguisition Parame
Date_

Time

INSTRUM

PROBHD

PULPRGCG

TD

SOLVENT

NS

D5

SWH

FIDRES

AQ

RG

DW

DE

TE

D1 1.000000 gd
TDO 1
======== CHANMEL £f1 =—=
SFOLl 400.1524711 ¢
NUC1 1H
= 1z.00
PLW1 18.00000000
FZ - Processing parameters
SI 65536
SF 400.1500000
WDW EM
S5B 0

LB 0.30
GB 0

PC 1.00
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Current Data Parameters

NAME mahmoud-537-d20
EXPNO 3
PROCNO 1

FZ2 - Acquisition Parameters
Date_ 20221009
Time 14.21
INSTRUM spect
PROBHD 3 mm PAEBO EB/
PULPROG zg30

CHANMEL fl ========
400.1524711 MHz
1H
12.00 usec
18.00000000 W

FZ - Processing parameters

5T 65536

| SF 400.1500000 MH=z
WDW EM

o

l | LB 0.30 Hz
cB 0
: ' [ PC 1.00
) L . VP S R | VETTY |

15 14 13 12 11 10 9 8 7 6 5 4 3 2 1 0 ppm
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2 |ee e
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Mahmoud-asran-S37 #164-166 RT: 2.76-2.79 AV: 3 SB: 26 1.21-1.34, 0.87-1.14 NL: 6.85E1

T: + ¢ El Full ms [40.00-1000.00]
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11.844

J,,_JLJ UL

—3.330
—2.507

Current Data Parameters
NAME mahmoud-mohamed-52
EXFHNO 1
PROCNO 1

F2 - Acquisition Parameters
Date_
Time
INSTRUM
PROBHD 5
PULFROG
TD

SOLVENT
NS

os

SWH

FIDRES

a0

00

CHANNEL f1
400.15247

12.00 usec

18.00000000 W

essing parameters

E5536
400.1500000 MHz
EM
0
0.30 Hz
0
i 1.00

A i

15 14 13 12 11 10 9 8
1 I

7 6 5
I--..

Ay PATAY A s
= S e[ O | 0D | =
S gls|s|a|2|S
- || ||
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4 3 2 1 ppm
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Current Data Parameters
NAME mahmoud-mohamed
EXPNO 1
FROCHNO 1

F2 — RAcguisi n Parameters
Date_ 20221025
Time 11.35
INSTRUM spect
PROBHD 5 mm PABEBO BE/
FULFROG zg30

TD 65536
SOLVENT DMSO

NS g1

os 2
SWH B012.B8Z20 H=z
FIDRES 0.122266 Hz
A0 4. se
R

oW u
DE u
TE K
D1 1.00000000 sec
TDO 1

CHANNEL f1
400.15247

18.00000000 W

Processing parameters

65536
400.1500000 MH=z
EM
a
0.30 Hz
a
1.00
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HabmoudAsran-54-oMS0~H1

Archive directory: sexpartshome/vomri/vomrsys/data
Sample directory: DDSmm_test_12Mar20:i4-21:34:40
File: PROTON

Pulse Seguence: s2pul

Solveni: DMSO
Temp. 30.0 C / 303.1 K
Mercury-36088 “NMR3g8Y

Relax. delay §.000 sec
Pulse 45.0 dsgrees
ACq. time 4.000 sec
Width 6609.7 Hz
16 repetitions
OBSERVE Hi, 300.0687870 MHZ
DATA PROCESSING
Line broadening 0.3 Hz
FT size¢ 65536
Total time 58 min, 55 sec
Date: Aug 190 2021

[
<=
~
<

o 7,827

w598

3.314

2.500
95

<

i
I
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i

13 12 11 18

3982 18.499
29.73
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