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S1. Cellular mechanisms of compound 1512

S1-A. Induction of apoptosis and apoptotic changes in HCT-116 cancer cell lines
upon treatment with 4112.

Method.

See Main test section 4.2.8. Nuclear fragmentation by DAPI staining.

Result.
1512 caused extensive changes in the nuclear matter as illustrated in Figure S1-A.

Figure S1-A. Effect of 1512 at 32 pM (1Cso concentration) for 48 h on the nuclear structures of HCT-116
cells. Treated cells show nuclear condensation and fragmentation along with the condensed blue
fluorescence of DAPI.

S1-B. Cell cycle distribution upon treatment with 1512

Method:

To analyze the DNA content by flow cytometry, HCT-116 cells were seeded at a density of
3x10° cell/ T 75 flask for 24 h and then exposed to different compounds at their ICso values for
24 h. The cells were collected by trypsinization, washed with phosphate buffered saline (PBS)
and fixed in ice-cold absolute alcohol. Thereafter, cells were stained using Cycletest™ Plus
DNA Reagent Kit (BD Biosciences, San Jose, CA) according to the manufacturer’s
instructions. Cell cycle distribution was determined using a FACS Calibur flow cytometer (BD
Biosciences, San Jose, CA).

Result:

The exposure of the cells to 1512 led to a significant increase in the proportion of cells in pre-
G1 phase (Up to 9-fold compared to the control) (Figure S1-B). Accumulation of cells in pre-
G1 phase, likely as a result of degradation or fragmentation of genetic material indicates a
possible role for apoptosis through compound-induced growth inhibition.
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Figure S1-B. Representative DNA histograms of HCT-116 cells following treatment with 1512 at 32 pM
(I1Cso concentration) for 24 h.

S1-C. Changes in marker proteins cyclin B1 cyclin D1, Phospho-histone3 and cleaved
caspase3 in apoptotic cells upon treatment with 1512.

Method:

Cells were cultured on sterile 22 mm? cover slips (Harvard Apparatus, MA, USA\) in sterile
six well plates at a density of 2x10° cells/well. 24 h after seeding, cells were exposed to 1Cso
of the tested compound in fresh medium for 24 h. At the end of the exposure, cells attached to
cover slips were washed with PBS and fixed with 3.7% paraformaldhyde for 10 min,
permeabilized with 0.25% Triton X-100 in TBST containing 0.01% Tween 20 for 10 min,
and blocked for 1 hr with 5% goat serum in TBST. The fixed and permeabilized cells were
incubated with rabbit mAb Cyclin B1, rabbit mAb Cyclin D1, mouse mAB Phosphohistone-
H3 or mouse cleaved caspase-3 rabbit mAb (Cell signaling technology, MA, USA) at a
dilution of 1:500 in blocking solution overnight at 4°C, followed by secondary anti-mouse
Alexa fluor-488- (Invitrogen, Carlsbad, CA) and Cy3-goat anti-Rabbit antibody (Jackson
Immuno Research, West Grove, PA, USA) in 1:1000 dilution in the blocking solution for 1 hr
at room temperature in the dark. 4',6'-Diamidino-2-Phenylindole, dihydrochloride (DAPI)
(Sigma— Aldrich, St. Louis, MO, USA) was used as counter stain to stain the DNA. The
cover slips were then mounted on a glass slide with anti-fade mounting medium and viewed
with an epifluorescence microscope, Leica, DM 5500 B (Leica, Buffalo Grove, IL, USA) at a
magnification of 60x, and data were captured digitally and quantified using the microscope
provided software.

Result:

Accumulation of the apoptotic markers of cyclin B1, cyclin D1, phosphor-histone3 and
cleaved caspase3 further confirmed the apoptotic changes upon exposure to compound 1512
(Figure S1-C).
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Figure S1-C. Effects of 1512 and on cellular expression of cyclin B1 (A) cyclin D1 (B) in HCT-116 after
treatment for 24 h compared to control. Cells were stained with DAPI and incubated with a Cy3-coupled
secondary antibody to visualize the distribution of cyclin B1 and cyclin D1 (red) proteins. Treatment of
HCT-116 with 1512 increased the nuclear expression of cyclin B1 and cyclin D1 (arrow head) compared
with the untreated cells. Scale bar, 50 um. (C) Effect of 1512 on the cellular expression of caspase-3
(C.Cas. 3) and phospho-histone 3 (P-hist. 3) in human colon cancer cells (HCT-116). The cells were
stained with DAPI to visualize nuclei (blue) and with Alexa Fluor 488- and Cy3-coupled secondary
antibodies to visualize the distribution of caspase-3 (red) and phospho-histone-3 (green) proteins using
immunofluorescence microscopy. The nuclear expression of the pro-apoptotic proteins, activated caspase
3 and phospho-histone 3 (yellow arrows) compared to the untreated cells. Scale bar, 50 um.

S1-D. Elevation of oxidative stress indicators within HCT-116 cells upon treatment with
1512.

The underlying mechanism by which 1512 induced cancer cells to undergo apoptotic cell death
was investigated by measuring changes in redox indicators within HCT-116 CRC cell lines. In
this study, we first checked the influence of 1512 on cellular activities of the peroxide
scavenging enzymes catalase and superoxide dismutase (SOD) (Figure 8A).

Method:

For DHE and DCFDA, cells were cultured on sterile 22 mm2 cover slips (Harvard Apparatus,
MA, USA) in sterile six well plates at a density of 2x105 cells/well. 24 h after seeding, cells
were exposed to ICso of the tested compounds in fresh medium for 24 h. At the end of the
exposure, cells attached to cover slips were washed thrice with PBS and incubated with DHE
10puM or DCFDA 10 uM for 30 min at 37 °C in the dark. Thereafter, cells were washed thrice
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with PBS and the cover slips were then mounted on a glass slide with anti-fade mounting
medium containing 4',6'-Diamidino-2-Phenylindole, dihydrochloride (DAPI) (Sigma—
Aldrich, St. Louis, MO, USA), which was used as counter stain and viewed with an
epifluorescence microscope, Leica, DM 5500 B (Leica, Buffalo Grove, IL, USA) at a
magnification of 60x. Data were captured digitally and quantified using the microscope
provided software.

For assessment of SOD and CAT activities as well as SOD and MDA levels, 4 x10° cell/ T 75
flask were exposed to the ICso of tested compound for 24 h. The cells were collected by
trypsinization and washed twice with PBS. Cells were directly homogenized in PBS on ice with
a Dounce homogenizer 3 times (each 25 strokes) at 10-min intervals, then centrifuged at 15000
rpm for 15 min at 4 °C. An aliquot was kept to determine the protein concentration using a BioRad
protein assay DC kit (Bio Rad Laboratories, CA). Different parameters were then assessed using
equal protein amounts in all samples and employing the specified kit according to the
manufacturer's instructions. (3, 4, 5 and 6).

Results:

Activities of both enzymes significantly diminished to 34.7% and 25.1% respectively,
compared to untreated cells (control). However, the cellular contents of the non-enzymatic SH
containing redox markers, such as reduced glutathione (GSH) and malondialdehyde (MDA, a
lipid oxidation marker) were only slightly affected (95.2% and 103.4% respectively, compared
to control).

To confirm the increased intracellular ROS production, we performed dihydroethidium (DHE)
staining test at which untreated HCT cancer cells were compared to 1512-treated cells (at 32
MM, the ICso value). As seen in figure 8B, the cells treated with 1512 attained more red
fluorescence than the untreated cells indicating higher cellular peroxide content, which resulted
from increased ROS production within the drug-treated cancer cells 1.
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Figure 8. (A) Effect of 1512 (32 uM, 48 h) on redox indicators with HCT-116. The values are expressed as
percentage of controls and calculated from the means of three independent experiments. (B) Effect of
compound 1512 on superoxide anion generation in HCT-116 cells using DHE staining method. Red
fluorescence represents DHE staining and DAPI was used as counter nuclear stain.
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Figure S1-D. (A) Effect of 1512 (32 uM, 48 h) on redox indicators with HCT-116. The
values are expressed as percentage of controls and calculated from the means of three
independent experiments. (B) Effect of compound 1512 on superoxide anion generation in
HCT-116 cells using DHE staining method. Red fluorescence represents DHE staining and
DAPI was used as counter nuclear stain.
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22 Dec 2014 141824

ElAAA Ress ReservoliNMR_20141223\0r.0mar_CIN-13A 29-12-2015:20d Froquency MHz) BSO.15
Number of TENsIBNE 15 Oongin spect Onginal Poinis Count 32768
Poinis Coune 32768 Puise Saquence s Recener Gan 713
Salvem DMSC-g5 Specrum OfserjHz)  5250.0283 | Specoum Typs STANDARD
Temperame (deqree C)_25.000

'H NMR (850 MHz, DMS0-d ) 5 ppm 10.52 (br. s.. 1 H) 10.05 (br.s.. 1 H) 8.19(s, 1 H) 8.01 (d. J=7.78 Hz, 1 H) 7.60 - 7.66 (m. 4 H) 7.50 - 7.58
(m,3H)740-748 (m. 5 H) T31-730 (m, 1H)6.98 (s, 1 H) 6.93 (d, J=16.00 Hz, 1 H)
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; AA_ONQUINGWCINNSpactNMRICINTSSanes NMR. 20130707VCIN15SEnes 15131031 201307 07VCIn-1526A70d
Nuckus 1H Number of Transens 16 ongn spect
Ownar nme FOMIE COuNT 32768 Pulss Saguencs zg30
SWieyeical) (Hz) 1233553 Solver DMEC-gE Specoum Offsar(Hz) 3708 4E3
SWBaD W (Hz) 12335.15 TempSramre (d8gree C) 25 0DE

!H NME (600 MHz, DMSO-d ) ppm 691 (d. <1581 Hz 1 H) 696 (s, 1H)713-720 (m. 3 H) 733 -737T(m. 1 H) 739 - 748 (m, 8 H) 751 (d.
JF1581 Hz, 1 H) 7.62 (t, H.gﬁﬁ Hz 5H)768-7.74(m. 2 H)9.92 (. 1 H) 10.18 (5. 1 H)
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Time (sec) 26564 [ comment Dr Mansour DMSO CIN-15304 [ Date 07 Jul 2013 14:16:16 ]

Date Stamp O7 Jul 2013 14:18:18

File Name D:\AAA ResearchiAAA Ongoing\CINN\Spectra\NMRICIN15Senes NMR_20130707\CIN1Ssenes 1513031 _20130707\CIN-1530A\80\id

Frequency (MHz) 600.13 Nucleus 1H MNumber of Transients 18 Origin spect

Original Points Count 32768 Owner nmr Points Count 32768 Pulse Zg30

Receiver Gain 34.04 SWicyclical) (Hz) 1233553 Solvent DMS0-d8 Spectrum Offset (Hz) _3706.040%

Spectrum Type STANDARD Sweep Width (Hz) 12335.15 (degree C) 25.002
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Cin-1531A
LE2015 02:51:28

A mon_Thme 26564 [ comment DrA Mansour DMS0 RAKAMN S1A [ Dare 25 Feb 2015 14:2504

Dare STamp 25 Fieb 2015 14:29:04 File Name EiGoogie DrivelProjectsiCIN-Extens 3\ Rakan RAKAN 514 Td

Frequancy (MHz) 600.13 Nucieus 1H Number of 18 Ongm spect
| Gnginal Poinss Couny 32765 Owner nmp POINTE COUNT ITES Puisa 930

Receiver Gam 2800 Swicyeieai) (Hz) 1233553 Solvent DOMSC-05 Offser{Hz)  37T06.0500

Specirum Type STAMDARD | Sweep Widn (Hz) 1233515 Tamparamure (deqree C) 25.021

1H NMR (600 MHz, DMS0-d ) Sppm 237 - 247 (m, 6 H) 325-332(m. 2 H) 3.52-361 (m. 4 H) 6.88 (d. F16.19H=z 1 H)7.07(s.1H)729-736 (m, 1
H)737-750(m, 5H) 753 (d FI1581Hz 1 H) 7.56 (d F7.53Hz, 2H) 763 (d F715Hz, 2H) 796 (br.5s, 1 H)9.74 (s, 1 H)
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Acquisimon Time (s9¢) 2.5564 [ comment Dr.A.Mansour DMSO RAKAN 15324 [ pare 25 Feo 2015 14:41:52

Dae STamp 25 Fab 2015 14:41:52 Fila Name E/Google Diive'Pro| IN-Extensi |RELaMFAKAN 153241110
| Fregueney MHz) £00.13 Nuelaus 1 Number of Transients 1€ Ornigin spect

OngInal Poinrs Counr 32768 Oowner e Poings count 22768 Pulse 2ga0

Receivsr Gam 3494 Swicyencal 1233553 SoNent DMSO-06 Specrrum OMssTHz) _ 3706.0500

Spacirum Type STANDARD | Swesp Wigin (Hz 1233515 Temperanire (UBgres Gl 25 000

1H NMR (600 Mz, DMSO-d ) 3 ppm 2.58 (¢, J-3.63 Hz, 1 H) 3.26 (q, J~6.02 Hz, 2H) 3.36 (¢, /=5.83 Hz 1 H) 348 (t. /6.21 Hz, 2 H) 6.89 (4 1581 Ez,
1H)7.07 (s, 1 H) 732 (d =753 Hz, 1 ) 7.39 (¢, E753 Hz 2H) 743 (d A715Hz 1 H) 744 - 748 (m. 1 H) 7.52 (4 A15.81 Hz, 1 H) 7.56 (d. =791
Hz 1H) 763 (d /7.53 Hz 1 H) 8.10 (s, 1 H)
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Acgquisimon Tame fsec) 2.5584 [ commanz Dr.A Mansour DMS0 RAKAN 15354 [ Dare 25 Feb 2015 14:20:32
Diate Stamp 25 Feb 2015 14.20:32 Fiig Name EMGgogle Drive'Projecis\CIN-Sxtens| onlSoecira'\RakanRAKAN 153541 1id
Frequency (MHz) 600.13 Nucleus iH Number of Transienis & Origin spect
| Ongingl POINIS CouUNT 32765 Dumer il i POINTs COURT 33768 Puise 230
Receiver Gain 3786 SWieyebeal) {Hz) 12335.53 Soivent DMSOdE Specrum OMse1 (Hz) 37060453
| Speewrum Type STANDARD | Sweep Widzh {Hz) 1233515 Tempsramre jdegres C) 24.993

1H NMR. (600 MHz, DMSO-d ) & ppm 1.14 (br. 5. 6 H) 3.26 - 3.43 (m, 3 H) 6.10 (br. 5., 1 H) 6.89 - 6.98 (m, 1 H) 7.27 - 7.35 (m, 1 ) 7.36 - 7.49 (m, 5 H)
7.52-7.59 (o 3H) 7.60 (d F7.15 Hz, 2 H) 9.98 (br. 5., 1 H}
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Dare STamp 25 Feb 2015 14:22:40 Fila Mama EXGoogle Dive'Pro| \C IN-Extenslon 'RakanRAKAN 153641

| Frequancy MHz) 600.13 Nuelaus 1H Numbsr of Transienes 16 Ongin spect

Opginal Poings Coung  SITES Dumer il 110 Poings Coung A2TES Pulse Sequence Zgol

Receiver Gamn 3766 SWicychcall (Hz) 1233553 Solvent DMSC-dE Specrum OffserfHz)  37T06.0500
| Specirum Type STANDARD Swesp Widih (Hz) 1233515 Temparawre (degrae C) 25000

H NMR (600 MHz, DMSO-d ) 5 ppm 335 (br. 5, 1 H) 3.53 (br.5. 3 H) 619 (s, 1 H) 693 (d. 1581 Hz, 1 H) 7.27- 736 (m, 2 H) 740 - 7.48 (m. 6 H) 7.56
~7.63 (m. 6 H) 10.07 (5. 1 H)
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A mon Time 2 6564 [ comment DrA Mansour DMSO RAKAN 15554 [ Dars 25 Feb 2015 14:56:56

Diare Stamp 25 Fab 2015 14:53:56 Fils Wame Ercangle Dive'DjectsCIN-Extenslor Soecirs Rakan RAKAN 155541 11d
| Frequency MHz) 50013 Nucleus iH Mumber of Transienss _ 1& ongin spect

Qrgingl Poings Count  SITES Dwmner ila1d PoinTs Count 276 Pulse Sequance Zgal

Receiver Gain &7.48 Sicycicai) (Hz) 1233553 Sodvent DMSO-dE Specrum Offser (Hz)  3706.0500

| spscirum Type STANDARD | Sweep Widzh (Hz) 12335.15 Temperaturs (deqree C) 24352

1E NMR (600 MEz, DMSO-d) 5 ppm 1.83 - 187 (m. 18 H) 332 (br. 5., 1 H) 3.37 (¢, J=6.59 Hz 9 H) 3.58 (¢, J6.02 Hz, $ H) 632 (s, 4 H) 6.90 (s, 2 H) 692
(s, 2H) 7.28 - 7.33 (m. 6 H) 740 - 7.47 (m. 24 H) 7.54 (s, 2 H) 7.56 - 7.58 (my, 11 H) 7.61 (d. J=6.79 Hz, 9 E) 10.00 (s, 3 H)
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Cin-1556A
ATR015 DSA040 -

Acquisimon Tame (ssc) 2.6554 [ commenz DrA Mansour DMSO0 RAKAN 15564 [ Dare 25 Feb 2015 14:33:30
Diate Stamp 25 Fab 2015 14:33:30 File Mame E:\zoogle DrivelProjectsCIN-Extenslon Spectra R aanRAKAN 1356A110d
Frequancy (MHz) £00.13 iH Number of Transiens £ Ongin spect
| Onginal Pongs Couny 32765 Qumer e POings COUnT 32763 Pulse Se0UeNCS 2030
Recaiver Gan 4337 SWieyciesi) (Hzh 1233553 Solvent DMSO-0E Specrrum Offser (Hz) 37060500
| Specrum Type STANDARD Swesp Width [Hz) 1233515 Temparaurs (degree C) 24355

H NMR (600 MEz, DMSO-d) 5 ppm 0.90 (t, =734 Hz, 3H) 1.28 - 1.37 (m. 2H) 143 - 1.51 (m. 2 H) 3.17 (g, <678 Hz 2 H) 6,88 (d. 1619 Hz, 1 H)
701(, 1H) 731 ¢t =734 Hz 1 H) 736 - 7.44 (m 3 H) 744 - 748 (m, 2 H) 7.51 (4 A15.81 Hz 1 H) 7.56 (d, J=7.53 Hz, 2 H) 7.62 (d ~7.15Hz, 2 H)

810 (t =583 Hz 1 H) 9.69 (s, 1 H)
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Acquisimon Tame (sec) 5564 | Commant DrA Mansour DMSO RAKAN 155TA | Dare 25 Feb X015 15:03:12

Dare Stamp 25 Fab 3015 15:03:42 Fila Name ENGoogle Drive'iProjecisiCIN-Extenslon.SpecimRakanRAKAN 155TAL R
Fregquancy (MHz) 600.13 Nucleus iH Number of Transienzs 1§ Cirigin spect

OgIng) Poins Count  SITES Owner i1l POiNIs Coung 3ITES Pulsg Zgal

Recalver Gain 8344 SWjcyeical) (Hr) 1233553 Sohvent DMSOHIE Specirum Ofssr (Hz) 37060500

Spacrum Type STANDARD Swesp Width {HT) 1233515 T e rag C) 24 995

1H NMR. (600 ME{z, DMSO-d ) & ppm 0.84 - 0.93 (m, 3 H) 1.11 (d, J=6.78 Hz, 3 H) 1.39 - 1.59 (m, 2 H) 3.81 (dt, /13.93, 734 Hz. 1 H) 686 - 6.94 (m. 2 )
728-734 (m 1H) 739t B7.72 Hz, 2 H) 7.41 - 749 (m. 3 H) 7.52 (4, J=15.81 Bz, 1 H) 7.56 (4 7.91 Hz, 2 H) 7.62 (d, B7.15 Hz, 2 1) 7.84 (d. F8.66

Hz 1H)9.66 (s, 1 H)
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Tame (sec) 26564 Comment Dr.4 Mansour DMSC RAKAN 15504 [ pam 25 Fab 2015 14:50:24
25 Fa 2015 14:50:24

2cts/CINISalo-Clnamamide|Spectra Bls-Cinnamamidei H MM\ SecondEatch-Tabledi-4tContmedCods NMRIRAKAN 1555411

Nucleus 1H Number of Transems 16 Ongn soedt

WL nme Poins Count 32768 Pulss Sequencs 930

SWcycdcar) (Hz) 12335 53 Solen DMSO-6 SpBCTLM O (HZ) 3706 0500

Swesp Wit (Hz) 12335 15 Tempersmys (degres C) 24.997

H NMR (DMSO-d) 5 ppm 10.01 (br_ 5. 1 H), 7.61 (d 715 Hz, 2 H). 7.52 - 750 (m, 3 H), 7.37- 749 (m SH), 7.27- 734 (m, 1 H). 694 (& F1581 Hz,
1H).6.09-620 (m. 1 H),3.55 (br.s.. 1 H), 3.08 (br. 5., 1 H), 2.85 (br 5. 1 H), 1.17 (br. 5., 1 ), 1.12 (br. 5., 2 H)
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Supplementary Information

'H NMR

CIN-15EE, 5

1217/2016 07:00:34 PM

Acquisifion Time (sec) 26584 Comment Dr A.Mansour Acetone Cin-15228 27-3-2012 Date 27 Mar 2013 13:48:24
Date Stamp 27 Mar 2013 13:48:24 [
File Name EAAA ResearchlAAA Ongoing|CINNLS) IN15Gedes NMR 20130707\CIN1Eseries 1513031 20130707\Cin-1522611'id
Frequency (MHz) £00.13 Nucteus 1H Number of Transients __18 Origin spect
Original Points Count 32768 Owner nmr Points Count 39768 Puise 2530
Receiver Gain 108.17 SWeyelical) (Hz) 1233553 Solvent Acetone Spectrum Offset(Hz) 37050483
pectrum Type STANDARD Sweep Width (Hz) 12335.15 T (degree C) 25008

1H NMR. (Acetone) & ppm 8.97 (br. 5.. 1 H), 7.62 - 7.69 (m. 5 H), 7.34 - 7.50 (m. 6 H). 7.30 (s. 1 H). 6.99 (d. =15.81 Hz. 1 H). 4.27 (q. /=7.03 Hz. 2 H), 1.31
(t. =7.15Hz. 3 H)

Cin-15EE.esp VerticalScaleFactor = 1 ? 5
10 I
08
08
o7 MO
= -
5 06 M 7
£ MO3() !
1
® 05 MO8{m)
a " Mo2(a) 28 -
E 04 MD4is) N [ .
32 B =g q <8
By o 5 ]
03 el
ey 5 g
02 MOT7(br. 5.) Ine a8 = -
5 - B8 LA
& =
| L
A J bl
5

T ] 5
Chemical Shift (spm)

This report was created by ACD/NMR Processor Academic Edition. For more information go to www.acdlabs.com/nmrproc/
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Spectra of (1612)

LC/MS
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'H NMR

This report was created by ACD/NMR Processor Academic Edition. For more information go to www.acdlabs com/nmrproc!

2018-10-08 5:34:45 PM
[Fomus ¢ v wo [Av  aeams |
Acoursmon Time (sec] 19268 [ comment DrMustafa E-Am0y Sampie :_CIN-1612_DMSO [oam 06 ADr 2015 10:15:12 |
Dam SEmp 06 ApT 2015 10:15:12 |
Fils Hame E/AAR ResearchiSperrs Reseno ApiZO15/CIn 1512 1712 1S32MUSTAFA CIN-1612_05-04-201520Nd | Froquency (MHz) BSOS
Nugus 1H Wumber of Transisns__20 Gngin spect Ongmal Poins Counr 32768
Owmar nme Poings Couny 32758 Puise Sequences 230 Recaner Gam 10.55
S Wicyehaal) (Hz) 17005 50 Solvert DM50-05 SpecTum Offser jHz) 52500255 ‘Speczum Typs STANDARD
Swesp Wi (Hz) 1700526 Temperamurs (geqres C) _25.001

IH NME. (850 MHz, DM50-d ) & ppm 7.82 - 792 (m, 2H) 7.57 (d. /~830Hz. 3H) 7.50 (t, F7.33 Hz. 2H) 740 (d. /~830Hz 2 H) 7.22-7.32
(m. 3H) 1.60 (s, 3H) 086 (L. }=?2?Hz 2H)

/=N
W4
\'.
H_ff
S/ \__.‘n "I—NH
W ATH
] _in
CIN-15124. 250 VerticalScaleFactor = 1 Mo2(s)

=
& m
£ £
5
% 01003 eI
= 3 o
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H] E - e B5TE
= 0.0503 “X-5 LA T
0.025 i Ay
S 332 247
[ H
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Spectra of (1712)
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'H NMR

This report was created by ACD/NMR Processor Academic Edition. For more information go to www_acdlabs com/nmrproc!

1712

2013-10-06 5:35:14 PM

[Fomua c_s no |FW  3sn4e3n

Acouismon Time (ssc)  1.9268 [ commen: Dr Mustara El-Afaby Sample - CUR-1712 _DMSO [ Dam 08 Apr 2015 10:1928 ]
Daw Smmp 0B Apr 2015 10:19:28 [

Fiks Name E:bAA Ressarch RESENVDINADIIZOISICIN 1612 1712 1S3ZMUSTAFA CUR-1712 DE-04-2015:30ud | Frequency (MHz) 850.15

NuCHUS 1H Numberof TENSKs 20 ongn spact Ongnal Poinas Count 32768

Oumar amr Poins Count 32768 Pulse Sequance 2030 Recener Gain 9.04

| swicycheal (Hz) 17006.80 Soent DMEC-08 Specrum Ofser(Hz) _ 5250.0783 | specoum Type STANDARD

Sweap Width (Hz) 17006.28 Tempermmre (degrea C) 24.953

!HNME. (830 MHz, DMSO-d ) Sppm 9.69 (s, LH) 802 (t. =571 Hz. 1 H) 7.64 (d. =727 Hz. 2H) 7.59-7.62 (m, 1 H) 7.50 - 755 (m, 3 H) 744
STAR (L 3H) TAD - T (m 2H) T34 -739(m 3H)T728-731 (m 1 H)7.00-705(m, 1 H)6.87-6.92 (m. 2 H) 6.73(d. J~1090H=z 1H)
317-321(m 1 H)3.08-3.12(m, 2H) 1.53-160(m, 1 H) 1.44- 151 (m. 2 H) 0.94 (t. /=7.53Hz 1H) 087t ~727Hz 3 H)
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Spectra of (1812)
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'H NMR

This report was created by ACDVNMR Processor Academic Edition. For more information go to www.acdlabs.com'nmrproc/

RAD-312
D5/1/2018 05737 AM
Sampe: RAD-212 DMSO
Formula C_H_CIN.O [Fw  3sagses |
Acquisizion Time (sec] 1.0268 [ Comment DrMhsiaia - — RADS17 DMSO [ Do 08 Apr 2015 112536 |

08 Aor 2015 11:95:35

E Whostafa Alaraby ProsectiCiazolons NMRWME final oxazoloneMUSTAFA RAD-312 08-04-2015.18056 | Frequency (MHz) 850,15
Number of Transients 20 Crigin spect Criginal Points Count 32768
Points Cournt 32788 Pulse Sequence 230 Receiver Gain 10.55
Solvent DiS0-gd Specoum Offser (Hz) 52500283 | Spectrum Type STANDARD
Te re 25.001

IH NMR. (850 MHz, DMSO-d ) & .71 (br. s, 1H), 8.12 (. J=5.71 Hz, 1H), 7.64 (d, J= 830 Hz, 2H), 7.46 - 7.58 (m_ 4H), 7.38 (t, J=7.79 He, 7H), 7.29 -
7.33 (m. 1H). 7.00 (s, 1H), 6.8% (d, J=16.09 Hz. 1H). 3.12 (q. J=6.75 Hz, ZH), 1.49 (sxt, J=7.27 Hz, 2H), 0.88 (t, J= "E"sz 3H)
P

= NH &
o
RAD-312esp VerticalScaleFactor = 1 mMalH
g
04 ?
.-?E-; 3
£ 03 MIZsa) g
£ 023 M11ibr. 5.} 2 =
B £ 8135,
<01 7 BL_jI¥
4 } AN —
0 104 218 312
o H H

10.5 100 os 0o

1BC NMR

This report was created by ACD/NMR Processor Academic Edition. For more information go to www.acdlabs.com/nmrproc/

RAD-312
20002018 B:33:47 AM
Dr.Mostafa Sample ; RAD-312  DMSO
Formula C_H_CIN.O [Pw wasses |
Acquisigien Time 06422 [ Comment DrMestafa Sampie | lRP.D—BIZ DMSO [ Dare 20 Apr 2015 08:04:48

20 Apr 2016 00:04:48
E:\Projects\Mostafa iectiOxazoloneCnazolone NMRIWMR final oxazolone! 13 CNMR New 18-4-2018\MUSTAFA RAD-312 19-04-2018\80d
Hugleus 13C Humber of Transients 2306 Origin spect
Owner e Points Count ] Pulse Sequence 20pa30
| SWicydlical) (Hz) 5102041 Solvent DMSC-dE Spectrum Offset (Hz) 21201 5377
Sweep Widih (Hz) S1MBES Te Ture ree C) 25 000

3C NMR (214 MHz, DMSO-d ) 3 165.1, 1645, 138.7, 1343, 133.8, 1304, 120.5, 129.4,129.2, 1287, 1286, 127.0, 122.4,41.1,30.8, 30.7, 39.6, 39.4, 30.3,

392,224,115
N
]

Rad-312.esp VerticalScaleFactor = 1 M1Bis) OS5}
MiTis) MO7(s)
_,E M1IB|:s:| MOgis)
E MIg(s) M1Ds) MO2s)
5 X Gt
£ MZ1(s) Mzpisy MIAGs) Egas M2s) MOE
Z i
2
0056
0025

Spectra of (1912)
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This report was created by ACDVNMR Processor Academic Edition. For more information go to www.acdlabs.com/nmrproc!

RAD-313
D511/2018 10:04:00 AM
DrMustafa Sample - RAD-313  DMS0 PROTON DMSO {D:\Magdy] nrmr 32
Formula C_H N.O_|FW 3044378 |
isition Time {sec) 2.8564 [ Commen: DrMustsfa Sampie : RAD-312  DMS0 PROTON DMSO {0xMandyl nmr 32
Dare 18 Jun 2015 161844 | Date Stamp 18 Jun 2015 18:19:44
E:\Meostafa Al ProjecfiOxazolons NMREINMR final oxazoloneMUSTAFA RAD-313 18-08-2015.10Fd Freguency (MHz]  600.15
HNumber of Transients 32 Origin spect Owiginal Poinzs Counr 33783
Points Count 3I7EB Pulse Sequence zg30 Receiver Gain 144 00
Solvent DMS0-df Specoum Offser (Hz) 37081750 Spectrum Type STANDARD
Te e ree C}.25.000

1H NMR. (600 MHz, DMSO-d ) 3 9.62 (s, 1H), 8.12 (t, J=5.65 Hz, 1H), 7.51 - 7.62 (m, 4H), 745 (d. J=15.43 Hz, 1H), 7.38 (t, J=7.72 Hz, 7H), 7.28 - 7.33
(m. 1H), 7.02 (d, J=8.66 Hz, 3H), 6.97 (s, 1H), 6.72 (d. J= 15.81 Hz, 1H), 3.81 (s, 3H), 3.11 (. J= 6.40 Hz, 2H), 148 (sxt. J=7.30 Hz, 2H), 0.87 (t. J=
7.34 Hz, 3H)

FEPE b VerticalScaleFactor = 1
£ 1
E 0104
r 3 M]i:s]
3 0.05 F
: |
1.00
d

"ds 100 @5 @0 | 85 | 80 | 75 70 65 | 80 85 50 | 45

1BC NMR

This report was created by ACDVMMR Processor Academic Edition. For more information go to www.acdlabs.com/nmrproc!

RAD-313
2010912016 5:34:14 AM
Dr.Mostafa Sample ; RAD-312  DMSO
Formula C_H NO_|FW 3644375 |
Acquisiton Time [ Comment Dr.Mostafa Sample ; RAD-313  DMSO [ Dare: 18 Apr 2018 20:25:20
2018 20:25.20
1 jectiOnarolone\Cnazolone NMRINMR final oxazolonel 13 CNMR Mew 18-4-2018\MUSTAFA RAD-313 12-04-2018300id
13C HNumber of Transients 3500 Drigin spect
Owner nmr Points Count 32768 Puise Lence 2opa30
| Sw¥icyclical) (Hz) 5102041 Solvent DMS0-d6 Spectrum Offser (Hz) _ 21289.1206
Sweep Widrh (Hz) S101B.85 Te e ree C) 25000

13C NME. (214 MHz, DMS0-d ) § 165.1. 164.9, 160.6, 139.7, 134.4, 130.7,129.4, 1293, 128.6, 1285, 127.3, 126.6, 119.0, 114.5, 554, 41.0, 39.8,39.7,

396,394, 393, 302 224 11.
NNH 0
g b‘@
e
MOS(s)

Fad-313.2s0 VerticalScaleFactor = 1 Migis) 5

Migis) MOT(s)
E M20s)  Mi2(s) MDg(s)
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F M2dis) M21is) = g :3 -1 & ® é, 2
2 & T 8 - S8

[ |

o0
Chemical Shift {ppm)

Spectra of (2012)
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This report was created by ACDVNMR Processor Academic Edition. For more information go to www.acdlabs.com/nmrproc!

RAD-314
02102016 8:30-24 AM
E-Araby Sample . RAD-214 DMSO
Formula C_H NO_[PW 484 |
Acquisition Time 1.8268 [ Comment Dr Mustza . RAD-314 DMSO [ Dare 08 Aor 2015 10:73:44
0B Aor 2015 10:25:44
E:\Mostafa Alaraiby Project\Ovazolons NMRINMR final oxazolone MUSTAFA RAD-314 06-0+-20154060 | Frequency (MHzl B50.15
Number of Transients 20 Origin spect Original Poinzs Coun: 32785
Points Count 32768 Pulse Sequence 23D Receiver Gain 004
Solvent DMS0-d6 Spectrum Offser {Hz) _E050 0283 [ Specarum Type STANDARD
Te e ree C) 25.000

1H NMR. (850 MHz, DMSO-d ) 3 9.65 (br. 5., 1H), £.11 (t, J=5.45 Hz, 1H), 7.49 - 7.57 (o 3H). 7.46 (d, J=15.57 Hz, 1H), 7.34 - 7.43 (m, 3H), 7.28 - 7.34
(m. 2H), 7.26 (d, J=7.78 Hz. 1H). 6.95 - 7.03 (m. 1H), 6.82 (d. J=15.57 Hz, 1H), 3.11 (td, J=6.68, 13.10 Hz. 2H), 1.48 (qd, J= 7.07, 14.08 Hz. 7H), 0.84 -
0.90 (m, 3H)

RAD-314.esp WerticalScaleFactor = 1
MO4(a)
F 04 MO7iem)
E 0.3 _m'?l'd:l
£ 2] Mizprs) ML MOSE)
2 014 gg ::Rﬁﬁgifmgag
: rhoorrons
) ] 17 e
053 028087 047402230271 L1067
I N O IV
B - S S - " T S R R Y S B R S R
Chemical Shift (ppm)

This report was created by ACIVNMR Processor Academic Edition. For more information go to www.acdlabs.com/nmrproc!
RAD-314

200072016 B:34:47 AM
Dr.Mestafa Zample ; RAD-314  DMSO

Formula C_H NO_[FW 3484382 |

A Time D.5473 [ commen: Dr.Mostafa Sample ; RAD-314  DMSO [ Dare 18 Apr 2016 23:07:28 ]

inal cxazolone’ 13 CHMR Mew 18-4-2018MUSTAFA RAD-314 19-04-2018W0Mid

Humiber of Transients 3500 Oirigin spect
e Poinis Count 32768 Puise Sequence 2gpa30
5102041 Solvent DMS0-df Spectrum Offser (Hz)  21300.2300
Sweep Widh (Hz) 5101885 T e ree C) 25 006

13C NMR. (214 MHz, DMSO-d ) 3 165.2, 164.9. 140.1, 139.8. 134.4. 132.1. 130.6, 129.8, 129.4, 128.7, 127.9, 127.5, 126.9, 120.6, 41.1, 39.8. 39.7, 39.6,
39.4,393.392,22.5 21.1. 11.

Fad-3i4.esp WerticalScaleFactor = 1 MiT(s) MOG(s)
7 |
Mi3{s) Ma7(s)
& MBis) MOs(s)
':E M2is)  Mifis) MB(s) M)
& M23s) M21(s) T
H m Mzz M1z z: e g MO2(s) MOT(s)
: s) (s} Lﬂf_l
0.03
0.0z
001

220 20 200 180 180 1y0 180 150 140 130 120 110 100 @ 8O 70 60 50 40 3 20 W 0 -0 20
Chemical Shift (ppm)

Spectra of (2112)
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This report was created by ACD/NMR Processor Academic Edition. For more information go to www.acdlabs.com/nmrproc/

RAD-315

DE/M1172018 7-51-53 AM
Sample: RAD-215 DMSO

Formulac H NOS[FW 0433 |

A Time 19268 [ Comment Dr Mustata El- - RAD-315_DMSO [ Dae 08 Apr 2015 10,5236 ]
D8 Apr 2015 10:53:38

ProjecfiDuazolons NMRNMR final cxazolons MUSTAFA RAD-315_DB-04-2015110Ed | Frequency (MHz) B50.15
Number of Transients _20 Origin spect Original Points Count 22768
Points Count 32788 Pulse Sequence 2530 Receiver Gain 1055
Solvent DMSC-g8 ‘Specium Offset [Hz] _£250.0252 [ Spectrum Type STANDARD
Te re 25,001

1H NMR (850 MHz, DMSO-d ) 3 9.65 (s, 1H), 8.10 (t, J=5.71 Hz, 1H), 7.61 - 7.68 (m, 2H), 7.53 (d. J=7.79 Hz, 2H), 7.43 (d, J=3.11 Hz, 1H), 730 {t, J=
7.79 Hz, 7H), 7.28 - 7.33 (. 1H). 7.14 (dd. J=3.37. 4.93 Hz 1H), 6.99 (s. 1H), 6.62 (d, J=15.57 Hz, 1H), 3.11 (q. J= 6.75 Hz, 2H), 1.48 (sxt, J= 727 Hz,
2H), 0.87 ¢t, J=7.53 Hz. 3H)

E:Mostafa Al

/"HVNH o 5
= NNJJ\/\”/“
L4
RAD-315.25p VerticalScaleFactor = 1 o)
1.004 "
. M1 1(m) MD3(dd)
£ 075 M) M1t
- i d) MIS(=IMO4(d) i 3
£7 Mize) Mim zmﬂ} S e 8s
Aoy natac, 205 L e
-2 i * 525 .
0 7 55 SRIERT T o3 af st
03 1 . . , S B
a1 1001622040622 12 1.13088 1040 85 220 221 az
u oo [V T M ™ i i
T T T T T T T T T T T T T T T T T T T T T T
W5 oo os oo &s a0 78 | 70 | 85 | &d | &5 | &0 | 45 | 40 ' 35 a0 | 28 20 18 10 08 8
‘Chemical Shift {ppm)

This report was created by ACD/NMR: Processor Academic Edition. For more information go to www.acdlabs.com/inmrproc!

RAD-315
Z20M9/2016 8:35:12 AM
Dr.Mostafa Sample: RAD-315  DMSO
Formula C H NOS[FW 042 |
Acquisiton Time 0.5423 [ Comment Dr.Mostafa . RAD-315 DMSO [ Dare 20 Apr 2018 01:48:33 ]
20 Apr 2018 01:48:36
E:\Projects\Mostafa Alaraby ProjectiCnarolone!iChazolone NMRINME final oxazolone’ 13 CHMR New 18-4-2018\MUSTAFA RAD-315 18-04-20 1850 id
Mucieus 13C Mumber of Transients 2500 Qg spect
Cwmer 1011 4 Points Count ] Fulse Seguence Zgpg30
| SWlieyelical) (Hz) 5102041 Solvent DMSC-d6 m Offser 21203 B125
Sweep Width (Hz) 5101885 Temperazre {degree C) 25.000

I5C NMR (214 MHz, DMSO-d ) 3 165.0, 164.4, 130.8, 1343, 133.0, 1313, 1305, 129.3, 1286, 1286, 1285, 1285, 1269, 1203, 41.0, 39.8, 39.7, 3056,
39.4.39.3,392,224, 115

Rad-215.e5p VericalScaleFactor = 1 MiTis) MOGs)
M1g(s) MOT(s)
b M1dis) MOE(s)
s e0s) MD2s)
£ MZ2is) M11(s) cg9=n )
] ME3s) M2s) 3' Ming) g-_g azg  MEE o
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IH NMR
2212
10/4/2018 11:13:25 PM
Dr.Mostafa Sample : RAD-321 DMSO
Acquisition Time (sec) 1.89288 Comment Dr.Mostafa Sample : RAD-321 DMSO Date 14 Feb 2017 12:26:38 ‘
Date Stamp 14 Feb 2017 12:20:36
File Name E:\GeogleDrive 2018\Shuttie\MOS-Final-Sep2018\Raw Data for IOSTAFA RAD-321 14-02-2017\10Vid
Frequency (MHz) B850.15 Nucleus 1H Number of Transients 84 Origin spect
Original Points Count 32768 Owner nmr Points Count 32788 Pulse Sequ zg30
Receiver Gain .04 {Hz) 17008.80 Solvent DMSO-d8 Spectrum Offset (Hz)  5250.0283
Spectrum Type STANDARD Sweep Width (Hz) 17006.28 (degree C) 25 D00

THNMR (DMSO-d ) 8ppm 9.68 (s, L H). 8.12 (s, 1 H), 7.56 - 7.67 (m. 4 ). 7.50 (d. /=16.09 Hz, 1 H), 744 - 7.47 (. 2 H). 742 (. /=7.78 Hz, 1 H). 7.3 (s,

J=8.82 Hz, 2H). 7.01 (s, 1 H). 6.86 (d. /16.09 Hz. 1 H), 3.12 (q. /6.75 Hz, 2 H), 1.45 - 1.52 (m, 2 ), 0.87 (t. =7.53Hz. 3

MOSTAFA RAD-321 14-8E3fthiERakeFactor = 1
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Spectra of (2312)
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This report was created by ACD/INMR Processor Academic Edition. For more information go to www.acdlabs.com/nmrproc/

RAD-322
D8/11/2018 7-58-08 AM
Sample: RAD-322 DMSO
Formula ¢_H_CIFN.O [Aw  mseamt
Acguisigon Time [ Comment Dr.MusmiaE%[Sﬂe: RAD-222 DMSO [ Dare 08 Apr 2015 10:45:04 |
2015 10:45.04

ProieciChazolons MMRNMR final oxazoloneMUSTAFA RAD-322 DE-04-2015\00%d | Frequency (MHz)  £50.15

Number of Tansiens 20 Origin spect ‘Original Poings Count 32768

Poinzs Count 32768 Pulse Sequence 2030 Receiver Gain 10.55

Solvent DMSC-d6 Spectrum Offser (Hz] 5050 0283 Spectrum Tyre STANDARD

Temperature (degrea C) 25 000

IH NMR (850 MHz, DMSO-d ) 5 9.69 (s. 1H). 8.12 (t. J=5.71 Hz, 1H), 7.64 (d. 7= 830 Hz. 2H). 7.60 (dd. J=5.71. 8.82 Hz. 2H). 7.46 - 7.55 (m. 3H), 7.21
-7.25 (m. 7H), 7.01 (s, 1H), 6.35 (d. J= 16.00 Hz, 1H), 3.1 (q, J= 640 Hz 2H), 148 (sxt. J=7.27 Hz. 2H), 0.87 (t, J= 7.27Hz 3H)
P

T

RAD-322.esp VericalScaleFactor =1 wozym)
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13C NMR

This report was created by ACD/NMR Processor Academic Edition. For more information go to www.acdlabs.com/nmmproc!

20/00/2016 B:35:42 AM
Dr.Mostafa Sample : RAD-322 DMSO
Formula ¢_H_CIFN.G! [FPw  aeaesti |
Acquisition Time [ Commen Dr Mostafa Sample : RAD-322 DMSO [ Dare 10 Aor 2016 12:53:04 ]
jectiOxazoione\Cxazolone NMRINMR final oxazolone\ 13 CHMR. New 16-4-2016\MUSTAFA RAD-322 18-04-2018\150'd
MNucleus 13C Mumber of Transients 2384 Origin spect
Crwerver nmr Points Count 32788 FPulse Sequence Z0pg3l
[ SWicyclicall [Hz) 5102041 Solvent DMS0-68 Spectrum Offset (Hz] 21202 9530
Sweep Width (Hz) 51018.85 Te €] 25.000

13C NMR (214 MHz, DMSO-d ) 3 164.9. 164.4. 138.7, 1343, 1337, 1315, 1309, 1301, 120.5.120.2. 1259, 1224, 1156, 115.5, 41.0. 39.8.39.7. 39 6.
39.4,393,392,224, 115

Fad-320 eso VerticalScaleFactor = 1 MiBs) MOs)
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g e “has) BEBTEE Lo MO
% (=] :

220 210 200 100 180 170 160 150 140 130 20 110 100 S0 & O 80 50 40 3 220 0 O -G 20
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Spectra of (2412)
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This report was created by ACD/NMR Processor Academic Edition. For more information go to www.acdlabs.com/nmrproc/

RAD-323

02/11/2018 8:02:57 AM
ustata Sample - RAD-323  DMSO PROTON DMSO {D:Magdy) nmr 26

[Formuiac_H PO [FW 3324280 |

Acquisigon Time (sec] 28564 [ comment DrMustafa Sample . RAD-323 DMS0 PROTON DMSO {D: \Magdy} nmr 26
Date 18 Jun 2015 15:47-44 Dare Szamp 18 Jun 2015 15:47:44
File Name E-\Miostafa Alaraby ProsctiCiazolons NMEINME final msaznloneWUSTAFA RAD-223 16-06-201510%0 | Frequency (MHzl  6D0.15
Nucleus 1H Number of Transients 32 Crigin spect Original Points Courr 32763
Orwrmer nmr Points Count 32768 FPulse Sequence 2530 Receiver Gain 128.00
[ SWicyclical] (Hz) 17935 53 Solvent DMSC-d6 Spectrum Offser (Hz]  3708.1750 Spectrum Type STANDARD
5 Wt 12335.15 Te e ree C) 25.000

1H NMR. (600 MHz, DMSO-d )  9.61 (s, 1H), 8.12 (t, J= 5.63 Hz, 1H), 7.56 - 7.61 (m, 4H), 7.45 (4. J=15.81 Hz, 1H), 7.20 - 7.26 (m, 2H), 7.02 (d, J=
8.66 Hz, 2H). 6.98 (s, 1H). 6.71 (d. J=15.81 Hz, 1H), 3.81 (s, 3H). 3.1 (q, J= 6.65 Hz, 7H), 148 (sxt. J="7.30 Hz. 7H), 0.87 (1, J="7.53 Hz, 3H)
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13C NMR

This report was created by ACDVNMR Processor Academic Edition. For more information go to www.acdlabs.com/nmrproc/

RAD-323

20/00/2016 B:36:00 AM
Dr.Mostafa Sample : RAD-322  DMSO

[Formula c_H FMo [FW 38324280 |
|

Acquisidon Time (sec) 05422 |Com||ent Dr.Mostafa Sample : RAD-323  DMSO I Diare: 18 Apr 2016 10:15:12
Dare S@Emp 10 Apr 2018 10:15:12
File Name: E:\Projects\Mostafa Alamby ProjectiOxazoione!Chazclone NMRWNMR final oxazolone! 13 CHMPE. Mew 18-4-2018MUSTAFA RAD-327 13-04-2018\1 10'fid
| Frequency [MHz) 21377 Hugdeus 13C Mumber of Transients 604 Owrdggin spect
Oviginal Points Count 32733 Owmer f1511 4 Points Count 3376 Pulse uence 30
Receiver Gain 165,63 | Swlcyclical) (Hzl 5102041 Solvent DMSC-do Spectrum Offset (Hz) 21225 3081
Spectrum Type STANDARD Sweep Width (Hz) 5101885 Te {degree C) 24 000
13C NME. (214 MHz, DMSO-d ) ¢ 165.1, 164.9, 160.7. 139.9. 131.5. 131.0, 130.4, 129.5, 127.3, 1256, 119.0, 115.6, 115.5. 114.6, 55.4, 41.0. 39.8, 39.7,
396,394.3903,302 224 11.
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Spectra of (2512)
H
Q)
/ N /
H
F
LC/MS
Intens.
x1073
20
157
1.0
0.5
-I T T T T T T T T T T T T
0 2 4 6 8 10 Time [min]
[—— 009-1001.D: BPC 50.0-610.0 +All MS |
Intens. | i
] 308.1 +MS, 4.7min #523
367.2
2_
T 234.0 . 4252 4754
x107 - +MS2(308.1), 4.7min #524
1 145.0
+ 117.1 2619 o
x107 +MS2(367.2), 4.7min #525
2 308.0
0 _|||||||’|||
50 100 150 200 250 300 350 400 450 500 mz

704

65

% Transmittance

60+

55+

454
404

T o - T
4000 2500

Wavenumbers (cm-1)

B65T

.89

667.83

500



Supplementary Information

'H NMR

This report was created by ACDVNMR Processor Academic Edition. For more information go to www.acdlabs.com/nmrproc!

RAD-324
DEA12018 3:11:51 AM
DrMustais E-fraby Sample : RAD-324 DMSO
Formula C_H _FNO_[FW 296428 |
Acquisition Time (see) 18255 [ comment DrMustsfa EkAraby Sample . RAD-324 _ DMSO [ Dare 08 Apr 2015 11:2120 |

08 Apr 2015 11:21:20 I

E:Mostafa Alarsiby ProjectiDrazolons NMEINMR final oxazolone MUSTAFA RAD-324 0604201517060 | Frequency (MHz) £50.15

1H Nurnber of Transienss 20 Origin spect Original Poinzs Count 22756

nror Poinzs Count 20768 Puise Sequence 2030 Receiver Gain oDt
17006.80 Solvent DMS0-d6 Spectrum Offser (Hz] 52500283 [ Spectrum Type STANDARD
17006.28 Tempersture (deqree C} 25 001

1H NMR (850 MHz, DMSO-d ) & 0.64 (s, 1H), 8.1 (t, J=75.71 Hz, 1E), 7.60 (dd, J=5.71, 8.82 Hz, 2H), 748 - 7.53 (m, J="7.78 Hz, 2H), 7.46 (d, J=16.09
Hz. 1H). 7.25 - 7.28 (m. J=2830 Hz. 2H). 7.20 - 7.25 (m. 2H), 7.00 (s, 1H), 6.81 (d, J=15.57 Hz, 1H), 3.12 (q. J= 6.75 Hz. 2H), 2.35 (s, 3H), 148 (sxt, J=
7.27 Hz, 2H), 0.87 (t, = 7.27 Hz, 3H)

RAD-324.esp VericalScaleFactor = ¥09(d) | Mazs) Mo
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1BC NMR

This report was created by ACD/NMR Processor Academic Edition. For more information go to www.acdlabs.com/nmmproc/

RAD-324
20002016 8:36:44 AM
Dr.Mostafa Sample : RAD-324  DMSO
[Formuiac_H Fno [Fw 3884285 |
Acquisition Time (see) 0.8472 [ Comment DrMostafa Sample : RAD-324 DMSO [ Dare 18 Apr 2018 12:12:32 ]
Date Smmp 18 Apr 2016 12:12:32 I
File Namme E:\FrojectsiMostafa jectCraznione! Chaolons NMRINMR final oxazolonet 13 CNMR New 18-4-2018\MUSTAFA RAD-324 18-04-201510dd
| Frequency (MHz) 21377 Mueleus 130 Mumber of Transients 1464 Origin spect
Original Poirts Count 32733 Owner [0 8 Poings Count 22768 Puise Sequence Zgpg 30
Recsiver Gain 185,02 SWeyclical) (Hzl 5102041 Solvent DME0-dé Offset (Hz) 212038125
| Spectrum Type STAMDARD Sweep Widrh (Hz) S101B.85 Temperamwre (degree C) 25 002

13C NMR. (214 MHz, DMSO-d ) & 165.0, 164.8, 1400, 139.7, 132.0, 131.5, 131.0, 1303, 129.7, 127.8, 125.7, 120.5, 115.6. 115.5, 41.0, 39.8, 39.7, 39.6,

304,393,302 224 211.11.
A

Fac-324 2sp VerticalScaleFactor = 1 MT7(s)
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Spectra of (2612)
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This report was created by ACD/NMR Processor Academic Edition. For more information go to www.acdlabs.com/nmrproc!

RAD-325
18022017 10:53:56 AM
Dr.Mostara Sampie © RAD-325 DMSO
Formula ¢_H FNOS [FAw  sseszse |
isimon Time (see) 15255 [ comment DrMostafa Samgle : RAD-325 _DMSO [ pame 14 Feb 2017 12:36:08

14 Fed 2017 12:36:08

E:\PIoiects MOSIaTa ALrE0Y PORCTCNAZHONS\Aad 355 new aMNeEWOSTAFA RAD-325 14-02-201712010 | Frequency (MHz) 850,15

1H Number of Transients &4 ongn spact Onginal PomTs Count 33768

nmr Poinzs count 32788 Pulss Ssquance 2030 RecsIver Gain 1055

1700660 Solvent DMEO0-05 Specorum OfseT (Hz) $250.0283 Spacrum Typa STANDARD

1700623 Tempsrature (gegree ¢} 25.001

TH NMR (850 MHz, DMSO-d ) 6 9.63 (s, 1H), 8.11 (t, J=5.71 Hz, 1H), 7.61 - 7.68 (m_ 2H). 7.58 (dd, J=15.97, 8.04 Hz, 2H), 743 (d, J=3.11 Hz, 1H), 7.23
(t. J=836 Hz, 2H), 7.11 - T.I%{m, 1H). 7.00 (s, 1H). 6.60 (d. J=15.57 Hz, 1H). 3.11 (g. J=640Hz 2H), 148 (=xt. J=7.27Hz. 2H). 0.87(t. J=T733 Hz,
3H)

Nglif\o
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This report was created by ACD/NMR Processor Academic Edition. For more information go to www.acdlabs.com/nmmproc/

RAD-325
500812016 2:04:21 FM
Dr Mestafa Sample : RAD-325  DMSO
Formula ¢_H FN.OS [Av a4 |
06423 [ Comment Dr Mostafa Sample * RAD-325  DMSO [ Dare 1 Ace 2016 08:47:28 ]

10 Ar 2018 09:47:28
E\ProjectsiMostafa

inal cxazolone! 13 CNMP New 18-4 I018IMUSTAFA RAD-305 13.04 2018100'd
Nucleus 13C Number of Transients 1830 Crigin spect
Ohwerver nmr Poings Count 32788 Pulse
| SWieyelicall (Hz) 51020.41 Solvent DMSC-d5 Spectrum Offser (Hz) 212884804
Sweep Width (Hz) 51013.85 Te €} 25.000

13C NMR (214 MHz, DMSO-d ) 3165.0, 164.4, 139.8. 133.1. 1316, 1315, 131.4, 1309, 130.2, 1286, 1285, 1263, 1259, 1203, 41.0, 39.8. 39.7, 306,

39.4,393,392,224 115
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Ef Jl\f\/s
NH lj
;

Rad-225notgoodesp  yeticalScaleFactor = 1 MB(s) MOS(s)
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Spectra of (2712)
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'H NMR

This report was created by ACD/MMR Processor Academic Edition. For more information go to www.acdlabs.com/nmrproc/

08/11/2018 8:20:21 AM
DrMustafa Sample © RAD-331  DMSO PROTON DMSO {D:\Mapdy) e 34
Formula C_H_NO_|PW  2r74764 |
s . [ Comment Dr.Mustafs Sample - RAD-331  DMSO PROTON DMSO [D:\MWagdy} nmr 34
Dare 18 Jun 2015 16:30:24 Dare 13 Jun 3015 16:30:24

Daze Stamp
ProjechiChamolone NMEINME final cxarnlone MUSTAFA RAD-331 16-06-2015.10d | Frequency MMzl 60015
Number of Transienzs 32 Origin spect Original Points Counr 32768
Paints Count AITEE Pulse Sequence 2530 Recsiver Gain 12800
Soivenr DMS0-d6 Specirum Offser (Hz) _ 3706.1750 Specrum Type STANDARD
T: mure ) 25.000

IH NMR (600 MHz DMSO-d) 9.51 (s. 1H). 7.91 (t. J=5.84 Hz. 1H). 7.63 (&. J=7.15 Hz. 2H). 7.45 - 7.52 (m. 3H). 7.40 - 7.44 (m. 3H). 7.04 (5. 1H), 6.90
(d.J=1581 Hz, 1H), 6.70 (4. J=9.03 Hz. 2H), 3.07 - 3.14 (an. 2H), 2.92 (s, 6H). 1.46 (sxt, J=7.23 Hz, 2H), 086 (t. /= 734 Hz, 3H)

E:\Mostafa Al

RAD-231.esp VerticalSealeFactor = 1
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1BC NMR

This report was created by ACD/NMR Processor Academic Edition. For more information go to www.acdlabs.com/nmrproc/

RAD-331

25/00/2016 2:12:54 PM
Dr.Mestafa Sample | RAD-331  DMSO

Formula C_H_NO_[PW 2774704 |
Acquisition Time (sec] 06423 [ Commenr &.Mmagmzlnmam DMS0 [ Dare 20 Agr 2016 10:4820

20 Apr 2018 10:48:20
E:\ProjectsiMostafa inal cxazolonel 13 CNME New 18-4-2016MUSTAFA RAD-331 109-04-20164100'fid
Nucleus 13C Number of Transients 3007 Origin spect
Owmer nmr Poings Count 32783 Pulse
| SWicyelical) (Hz) S1020.41 Solvent DMS0-g8 Specrum Offser (He) 213002813
Sweep Width (Hz) 51018.85 Temperature (deqgree C) 24 002

13C NMR. (214 MHz. DMSO-d ) & 169.6. 168.0, 1425, 141.1, 135.8, 134.7, 131.2, 129.3. 129.0, 128.7. 128.1, 127.5, 126.3. 111.0, 41.6, 40.7. 39.8, 39.7,

396,394 393,392 223 11.
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Spectra of (2812)
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'H NMR

This report was created by ACDVNMR Processor Academic Edition. For more information go to www.acdlabs.com/nmrproc/

RAD-332

08/11/2016 &:27-20 AM
DrMustafa Sample - RAD-332  DMS0 PROTON DMSO {D:Magdy) nme 15

Formula C_H_CIN O [Av sness ]

i [ comment Dr Mustafa Sample - RAD-337  DWMS0 PROTON DMSO0 D Magdhd nmr 15
Diare 1B.|Lr| 2015 14:52-18 Dare Stamp 13 Jun 2015 14:52:16
Frequency MHz)  £00.15

E-\Mostafa Al Proeciitharolone NMRINME final oxazoloneMUSTAFA RAD-323 180820 15.10%d
MNumber of Transients 32 Origin spect Original Points Counr 32788
Pulse Receiver Gain 128.00

Puoints Cournt 32788 Sequence zp20
Solvent DMS0-d8 Spectrum Offser (Hz)  3706.1750 Specrum Type STANDARD

1H NMR (600 MHz, DMSO-d ) & 9.53 (s, 1H), 7.92 (t, J= 6.02 Hz, 1H), 7.63 - 7.68 (m. J = 8.66 Hz, 7H). 7.52 - 7.55 (m. J=8.28 Hz, 2H), 7.50 (d. J= 15.81
Hz, 1H), 7.39 - 7.44 (m. J—9.03 Hz, 2H), 7.04 (s, 1H). 6.90 (d, J— 15.81 Hz, 1H), 6.67 - 6.72 (m, J— 9.03 Hz, 2H), 3.10 (q J— 6.40 Hz, 2H), 2.93 (s, 6H),

1.46 (sxt, J=7.23 Hz, 2H), 0.86 (t, J=7.34 Hz 3H) - o
P
MJ\WO\
o

-
RAD-332 esp VerticalScaleFactor = 1 M)
MO2(d) MO3(s)
P M1Z{)MOBm{paral) 2
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1BC NMR

This report was created by ACIVNMR Processor Academic Edition. For more information go to www.acdlabs.com/nmrproc/

RAD-332
25/00/2016 3:08:37 PM
Dr.Mostafa Sample ; RAD-332 DMSO
Formula C_H_CIN.O [ stz |
i 0.8423 [ comment Dr.Mostafa . RAD-332 DMSO [ Dare 20 Apr 2018 07:13:52 |
20 fpe 2018 071352
araby ma:'.omm'nm.-p NMP'NMR final cxazolonel 13 CNMR. New 18-4-2015MUSTAFA RAD-337 10-04-2018706d
Nucleus MNumber of Transients 3500 Oirigin. spect
Owmer nmy Points Count 22768 Pulse Sequence 2opa 30
[ Swicyelical) (Hz) 5102041 Solvent DMS0-d6 Spectrum Offset [Hz] 21285 0973
Sweep Width (Hz) 5101865 T ture (degree C) 25 001

13C NMF. (214 MHz. DMSO-d ) § 166.5, 163.1, 140.1, 137.9, 134.6, 1334, 131.2, 1294, 1293 1288, 128.6, 128.2, 1278, 127.5,41.3, 405, 39.8, 39.7,

396,394 303,302 324 11.
P a
S jﬂj\/\O\y
N
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Spectra of (2912)
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'H NMR

This report was created by ACDVNMR Processor Academic Edition. For more information go to www.acdlabs.com/nmrproc/

RAD-333
DE/11/2018 3:30:41 AM
Mustafa Sample - RAD-X23  DMS0 PROTON DMSC {D:\Magdy} nmr 18
Formula C_H_NO_[PW 4075054 |
Arquisizion Time 26564 [ comment Dr.Muststa Sample - RAD-333 DMSO PROTON DMSO {D-\Magdvl nmr 16
Dare 18 Jun 2015 15:407-12 [ Dare Szamp 18 Jun 2015 15:07:12
E-Mostafa Al ProjecfiChazolons NMRINMR final cxazolone'MUSTAFA RAD-333 18-08-201510%d Frequency (MHz) B00.15

Humber of Transients 32 Origin spect iginal Poings Count 32753

Points Count 32768 Pulse Sequence 2030 Receiver Gain 128.00

Solvent DMS0-d6 Spectrum Offser (Hz] 37061750 Spectrum Type STANDARD

Te e ree C) 25000

IH NMR (600 MHz, DMSO-d ) & 9.41 (s, 1H), 7.88 (t, J= 3.83 Hz, 1H), 7.58 (d, J=9.04 Hz, 7H), 740 - 747 (m, 3H). 7.01 - 7.04 (m_ 3H), 6.75 (d, J=
15.81 Hz. 1H), 6.69 (d, J= 9.(513 Hz, 2H). 3.81 (s, 3H). 3.10 (q. J=6.40 Hz, 2H), 2.92 (s, 6H), 1.46 (sxt, J=7.30 Hz, 2H), 0@6 t. J=T7.34Hz 3H)
P

~ L"A@v
e
RAD-333.esp VerticalScaleFactor = 1
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13C NMR

This report was created by ACD/NMR Processor Academic Edition. For more information go to www.acdlabs.com/nmrproc/

RAD-333
DEDAE018 3:18:33 PM
Dr Moustafa Sample - RAD-333  DMSO
Formula C_H NO_|PW 4075053 |
Acquisition Time 08473 [ Comment DrMousi=ia Samgle - RAD-333 _DMSO [Da 22 Apr 2016 054532 |
27 Apr 2016 05:48:32 I

jectiCxarolone!Chazolons NMRINMR final cxazolone! 13 ChMR New 18-4-20 18\MUSTAFA RAD-333  21-04-20182006d

E:\Projects\Mostafa
HNucleus 13C Number of Transients 12283 Origin spect
Owner 1011 4 Points Count 32763 Pulse Sequence Zgog30
SWeyelical) (Hz) £1020.41 Solvent DMSO-d8 Spectrum (ffser{Hz) 21288 (073
Sweep Width (Hz) 5101885 Te! re Cl24.000

13C NME. (214 MHz, DMSO-d ) 5 164.3, 163.1, 158.6, 142.3,134.5, 133.1, 131.9, 1314, 120.4, 128.6. 110.0, 114.6. 113.9, 1132, 5.3, 41.5, 40.5, 308,

307,396,394, 303,302 221,113
P
e u—j\ﬁ\©\
O

e
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Spectra of (3012)
H
/\/N o
(0]
N G
H
N
PN
LC/MS
Intens.:
x107 3
1.25
1.00 3
0.75-
0.50 =
0.25-
T T T T T T T T T T T T T
0 2 4 6 8 10 Time [min]
[— 014-1501.D: BPC 50.0-610.0 +All MS |
Intens. 3 +MS, 5.0min #571
x107 7 3332 3924
1 188.0 231 a3
xlOg_: +MS2(392.4), 5.0min #572
E 333.1
1
xlo% . +MS2(333.2), 5.0min #573
4] 144.9
2___ 117.2 \ 278.0 *
0 '|""|"I"'|""|""|"I"|""'|""|""|""|'"
50 100 150 200 250 300 350 400 450 500 mz
FT-IR
150 4
140—5
130—5
120—5
110—5
g 1oo—f
g 90—5
§ 80+
ES I
70+
50 .
s & B
40-5
3u-f
40(‘]0 ' ' ' ' 35(‘]0 . ' I I 30;)0 ' I I ' 25(‘]0 ' 50:1
Wavenumbers (cm-1)

IH NMR



Supplementary Information

This report was created by ACIVNMR Processor Academic Edition. For more information go to www.acdlabs.com/nmrproc/

RAD-334
180272017 10:53:27 AM
Dr Mosta®a Sample : RAD-33  DMS0O
. RAD-334 DMSO [ Dare 14 Feb 217 12:44:32 ]
inesIMOSTAFA RAD-334 14-00-2017'30\id | Frequeney (MHz) 850.15
Qirigin spect Original Points Count 32758
Puise Sequence zg30 Receiver Gain 10.55
Specrrum Offset (Hz) 52500033 | Spectrum Type STANDARD

1H NMR (850 MHz, DMSO-d ) & 9.51 (br. ., 1H), 7.96 (t. J=5.97 Hz, 1H), 745 - 7.52 (m, 2H), 7.24 - 7.28 (m, J=7.78 Hz, 2H), 7.21 (s, 1H), 7.04 (s, 1H),

6.99 (d, J=8.30 Hz, 1H), 6.84 (d. J=15.57 Hz, 1H), 6.76 (d, J=5.30 Hz, 1H), 3.11 (q. J=6.57 Hz, 2H), 2.51 (br. 5., OH), 2.34 (5. 2E]), 1.47 (sxt. J=7.16
Hz, 7H), 0.85 - 0.87 (m. 3H)

P
RAD-234.2sp VerticalScaleFactor = 1 MO3(s)
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Spectra of (3112)
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This report was created by ACD/VNMR Processor Academic Edition. For more information go to www.acdlabs.com/nmrproc!

RAD-335
D&/11/2018 3:37:35 AM
DrMustafs Sample : RAD-335  DMSO PROTON DMS0 {D:Magdy} nmr 18
Formula C H NOS [PV 3835071 |
28504 [ Comment DrMuststa Sample - RAD-335  DMSO PROTON DMSO {Dr\Mapdy} nmr 16
Dare 18 Jun 2015 14:56:32 [ Date Stamp 18 Jun 2015 14-56:3
E:\Mostata Al ProjectiOxarnione NMERINMR final oxazoloneWUSTARA RAD-235 16-06-2015010%id Frequency (MHz) 600.15
Mumber of Transients 32 Origin spect Oviginal Poinrs Counr 33788
Points Cownt 3376E Pulse Sequence Zg30 Receiver Gain 161.00
Solvent DMS0-d5 Specrum Offser (Hz) _3706.1750 Spectrum Type STANDARD
Te e ree C) 25 000

1H NMR. (600 MHz, DMSO-d ) & 9.47 (s, 1), 7.90 (t. J=5.83 Hz. 1H). 7.61 - 7.68 (m_ 7H), 7.44 (d. J=330 Hz. 1H). 738 - 742 (m_ J=9.04 Hz 2H), 7.1
(dd, J=3.58. 5.08 Hz, 1H), 7.03 (s. 1), 6.68 - 6.72 (m. J="9.03 Hz, 2H), 6.64 (d, J= 15.81 Hz, 1), 3.09 (q, J=6.40 Hz, 2H), 2.93 (5. SH). 1.46 (sxt, J=

7.30 Hz, 2H), 0.85 (t, J=7.34 Hz, 3H) e

A
RAD-335.esp WerticalScaleFactor = 1 v Mgia)
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Chemical Shift {ppm)

Spectra of (3212)
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This report was created by ACD/NMR Processor Academic Edition. For more information go to www.acdlabs.com/nmrproc/

RAD-341
D8/11/2018 8:41.07 AM
DrMustafs : RAD-41  DMSO PROTON DMSO {D:\Magdy} nene 23
[Formula c_+ no [FW 3804370 |
Acquisition Time 2.8564 [ cComment DrMustafa Sample : RAD-341  DMSO PROTON DMSO {D-\Magdy} nmr 23
Date 18 Jun 2015 15:32-48 | Date Sramp 18 Jun 2015 15:32-4¢
File Name E:Mostafa Alaraby ProsecfiOxazolone NMRINMR final oxazoloneMUSTAFA RAD-341 18-08-2015\10d Freguency (MHz) 600.15
Nucleus iH Humber of Tansiens 32 Origin spect Original Poines Count 32763
Cwmer nmrc Points Count 3376E Pulse Sequence zg30 Recefver Gain 114.00
| SWcyelical) (Hz) 1233553 Solvent DMSC-g Specaum Offset(Hz) 3708.1750 Speczrum Type: STANDARD
5 Wity 1233515 Temperature (degree £} 25.000

1H NMR. (600 MHz, DMSO-d ) § 8.02 (br. 5., 1H), 7.61 (d. J="7.15 Hz, 2H), 7.30 - 7.55 (m, 4H), 7.21 (s. 1H), 7.04 (s, 1H), 6.01 (d. J= 16.19 Hz, 1H), 6.77
(d. J=8.28 Hz, 1H), 3.69 (s, 3H), 3.11 (g, J= 6.65 Hz, 2H), 1.47 (sxt, J= 7.15 Hz, 2H), 0.86 (t, J=7.34 Hz, 3H)

P
Hj\;\@
O\\
RAD-41.esp VerticalScaleFactor = 1 ) 5
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Il - e '_"m?. 7
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1BC NMR

This report was created by ACD/NMR Processor Academic Edition. For more information go to www.acdlabs.com/nmrproc/

RAD-341
0SI010 92457 A
Mostafa Sample - RAD-341  DMSO
FormulaC_H_NO_|FW 3804370 |
isiti [ comment Dr.Mostafa Sample - lﬂmaﬂ DMS0 [ Dae 18 Apr 2018 05:54:56 ]

inal oxazolone' 13 CHMR New 18-4-2018\MUSTAFA RAD-341 13-04-2018\80id
Humber of Transients 3072 Orrigin
Puints Count 23768 Pulse Sequence

nme 30
[ SWicyclicall (Hz) E100041 Solvent DMSC0-d6 Spectrum Offser (Hz] 212086950
Sweep Width (Hz) 51018.85 Te e ree C) 25.000

13C NMR (214 MHz, DMSO-d ) & 165.2, 164.8. 147.5, 147.3. 139.8, 1349, 1299, 1292, 128.6, 127.7, 127.2, 125.5, 123.8. 121.8, 115.5. 112.9, 55.4. 41.0,
39.8.39.7,39.6.394,39.3,30.2, 225, 11.5

P L
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Rac-341.esp VerticalSealeFactor = 1 MO3(s)
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Spectra of (3312)
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This report was created by ACD/NMR Processor Academic Edition. For more information go to www.acdlabs.com/nmrproc/

RAD-342
D/11/2018 8:51:43 AM
Dr Mustafa Sample - DMS0 PROTON DMSO {D:\Magdy} nme 33
Formula C_H_CIN 0 [Fw a1z |
[ Comment DrMustafa Sample - RAD-342 _ DMSO PROTON DMSD {D-\Magdy} nmr 33

[ Dae 18 Jun 2015 18:24:00

18 Jun 2015 16:24-00

E:Mostafa Al ProjecfiOxazolone NMRINMR final oxazoloneMUSTAFA RAD-342 18-08-2015\10d Freguency (MHz) 600.15
Humber of Transients 32 Origin spect Qviginal Points Count 37783
Points Count 30768 Pulse Sequence 2050 Receiver Gain 144.00
Solvent DMS0-d5 Spectrum Offset (Hz] 37061750 Spectrum Type STANDARD
Te e ree C}25.000

IH NMR (600 MHz, DMSO-d ) © 9.61 (br. s.

. 1H), 8.01 (t. J=5.83 Hz, 1H), 7.64 (d, J=

8.28 Hz. 2H). 7.48 - 7.56 (m. 3H), 7.20 (d, J=2.26 Hz, 1H). 7.04 (s,

1H). 6.99 (dd. J— 1.88, 828 Hz 1H), 6.90 (4. J— 16.19 Hz. 1H). 6.76 (d. J— 8.28 Hz. 1H), 3.68 (s, 3H). 3.08 - 3.13 (m. 2H). 147 (sxt. J—7.23 Hz, 2H). 0.85

-0.88 (m. 3H) P
=
RAD-342esp VerticalScaleFactor = 1 Magis)
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Spectra of (3412)
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This report was created by ACDVNMR Processor Academic Edition. For more information go to www.acdlabs.com/nmrproc/

RAD-343

1112016 8:44:34 AM
DrMustafa Sample - RAD-343  DMSOQ PROTON DMSO {D:Magdy} nmr 12

Formula C_H NO_|[FW 4104628 |

A Time. 28564 [ Comment DrMustsfa . RAD-343 _DMSO PROTON DMSO (D¢ nmr 19
Date 18 Jun 2015 151128 Dare Stamp 18 Jun 2015 15:11:%

File Name E\Mostata Alaraby ProjecfiOxazolone NMRINMR final oxazolonelMUSTAFA_RAD-343_18-06-201510%d Frequency (MHz) 600.15

Mumber of Transients 32 Origin spect Original Poings Coune 32788
Paints Count 3376 Pulse Sequence zg30 Receiver Gain 128.00
Solvent DMS0-d6 Specoum Offset (Hz] 37061750 Spectrum Type STANDARD
T e ree C) 25000

1H NMR. (600 MHz, DMSO-d ) 3 0.49 (br. ., 1H), 7.07 (t. J=6.02 Hz, 1H), 7.53 - 7.50 (m, 2H), 7.46 (d, J=15.81 Hz, 1H), 7.21 (d, 7= 188 Hz, 1H), 7.00 -
7.03 (m, 3H), 6.99 (dd, J=1.88, 8.8 Hz, 1H). 6.77 (d. J= 6.78 Hz, 1H), 6.75 (s, 1H), 3.81 (s. 3H). 3.68 (s, 3H), 3.08 - 3.13 (m. 2H), 147 (sxt, J=7.30Hz,

2H). 0.85 - 0.88 (m. 3H) NH__o0
T
u,{ﬁ\i\‘l@
o

RAD-343.2sp VerticalScaleFactor = 1 MOAs)
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& .
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Supplementary Information

Spectra of (3512)
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Supplementary Information

'H NMR

This report was created by ACD/INMR Processor Academic Edition. For more information go to www.acdlabs.com/nmmproci

RAD-344
D5/11/2018 8:06:10 AM
Sample: RAD-344  DMSO PROTON DMSC {D:Magdy} nme 10
FormulaC_H_NO |FW 844635 |
Acquisition Time (sec] 26564 [ Comment DrMustsfa Sample : RAD-344 DMS0 PROTON DMSO (D Mandv} nmr 10
Date 18.Jun 2015 142437 [ Date Stamp 18 Jun 2015 1426:37
E\Mostaf Alaraby ProectiOrazolons: NMEINIMR findl oxazolonelMUSTAFA RAD-344 1806201511050 [ Frequency (MHz) 600.15

Number of Transients 32 Origin spect Original Points Counr 37763

Foints Count 32768 Fulse Sequence 2030 Receiver Gain 14400

Solvent DMS0-d6 Specarum Offser (Hz) 37061750 Spectrum Type STANDARD

Te ure ree C} 25.000

TH NMR. (600 MHz, DMSO-d ) 3 9.54 (s, 1H), 9.39 (br. 5., 1H), 8.00 (t, J= 5.65 Hz, 1H), 7.44 - 7.53 (m. 3H), 7.27 (d, J="7.91 Hz, 2H), 7.21 (s. 1E), 7.03 (s,
1H), 6.99 (dd, J= 1.88, 8.28 Hz. 1H). 6.85 (d, J=15.81 Hz, 1H), 6.76 (d, J =828 Hz, 1H), 3.68 (s, 3H), 3.10 (q, J= 6.65 Hz 2H), 2.35 (5. 3H), 1.47 (sxt, J=
7.23 Hz, 2H), 0.86 (t. J=7.34 Hz, 3H) o

JRAD-244. Verti -

o100 esp VerticalScaleFactor = hMu{d}

E MO7(d)
o
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Chemical Shift (ppm)

13C NMR

This report was created by ACDVNMR Processor Academic Edition. For more information go to www.acdlabs.com/nmrproc/

RAD-344
2002016 0:31:55 AM
Dr Mostafa Sample ; RAD-34  DMSO
FormulaC_H_MO_[PW 944635 |
Acquisition Time (sec) 0.6423 [ Comment Dr.Mnsmfagﬁ_e:IRADa« DMSO [ Dare 20 Aor 2016 20:06:08 |

20 Aor 2016 20.06:08
\ProjectsiMostata jectiDxazolone\Chazolons NMRYNMR final cxazolonel 13 CNMR New 16-4-201SMUSTAFA RAD-344 10-04-2016\1404d

21377 MNucleus 13C MNumber of Transients 3500 Origin spect
32788 Owimer nme Points Count 32788 Pulse Sequence zgpga0
1g6.03 SWeyelicall (Hz) 51020.4 Solvent DMS O Spectrum Offser (Hz) 212008072
STANDARD Sweep Width (Hz) 51018.85 Te C) 25000

13C NMR (214 MHz, DMSO-d ) 5 165.1. 164.9. 147.5, 147.3, 139.7, 139.6, 132.1. 129.7. 128.5, 127.7, 127.3, 125.5, 123.7, 120.8, 1154, 112.9, 55.3, 41.0,

39.8.39.7,39.6,39.4,30.3,39.2, 225, 11.5
N 2,

N\D
oH
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= + s paleSecrng ' L%
003 Ig 58 DEge-RLuRgg a 5 2
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Supplementary Information

Spectra of (3612)
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'H NMR

This report was created by ACD/NMR Processor Academic Edition. For more information go to www.acdlabs.com/nmmproc/!

RAD-345
11/10V2016 8:53:30 AM
DrMustaa Sample - RAD-345  DMSO PROTON DMSO {D:Wisgey] e 14
Formula ©_H NOS [PW 3884547 |
Acquisizion Time (sec] 28564 [ Commene DrMustsfa Sample : RAD-45  DMSO PROTON OMSO [DrMagay} nmr 14
Date 18 Jun 2015 14:45:52 | Date Stamp 18 Jun 2015 14:45:52
File Name E:Mostsfa Alaraby ProjecfiOxazolons NMRNMR final oxazploneMUSTAFA RAD-345 18-06-2015110%d Frequency (MHz) 600.15
Number of Transienss 32 Origin spect Original Poinzs Coun: 32763
Points Count 20788 Pulse Sequence 2530 Receiver Gain 14400
Solvent DMS0-05 Spectrum Offser (Hz] _3708.1750 Spectrum Type STANDARD
Te fure ree C) 25.000

1H NMR (600 MHz, DMSO-d ) § 9.54 (br. ., 1H), 7.99 (t. J=5.83 Hz. 1H). 7.63 - 7.68 (m. 2H), 7.43 (d. =330 Hz, 1H). 7.19 (d, J=1.88 Hz, 1H). 7.13 -
7.16 (o, 1H). 7.04 (s. 1H). 6.98 (dd. 7= 1.88. 828 Hz. 1H). 6.76 (d. J=7.91 Hz, 1H), 6.66 (d. J= 15.81 Hz, 1H), 3.60 (5. 3E), 3.08 - 3.12 (m, 2H). 1.46 (sxt,
J=17.23 Hz. 2H), 0.84 - 0.87 (m, 3H)
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Supplementary Information

Spectra of (3712)
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'H NMR

This report was created by ACIVNMR Processor Academic Edition. For more information go to www.acdlabs.com/nmrproc/

RAD-351
DE/11/2018 11:46:25 AM
DrMustafa Sample - RAD-351  DMSO PROTON DMSO {D:\Magdy} nmr 30
Formula C_H NO_|FW 3734476 |
i | [ comment DrMustafa Sampls : RAD-351 DMS0O PROTOM DMSO {Dx'\Mapdy] nmr 30
Dare 18 Jun 2015 180804 [ Dare Szamp 18 Jun 2015 18:09:04
E-Mostafa Al ProjecfiDkazolons NMRINMR final axazioneWUSTAFA RAD-351 18-06-201510%d Fraquency (MHz) 600.15
Number of Transients 32 Origin spect iginal Points Couns 32783
Points Count 32768 Pulse Sequence zg30 Receiver Gain 144 00
Solvent DMSO-d& Spectrum Offset (Hz] 37081750 Spectrum Type STANDARD
Te e ree C) 25.000

1H NMR (600 MHz, DMSO-d ) & 11.56 (br. 5., 1H), 0.46 (s, 1H), 7.8 (t, J=5.83 Hz, 1H), 7.74 (4, J=7.91 Hz, 1H), 7.63 - 7.67 (m, 3H), 7.42 - 7.55 (m,
SH), 7.17 (t. J=7.53 Hz, 1H).7.12 (t, J=7.53 Hz 1H), 6.98 (d, J= 15.81 Hz, 1H), 3.14 (q, J= 6.53 Hz, 2H), 1.50 (sxt, J=7.23 Hz, 2H), 0.88 (t. J=7.34
Hz 3H)

erficalScaleFactor = 1

0.100.

Apsolute Intensity
=]
B8 g
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1BC NMR

This report was created by ACD/NMR: Processor Academic Edition. For more information go to www.acdlabs.com/nmrproc!

RAD-351
2500012016 3:26:56 PM
Dr Moustata Sample - RAD-351 DMSO
Formula C_H NO_|FW 3734478 |
D.6423 [ Comment Dr.hh;sm“me:lmiiél DMS0 [ Dare 20 fipr 2016 15:05:20 ]

22101! 1ﬁ 15:05:20
. araby ProjectiCwaroloneCharolone NMRINME final cxazolonel 13 CHMR New 18-4-2018\MUSTAFA RAD-351  21-04-2015.3064
Nucleus IﬂC MNumber of Transienzs 122858 Origin spect
Owmner Points Count ITTEE FPulse Seguence Zgpg3ld
Swieyelical) {Hz) 5IEI2IJ.41 Solven: DME0-dE Spectrum Offser (Hz)  21293.8125
Sweep Widih (Hz) 5101885 Te rature C) 25.000

13C NMR (214 MHz, DMSO-d ) 3 164.5, 164.2, 141.5, 135.5, 134.8, 120.6, 120.3,120.1, 120.0, 128.7, 127.9, 124.9, 1246, 122.1, 120.0, 118.2, 111.9, 110.0,

41.0,398.39.7,39.6,39.4, 395,392,223, 11.5
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\
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H
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Supplementary Information

Spectra of (3812)
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Supplementary Information

'H NMR

This report was created by ACDVNMR Processor Academic Edition. For more information go to www.acdlabs.com/nmrproc/

RAD-352

0/11/2018 11:51:50 AM
ustafa Sample - RAD-352  DMSO PROTON DMSO {D:Magdy) nmr 35

[Formula ¢_H_ci.0 [P ammer ]

Acguision Time {sec) 2.8564 [ Comment DrMustsfa Sampde : RAD-352  DMSO PROTON DMSO (D:\Magdy} nmr 35
Dare 18 Jun 2015 16:34:40 Dare Stamp 18 Jun 2015 18:34:40
File Name: E\Merstafa Alaraby ProsecfiCxazclons NMENME final oxazolone WMUSTAFA RAD-352 18-08-2015 10%d Frequency (MHz)  600.15
Nucleus iH HNumber of Transients 22 ‘Origin spect Original Points Counz 37783
Owmer nmr Paints Count 32768 Pulse Sequence zg30 Receiver Gain 144.00

[ SWicyelical] (Hz) 12335 53 Salvent DMS0-dE Specmum Offser [Hz] 3708 1750 Spectrum Type STANDARD
S Width 12335.15 T e ree C).25.000

1H NMR (600 MHz, DMSO-d ) & 11.56 (br. <., 1H), 9.47 (s. 1H), 7.98 (t. J=5.83 Hz, 1H), 7.73 (d, J="7.91 Hz. 1H), 7.68 (d. J= 8.66 Hz, 2H), 7.65 (d, J=
2.63 Hz, 1H). 7.50 - 7.56 (m. 3H), 7.43 (d, J=7.91 Hz, 1H), 7.17 (t. J="7.15Hz, 1H). 7.12 (t. J="7.34 Hz. 1H). 6.98 (d. J=15.81 Hz. 1H). 3.14 (q. J=6.53
Hz, 2H), 1.50 (sxt, J=7.30 Hz, 2H), 0.88 (t, J=7.53 Hz, 3H)

FAD-352.25p VerticalScaleFactor = 1
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Chemical Shift (ppm)

1BC NMR

This report was created by ACD/MMR Processor Academic Edition. For more information go to www.acdlabs.cominmrproc!

RAD-352
50012016 3:33:14 PM
mpie : RAD-352  DMSO
Formula C_H_CIN O, I
isition Time (sec) 0.5423 [ Comment Dr.Moustf Samgle [ Dare 21 Apr 2016 11:95:36 |

:|RAI}352 DMSO

21 Apr 2018 11:25:38
o —

E:\Projects' i nal oxazolone! 3 CHMR New 18-4-201MUSTAFA RAD-362  21-04-20180110%d
Nucleus 13C Number of Transients 12288 Origin spect
Owner nmr Points Count 32768 Pulse Sequence 20pg30
SWicyelicall {Hz) 5102041 Solvent DMSO-d6 Specrum Offser (Hz) 215154648
Sweep Width (Hz) S1MB.BS Te rarure C) 24980

13C NMR (214 MHz. DMSO-d ) §165.7, 165.3, 140.5, 138.1. 135.7, 134.2, 132.3, 132.2, 130.7, 130.6, 130.5, 130.1, 129.8. 125.1, 123.9. 122.7, 1137, 111.5,
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Spectra of (3912)
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Supplementary Information

'HNMR
This report was created by ACD/MMR Processor Academic Edition. For more information go to www.acdlabs.com/nmrproc/
RAD-353

V112018 7:58:18 AM
ustafa Sample : RAD-353  DMSO PROTON DMSO {0 Magdy} nme 28

Formula C_H NO_[PW 403473 |

A Time 2.8564 [ Commen: Dr.Mustafa Sample : RAD-353  DMSO PROTON DMSO [D:\Magdy} nmr 28
1B .Jun 2015 15:5824 Date Szamp 18 Jun 2015 15:69:24

E-Mostata Al ProiectiOxazolons NMRNMR final oxaznlone'MUSTAFA RAD-353 16-06-2015.10%0 Frequency (MHz) 60015
Number of Transients 32 Crigin spect Original Points Coune 32768
Points Count J27HE Pulse Sequence 2930 Receiver Gain 144.00
Solvent DMS0-d6 Spectrum Offser (Hz] _3708.1750 Spectrum Type STANDARD
Te e ree C) 25000

1H NMR (600 MHz, DMSO-d ) 8 11.55 (br. 5., 1H), 9.36 (s, 1H), 7.95 (t, J=5.83 Hz, 1H), 7.73 (d. J="7.01 Hz 1H), 7.64 (d, J=2.26 Hz. 1H), 7.60 (d. J=

8.66 Hz, 2H), 7.46 - 7.50 (u 2H), 7.43 (d. J—7.91 Hz, 1H), 7.17 (t, J=7.53 Hz, 1H), .12 (t, J—7.53 Hz. 1H), 7.03 (d, J— .66 Hz, 2H), 6.84 (d, J— 15.81
Hz, 1H), 3.82 (s, 3H). 3.14 (q. J=6.27 Hz, 2H). 1.49 (sxt. J=7.23 Hz, 2H), 0.88 (t. J=7.34 Hz, 3H)

JraD-283esp \erticalScaleFactor = 1 il {I’l
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1BC NMR

This report was created by ACD/MMR Processor Academic Edition. For more information go to www.acdlabs.com/nmrproc!

RAD-353
500G 34024 PM
Dr Moustata Sample : RAD-353  DMSO
Formula C_H_NO_[FA¥ 4034735 |
isition Time (sec) 0.6423 [ comment DrMoustza e:l RAD-3E3 DMSO [ Dare 23 Apr 2016 00:43:12 ]

23 Apr 2018 00:43:12

\ProjectsiMostafa fesct! nal oxazolone! 13 CHMR New 18-4-2018\MUSTAFA RAD-363  21-04-2018506d
Hugleus i3 MNumber of Transienzs 12288 Origin spect
Owner nmr Puoints Count 37768 FPulse Sequence Zopg30
SWicyelicall {Hz) 5102041 Solvenr DMSO-d6 Spectrum Offser (He)  21237.5840
Sweep Width (Hz) S1MBES Te rarure C)25.002

13C NMR. (214 MHz. DMSO-d ) 5 166.0, 164.3, 160.6, 141.5, 138.5, 137.1,132.3, 131.9, 131.4, 129.2, 123.5, 122.2, 121.0. 120.6, 114.6. 113.9. 1125, 112.3,
55.8.415.398,.39.7.39.6,39.4,39.3, 392, 226, 115
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Supplementary Information

Spectra of (4012)
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Supplementary Information

'H NMR

This report was created by ACD/NMR Processor Academic Edition. For more information go to www.acdlabs.cominmrproc/

RAD-354
D2'11/2018 8:10:30 AM
DrMustafa Sample © RAD-354  DMSO PROTON DMSO {D:\Magdy} neme 22
Formula C_H_NO_[PW 3374742 |
Acquisition Time 28564 [ commene DrMustafa Sample - RAD-354 DMSO PROTON DMSO {D:\Mapdy} nmr 20
18 Jun 2015 16:04-48 | Date Sramp 18 Jun 2015 18104:4¢
E:Mostafa Al ProiectiOxazolone NMRINMR final oxazoloneMUSTAFA RAD-354 18-08-2015\10Vid Frequency (MHz)  600.15
Humber of Transiens 32 Origin spect Oviginal Points Count 32783
Points Count 32768 Pulse Sequence 2030 Receiver Gain 114.00
Solvemt DMS0-dg Specoum Offser (Hz)  3708.1750 Specorum Type STANDARD
Te e ree C} 25.000

'HNMR (600 MHz, DMSO-4,) & 11.56 (br. 5., 1H). 9.42 (s. 1H). 7.97 (t. J= 5.83 Ha, 1H). 7.73 (d. J=7.91 Hz. 1H). 765 (5. 1K), 7.52 - 7.56 (m. /=791
Hz, 2H), 7.47 - 7.52 (m. 2H), 743 (d, J=7.91 Hz, 1H). 7.26 - 7.30 (m. J=7.91 Hz, 2H), 7.15 - 7.18 (m. 1H). 7.11 - 7.14 (m. 1H), 6.93 (d. J=15.81 Hz, 1H),

3.14(g. J=6.40Hz, JH). 2.36 (s, 3H). 1.50 (sxt, J=7.30Hz, 2H), 0.88 (t, J=7.53 Hz. 3H)
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N
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1BC NMR

This report was created by ACDVNMR Processor Academic Edition. For more information go to www.acdlabs.com/nmrproc!

RAD-354
502G 3:51:57 PM
Dr.Mostafa Sample ; RAD-354 DMSO
Formula C_H_NO_|FW 274742 |
isition Time (sec) 0.6423 [ comment Dr.Mostata Sample ; RAD-354 _DMSO [ Dae 10 Apr 2018 17:45:20 ]
10 Apr 2018 17:45:20 |
EFProjectsiMostsfa jechCmarclone|Creaznlone NMRINME final cxazolonel 13 CNMR. New 184 901EMUSTAFA RAD-354 10-04 2018206d
Nugleus 130 Wumber of Transients 3500 Origin spect
Owner fi%1 8 Points Count 33768 Puise Seguence zopg 30
SWleyelicall (Hz) 5102041 Solvent DMSC-d6 Speczrum Offser (Hz] 212591408
Sweep Width (Hz] E1MMEES T ure {degree €] 25.000

13C NMR. (214 MHz, DMSO-d ) 5 165.1, 164.6. 141.5, 139.6. 135.5. 129.8, 129.6, 129.2, 127.9, 127.7. 127.6. 122.2, 121.3, 121.1. 118.2, 112.5, 111.9. 110.0,
409,398, 39.7,39.6,39.4,39.3,39.2, 22.6, 21.0,. 11.5

Rad-35 net gosdese  erticalScaleFactor = 1
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Supplementary Information

Spectra of (4112)
H
(0]
N Z S
NH
LC/MS
Intens. ]
x107 ]
31
27
17
-I T T T T T T T T T T
0 2 4 6 8 10 Time [min]
[—— 025-2601.D: BPC 50.0-610.0 +All MS |
Intens. i
<107 3211 380.2 +MS, 3.1min #355
- L 2 L 2
2_
1 464.2
xlog‘: +MS2(321.1), 3.1min #356
; 276.9
i 137.0 2430 H
0'0/:_ I. 185.0 | L ’ '
x107- +MS2(380.2), 3.1min #357
4 321.0
2
0'|""|""|""|"''|'"'|""|",'|""|""|'"
50 100 150 200 250 300 350 400 450 500 mz
FT-IR

% Transmittance

I

k5

-

792.04

1699.1
1684.1
1575.
1511|m4

.814.72

|

T
2000
Wavenumbers (cm-1)



Supplementary Information

'H NMR

This report was created by ACDVNMR Processor Academic Edition. For more information go to www.acdlabs.cominmproc!

RAD-355
DR11/2018 8:15:32 AM
DrMustafa E DMS0 PROTON DMSC {D:Magdy} nmr 27
FormulaC_H NOS[P¥ 34t |
Acquisition Time 28564 [ Comment DrMustafa Sample : RAD-355 DMSC PROTON DMSO {Dx\Magdy} nmr 27
18 Jun 2015 15:54:08 [ Date Stamp 18 Jun 2015 15:-54:0¢
E-\Mostata Al Projecfidxaznions NMRINMR. final oxazolone'MUSTAFA RAD-355 16-08-2015.10%d Frequency (MHz) 600.15
Mumber of Transients 32 Origin spect
Poines Count 3766 Fulse Sequence 330 Receiver Gain 161.00
Solvent DMSC-d6 Specoum Offset (Hz] _3706.1750 Spectrum Type: STANDARD
Te e ree C) 25 000

TH NMR (600 MHz. DMS0-4) 5 11.56 (br. 5., 1H). 941 (5. 1H). 7.96 (t. J=5.83 Hz, 1H),7.72 (d, J="7.91 Hz 1H). 7.65 - 7.70 (m. 2H). 7.64 (d. J=138
Hz, 1H). 7.50 (s, 1H). 742 - 746 (m. 2H), 7.14 - 7.19 (m, 2H), 7.10 - 7.14 (m, 1H). 6.73 (d. J=15.43 Hz, 1H), 3.13 (q. J=6.40 Hz, 2H), 1.49 (sxt, J=7.23

Hz, 2H). 0.88 (t. J=7.53 Hz, 3H) v o
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1BC NMR

This report was created by ACD/IMMR Processor Academic Edition. For more information go to www.acdlabs.com/nmrproc/

RAD-355

2500012016 3:57:30 PM
Dr Moustafa Sample : RAD-355 DMSO

:I RAD-355 DMSO [ Dare 23 Apr 2016 00:24:16 |
R final oxazolone! 13 CHME. New 18-4-2018\MUSTAFA RAD-355  21-04-20 15406
MNumber of Transienzs 17288 Ovigin spect
nmr Poines Couwnt 37768 Pulse Sequence zgpp0
5102041 Solvenr DMSO-d6 Specrrum Offser (Hz) 212022530
Sweep Width jHz) 51018.85 Te rature €] 25.000

13C NMR. (214 MHz, DMSO-d ) 5 163.8, 163.2. 139.7. 138.1. 136.5, 136.2, 133.4, 1333, 132.4, 129.1, 128.3, 123.6, 122.9. 122.2, 121.1, 120.6, 112.3, 107 4,
41.4,398.397,39.6,39.4,.39.5,302. 223,113
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Supplementary Information

Spectra of (4212)
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Supplementary Information

This report was created by ACIVMMR: Processor Academic Edition. For more information go to www.acdlabs.com/nmrproc/

RAD-361
0311/2018 8:21:08 AM
DrMustafa Sample : RAD-361  DMSO PROTON DMSC {D:\Magdy} nmr 31
Formula C_H NO_|PW 3353008 |
Aequisition Time 26564 [ Comment DrMustafa Sample : RAD-361 _DMS0 FROTON DMSO {Dx\Magay} nmr 31
Dare 18 Jun 2015 161528 [ Date Sramp 18 Jun 2015 18-15:2%
E:\Mostata Al ProjecfiDxazolone NMRINMR final oxazolone\MUSTAFA RAD-281 18-08-2015\10%d Frequency (MHz) 600.15
Humber of Transients 32 Origin spect Original Points Count 32783
Points Count 32768 FPulse Sequence 030 Receiver Gain 14400
Solvent DMSC-df Specrum Offser (Hz)  3708.1750 Specrrum Type STANDARD
Te e ree C) 25.000

'HNMR (600 MHz, DMSO-d ) & 9.82 (5. 1H), 8.70 (d. J= 226 Hz, 1H). 847 (dd. J=1.69. 471 Hz. 1H), 825 (1. J=5.65 Hz, 1H), 792 (td. J=1.74.8.19
Hz, 1H). 7.60 - 7.66 (m. 2H). 751 (4. J=15.81 Hz. 1H), 7.39 - 7.49 (m. 4H), 7.00 (s, 1H), 6.86 (d. J=16.19 Hz. 1H). 3.09 - 3.17 (m. 2H), 1.49 (sxt. J="7.30
Hz, 2H), 0.88 (t, J= 7.34 Hz, 3H)

[FaD-3a1.e5p VerticalScaleFactor=1 |
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1BC NMR

This report was created by ACDVMMR Processor Academic Edition. For more information go to www.acdlabs.com/nmrproc/

RAD-361

20/0902016 8:41:55 AM
Dr.Meostafa Sample : RAD-361 DMSO

Formulac H NO_|[FW 253006 |

A Time: 0.6423 [ Comment DrMostafa : RAD-331  DMSO [ Dace 12 Apr 2016 11:08:32 |
10 Apr 2018 11:06:32
il : -

E:\Projects) FA RAD-361 18-04 201811 30id

Mucieus 13C MNumber of Transients 1320 Origin spect
Owmer ame Poings Count 37788 Fulse Zgpgad
SWcyclical) (Hz) 51020.41 Saolvent DMSO-gE Spectrum Offset (Hz) 217301405
Sweep Widzh (Hz) 51018.85 Te ) 25.002

13C NME. (214 MHz, DMS0O-d ) 6 164.7, 164.5, 150.1, 1489, 140.3, 1359, 134.7, 1322, 130.5, 1299, 129.1, 127.8, 123.7. 123.2, 121.4.41.0, 39.8.39.7,
396.39.4.393,39.2,. 224, 11.

N 0
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Spectra of (4312)
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This report was created by ACDVNMR Processor Academic Edition. For more information go to www.acdlabs.com/nmrproc/

RAD-362
01172018 8:30:38 AM
DrMustafa Sample © RAD-352  DMS30 PROTON DMS0 {D:Magdy} nmr 12
Formula C_H_CIN 0 [Pw 3smaeaT |
Acquisition Time 28564 [ Comment Dr.Mustafa : RAD-362 DMSO PROTOM DMSO {D:\ nmr 12
Date 16 Jun 2015 14:3512 Dare Samp 18 Jun 2015 14:35:12
E-Mostafa Al ProjecfiCazolane NMRINMR final axazioneMUSTAFA RAD-362 18-06-201510%d Fraquency (MHz) 600.15
Humber of Transienss 32 Origin spect Original Points Count 32763
Points Count 33768 Pulse Sequence 2030 Recefver Gain 1681.00
Solvent DMS0-d6 Specrum Offset (Hz) _3706.1750 Speerrum Type STANDARD
Temperamre {degree C) 25.000

THNMR (600 MHz, DMSO-d ) & 9.83 (br. 5., 1H). 8.70 (&, /=226 Hz, 1H). 8.47 (dd. J=1.69. 471 Hz, 1H). 8.25 (t. J=5.46 Hz. 1H). 792 (d. /=791 Hz.
1H), 7.63 (d, J=7.15 Hz, 2H). 7.51 (d, J= 15.81 Hz, 1H), 7.44 - 748 (m, 2H), 7.40 - 7.44 (m_ 2H). 7.00 (=, 1H). 6.86 (d. J=15.81 Hz, 1H), 3.13 (q. J=6.53
Hz, 2H). 1.46 - 1.53 (m, 1H), 0.88 (t, J=7.34 Hz, 3H)
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Spectra of (4412)
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Supplementary Information

This report was created by ACDVNMR Processor Academic Edition. For more information go to www.acdlabs.cominmrproc/

RAD-363
OV 11/2018 8:34:26 AM
DrMustata Sample - RAD-353  DMSO PROTON DMSO {D:Wagdy) nmr 13
Formulac_H NO [PV 2085405 |
Acguisition Time 28564 [ Comment DrMustafa Sample : RAD-363 DMSO PROTON DMSO [D:\Magdy} nmr 13
18 Jun 2015 14:41-35 [ Date Sramp 18 Jun 2015 14:41:33
E-Mostata Al ProiecfiOaznlons NMRINMR final cxarnlone'MUSTAFA RAD-363 16-06-2015.10%id Frequency (MHz) 600.15
Number of Transiens 32 Origin spect Qwiginal Poinzs Coum 32763
Paints Count 3376 Pulse Sequence zg30 Receiver Gain 144 00
Solvent DMSO-df Specoum Offser (Hz)  3706.1750 Specrrum Type STAMDARD!
Temperawre (degree C} 25.000

1H NMR. (600 MHz, DMSO-d ) 3 9.72 (s, 1H), 8.69 (s. 1H), 8.47 (dd, J=1.69,4.71 Hz, 1H), 822 (t, J=5.27 Hz, 1H), 7.91 (dd. J=1.32, $.09 Hz, 1H), 7.57
(d. J—8.66 Hz. 2H). 746 (d. J— 1543 Hz, 1H). 7.41 (dd. J— 471, 8.09 Hz. 1E). 7.02 (d. J—8.66 Hz. 2H), 6.97 (s. 1H), 6.71 (d. J— 1581 Hz. 1H), 3.81 (s,
3H). 3.10 - 3.16 (m. 2ED). 1.49 (sxt. J=7.23 Hz, JH), 0.88 (. J=7.34 Hz 3H)

g

Absolite nlensity
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q

1
3C NMR
This report was created by ACDVMMR Processor Academic Edition. For more information go to www.acdlabs.com/nmrproc/

RAD-363

20/09/2016 10:17:55 AM
Dr.Mestafa Sample; RAD-362  DMSO

FormulaC_H_NO_|FW 385425 |
Acquisition Time (sec] 06423 [ Comment Dr Most=fa Sample . RAD-383 _DMSO [ Date 18 Apr 2016 1422:40 |
10 Agr 2016 14:22:40 [

E-Projectsibostaf

jectiOnazoione!Oxazolone NMEMNME final cxazolonel 13 CNMR New 184 J018\MUSTAFA RAD-363 10-04-2018110id
Nucleus 13C Number of Transients 979 Origin spect
Owner nme Points Count 33788 Puise Sequence znpg30
| SWiicyelical) (Hz) 5102041 Solvent DMSC-g8 Spectrum Offser (Hz) 21200 7530
Sweep Widih (Hz) 51018 85 Te C) 25001

13C NMR. (214 MHz, DMSO-d ) § 164.8, 164.4, 160.7, 150.1, 148.9, 140.1, 135.9, 1323, 130.6, 120.5, 1273, 123.7, 123.0, 118.8, 114.6, 554, 41.0,30.8,
39.7,39.6,39.4, 393,302, 22.4, 11.5
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Spectra of (4512)
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This report was created by ACDVNMR Processor Academic Edition. For more information go to www.acdlabs.com/nmrproc/

RAD-364

001172016 83750 AM
DrMustafa Sample : RAD-384 DMSO PROTON DMSO {D:\Wiagdy} nme 21

Formula C_H NO_|PY 04062 |

Time {sec) 26564 [ Comment Dr Mustafa Sample - RAD-384  DMSO PROTON DME0 {Dr\Magdy? nmr 21
18 Jun 2015 152208 Dare Stamp 13 Jun 2015 15:22:08

E\Mostata Alaraby ProiectiOxarolons NMRINME final oxazoloneWMUSTAFA RAD-364 16-06-2015,106d Frequency (MHz) 60015
Number of Transients 32 Origin spect Original Points Count 21763
Points Count 30768 Pulse Sequence 2020 Receiver Gain 181.00
Solvent DMS0-05 Spestrum Offset (Hz)  2706.1750 Spectrum Type STANDARD
T ture ) 25.000

1H NMR (600 MHz, DMSO-d ) 3 9.7 (s, 1H), 8.69 (d. J= 1.88 Hz, 1H), $.47 (dd, J=1.69, 471 Hz, 1H), 8.23 (t, J=5.83 Hz, 1H), 7.92 (td, J=1.60, 8.09
Hz, 1H), 7.49 - 7.54 (m. J= 7.1 Hz, 2H), 747 (d. J= 1581 Hz, 1H), 7.41 (dd. J=4.33, 8.00 Hz, H), 7.24 - 730 (m. J="7.91 Hz, 2H), 6.98 (s, 1H). 6.80 (d,
J=1581Hz, 1H), 3.12 (q. J=6.65 Hz, 2H), 2.35 (s, 3H), 1.49 (sxt, J="7.30 Hz, 2H), 0.88 (t. J=7.34 Hz, 3H)

0.075{RAD-384.25p VerticalScaleFactor = 1
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3C NMR
This report was created by ACD/VNMR Processor Academic Edition. For more information go to www.acdlabs.com/nmrproc/

RAD-364

2000072016 0:50:37 AM
Dr.Mostafa Sample ; RAD-364  DMSO

| Sample ;| RAD-364 _DMSO [ Dare 20 for 2016 13:06:00 ]

inal cyazolonel 13 CNMR New 18-4-201GMUSTAFA RAD-364 10-04 201811 10%id
Number of Transients 1147 Origin spect
Poines Count 32788 Puise Sequence =2pal

i . Solvent DMSOG8 Specmum Offser (Hz) 21203 8128

Sweep Widtch (Hz) 51018.85 Te €)24.008

13C NMR (214 MHz, DMSO-d ) § 164.7, 164.6, 150.1, 148.0, 140.3, 130.8, 135.0, 132.3,132.0, 130.6, 120.7, 127.8, 123.7, 123.1, 1204, 41.1,30.8, 30.7,

306,394.303,302, 224 211 115
AN 2B
= NH‘W\/\Q\
1
. |

Formula C_H_NO_|FA¥__ 3048 |

Rad-364.ep VerticalScaleFactor = 1 M15(s) m7(s)
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Spectra of (4612)
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This report was created by ACOVNMR Processor Academic Edition. For more information go to www.acdlabs.com/'nmrproc/

RAD-365
DV11/2018 8:33:53 AM
DrMustsis Sample - RAD-255  DMSO PROTON DMSO [D:Wagdy) nmr 22
Fermula C H NOS M4 |
. [ Commen: DrMustafa Sample : RAD-3G5  DMS0 PROTON DMSO {Dx\Mapdy} nmr 22
Date 18 Jun 2015 15:28:32 | Diare Szamp 18 Jun 2015 15:28:32
E \Mostafa Alaraby ProjeciCiazolons NMRINMR final cxazoloneMUSTAFA RAD-365 16-06-201510%d [ Frequency (MHz) 60015
MNumber of Transients 32 Origin spect Qriginal Poines Counr 32763
Points Count 33768 Pulse Sequence 2030 Receiver Gain 144.00
Solvent DMS0-d6 Specrum Offser (Hz] 37061750 Spectrum Type STANDARD
Temperazure (degree €} 25.000

1H NMR. (600 MHz, DMSO-d ) § 9.78 (br. 5., 1H), 8.68 (d. J= 1.88 Hz, 1H). 8.47 (dd, J=1.51, 4.80 Hz, 1H), 8.23 (t, J= 5.84 Hz, 1H), 7.91 (td, J=1.79,
§.09 Hz, 1H), 7.62 - 7.70 (m. 2H), 7.39 - 7.47 (m. 7H). 7.15 (dd. J—=3.58.5.08 Hz. 1H), 6.99 (s. 1H). 6.60 (d. J— 15.81 He. 1H). 3.12 (q, J— 6.65 Hz, 7H).

1.49 (sxt, J=7.23 Hz. 2H), 0.88 (t, J=7.33 Hz, 3H) N D
Py o
= N»&JJ\-/’\”/F
(L
=
=
RAD-265.esp WerticalScaleFactor = 1 MOl
MDG{dd) 2
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3C NMR
This report was created by ACDVMMR Processor Academic Edition. For more information go to www.acdlabs.com/nmrproc/
RAD-365
20002016 0:54:23 AM
Dr.Mostafa Sample; RAD-285  DMSO

Formula C H NOS [PV m1407¢ |
isition Time (sec) 06423 [ Comment Dr Mostafa . RAD365 DMSO [ Dare 20 Apr 2016 17:24:00 ]
20 Ape 2016 72400

jectiOnaznione|Dxazolons NMRINMR final oxazolonet 13 CNMR. New 18-4-2018MUSTAFA RAD-365 10-04-20181130'id
Mucteus 13C Mumber of Transients 3500 Crigin spect
Cwmer nmr Poings Count 32768 Fulse Sequence Zgpg2d
SWcyclicall (Hz) 5102041 Solvent DMSO-d6 Specrum Offser (Hz) 212344663
Sweep Widzh (Hz) 51018.85 Temperature (degree CJ 25.000

13C NMR. (214 MHz, DMSO-d ) § 164.6, 164.2, 150.1, 148.9, 139.7, 135.9, 133.3, 132.1, 131.5, 131.5, 130.5, 128.6, 123.7, 123.2, 120.1, 41.0, 39.8, 30.7,
39.6,39.4,39.3,39.2, 223, 11.

[Rack-385.esp VerticalScaleFactor = 1 Mi5(s) WOB(s)
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Spectra of (4712)
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'H NMR

This report was created by ACD/MMR Processor Academic Edition. For more information go to www.acdlabs.com/nmrproc/

RAD-371
111102018 8:01:33 AM
DrMustafs Sample © RAD-271  DMSO PROTON DMS0 [D:Wagdy) nmr 17
Formula C_H NO [PV 3704001 |
X [ comment DrMustsfa Sample - RAD-371 _DMSO PROTON DMSO {Dx\Mapdy} nmr 17
18 Jun 2015 150048 | Date Samp 18 Jun 2015 15:00:43
E:\Mostata Al ProjecfiCazslons NMRINME final xazoloneMUSTAFA RAD-371 18406-2015.10¢6d Frequency (MHz) 600.15
Mumber of Transients 32 Origin spect iginal Points Counr 37763
Points Count 39768 Pulse Sequence 2030 Receiver Gain 144.00
Solvent DMSC-d6 Spectrum Offser (Hz)  3706.1750 Spectrum Type STANDARD
Te TUre res C) 25.000

715Hz 2H). 751 (d. J= 15.861 Hz, 1H). 7.43 - 7.48 (m. 3H). 6.96 (s, 1H). 6.86 (d. J=16.19 Hz. 1H). 3.10- 3.17 (m. 2H). 1.50 (sxt. J=7.30 Hz. 2H). 0.89
(t, J=7.53 Hz. 3H)
i

ey
0075{RAD-271.e5p VerticalScaleFactor@8m]eara))
MU Mg(m}
% 00s0]
§
H M12fbr.s)
Z nozs] —
E z
: [ NS
0o
L

1BC NMR

This report was created by ACD/NMR Processor Academic Edition. For more information go to www.acdlabs.com/nmrproc/

RAD-371
20/09/2016 0:58:56 AM
Dr.Mostafa Sample ; RAD-371  DMSO
[Formulac_H_no [Pw 3784081 |
Acquisition Time (sec) 0.8422 [ Comment Dr Mostafa Sample : RAD-371 _DMSO [ Dare 21 Apr 2016 01:30:24 ]
Date Samp 21 Apr 2018 01:30:24 [
File Name E:\ProjectsiMostafa Alaraby Project\Oxazoione|Chaznlons NMRINME final oxazolone! 13 CNMR New 184-201BMUSTAFA RAD-371_10-04-201611 60%d
| Frequency (MHz) 2377 Hucleus 150 Wumber of i 3500 Drigin spect
Original Points Count 32783 Owmer nmr Poings Count 32783 Pulse Sequence Zgpg3d
Receiver Gain 186,03 SWicyelical) (Hz) 51020.41 Solvent DMS0-66 Offser (Mz)  21290.9073
Specrrum Type STANDARD Sweep Width (Hz) 51018.85 Te [deqree C) 24.008

LC NMR(QHMHZ,DMSO-dﬁ) 51647, 164.3, 1464, 141.7_ 1405, 134.7,133.8, 1302, 1300, 129.1,127.8,123.7, 123.0. 121.3,41.1, 398, 39.7, 396,
394,393,392 223 115
A0

K

Rad-371.esp VerticalScaleFactor = 1 Migis) M8is)
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z MIBE)  wids)
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Chesmical Shift (ppm)
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Spectra of (4812)
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'H NMR

This report was created by ACDVNMR Processor Academic Edition. For more information go to www.acdlabs.com/nmrproc!

RAD-372
1102016 9:08:12 AM
: RAD-72  DMSO PROTON DMSO {D:Wagdy) nrmr 20
Formula C_H_CIN O [P s1aesaz |
Acquisition Time (sec] 26564 [ Commenr DrMustata Sampie :_RAD-372 _ DMSO PROTON DMSO (D\Mapgy} nmr 20
18 Jun 2015 15:17:52 [ Date Scamp 12 Jun 2015 15:17:52
E:Mostafa Alaraby ProiectOiazolons NMRINMR findl ciazolone WUSTAFA_RAD-372_16-06-20181101%id Frequency (MHz) 60015
Number of Transients 22 Origin spect Original Poings Counr 32762
Points Coune 20768 Pulse Sequence 2030 Receiver Gain 161.00
Soivent DMS0-d6 Specmum Offser (Hz] 37051750 Spectrum Type STANDARD
Te Lre ree C) 25000

7.79 (m, J=9.04 Hz, 2H). 7.65 (d. J=8.66
723 Hz. 2H), 089 (t, J=7.53 Hz 3H)

! o,
a
N0y

1H NMR. (600 MHz, DMSO-d ) & 9.95 (s, 1H), 8.34 (t. J= 5.46 Hz, 1H), 821 - 825 (m. J=9.04 Hz, 2H), 7.7
Hz, 2H), 7.50 - 7.55 (m. 3H), 697 (5. 1H). 6.86 (d. J—15.81 Hz, 1H). 3.13 (q. J— 6.53 Hz. 2H), 1.50 (sxt, J—

RAD-372.25p VerticalScaleFactor =1 MOgim)
MIDEMOmipara])  MO4)
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13C NMR

This report was created by ACD/NMR Processor Academic Edition. For more information go to www.acdlabs.com/nmrproc/

RAD-372
AVDAZ01E 100240 AM
DrMostafa Sample ©  RAD-372  DMSO
Formula C_H_CIN O [ am3msan |
Acquisition Time 0.6423 [ comment D'_Mnﬁafa%mzlmm DMSO [ Dace 12 Apr 2016 08:17:62 |

10 Apr 2018 08:17:52
E\Projects\Mostafa nal cxarolons| 13 CNMR. New 18-4-2016MUSTAFA RAD-372 13-04-201800d
21377 Number of Transients 3072 Origin spect

Poines Count 32783 Pulse Ssquence 2apa30
186,83 SWcyciical (Hz) 51020.41 Solvent DMSO-g6 Specrum Offser (Hr]  21790.6873
STANDARD Sweep Width (Hz) 51018.85 Temperarure (degree C) 24 008

3O NMF. (214 MHz, DMSO-dﬁ) 3164.7, 164.1. 146.4, 141.7. 139.1, 134.4, 133.7, 133.7, 130.2, 129.5, 129.2, 123.7, 123.1, 122.1, 41.1, 39.8. 39.7, 39.6,

304,393,302, 223,115
P
wﬂ\ﬁ@
ol

Mo
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This report was created by ACD/MMR Processor Academic Edition. For more information go to www.acdlabs.com/nmrproc/

RAD-373
D11/2018 9:23:51 AM
DrMustata Saple - RAD-373  DMSO PROTON DMSO {D:Wagdy} nmr 25
[Formulac_H no [FW 4024351 |
Acquisition Time 2 6564 [ comment Dr.Muststa Sample - RAD-373 _DMS0 PROTON DMSO {Dr\Magdyl nmr 25
Dare 1B Jun 2015 15:43-28 IEQ’IESE@ 18 Jun 2015 15:43:2¢
File Name E-\Mostafa Alaraby ProjecfiCiaznlons NMRWNME final oxazolonelMUSTAFA RAD-373 16-06-201510%d Freguency (MHz) 600,15
Nucleus 1H Mumber of Transients 32 Origin spect Original Points Count 32763
Crwmer nmr Paints Count 33768 Pulse Sequence zg30 Receiver Gain 128.00
[ SWicyelical) (Hz) 1233553 Solvent DMSC0-d6 Spectrum Offset (Hz] 37081750 Spectrum Type STANDARD
5 Width 12335.15 Te e ree C) 25.000

1H NME. (600 MHz, DMSO-d ) 5 9.84 (br. s, 1H), 831 (t. J=5.65 Hz, 1H), 8.20 - 826 (m, J=9.04 Hz, 7H), 7.73 - 7.79 (m. J = 8.66 Hz, 2H), 7.56 - 7.58
(m. J=8.66 Hz, 27H), 7.46 (d, J=15.81 Hz, 1H), 7.01 - 7.03 (m, J=8.66 Hz, 2H), 6.93 (s, 1H). 6.71 (d. J=15.81 Hz, 1H), 3.81 (s, 3H), 3.10 - 3.16 (m, 2H),

1.30 (sxt, J=723 Hz. 2H), 0.89 (t, J=7.53 Hz, 3H) o
o
u—b\@\
o
Wy
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JemcalScaleanlpLE]] %
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1BC NMR

This report was created by ACD/NMR Processor Academic Edition. For more information go to www.acdlabs.com/nmmproc/!

20082016 10-06:57 AM
Dr Mostafa Sample - RAD-373  DMSO
Formula C_H_NO_ [FW 4004351 |
Acquisition Time D.8473 [ Comment DrMostafa Sample - RAD-373 _DMSO [Dare 10 Apr 2018 D1:11:12
10 Apr 2018 01:11:12 [
-\ProjectsiMostsfa Alaraby ProjectOxazoionelOxazolons NMRINMR final oxazolone!13 CNMR New 18-4-2018MUSTAFA RAD-373_18-04-201860d
AT Hucleus 13C Mumber of Transienzs 3072 Origin spect
37788

Owner e Points Count 32738 Pulse Seguence

200530
| SWicyclical) (Hz) 5102041 Solven: DMSC-d6 Spectrum Offser (Hz) 212575840
Sweep Width (Hz) 51018.85 Te wre C) 24.008

13C NMR. (214 MHz, DMSO-d ) S 164.8. 164.6, 160.7, 146.3, 141.8. 140.3, 134.0, 130.1, 129.5, 127.2. 123.7, 122.6, 118.7, 114.5, 55.4, 41.1. 39.8, 39.7,

306,394,393 302 223 11.
o, o
Bae!
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Spectra of (5012)
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'H NMR

This report was created by ACDVNMR Processor Academic Edition. For more information go to www.acdlabs.com/nmrproc/

RAD-374
02/11/2016 3:43:47 AM
Dr Mustafa E-fraby Sample :  RAD-314  DMSO
Formula C H NO_[PW 843 |
Acquisition Time 18268 [ Comment Dr Mustss . RAD-314 DMSO [ Dare 08 Aor 2015 102344
08 Aor 2015 10:25:44
E:\Mostafa Alaraby ProjectiOxazolons NMEINMR final oxazolone MUSTAFA RAD-314 06-04-2015405d | Frequency iMHzl B50.15
Number of Transients 20 Oriain spect iginal Points Count 32768
Points Count 32768 Pulse Sequence 030 Receiver Gain 804
Solvent DMSCd6 Spectrum Offset {Hz] 50500283 [ Soectrum Type STANDARD
Te Ture: ree C) 25.000

IH NMR (850 MHz. DMSO-d ) 5 9.65 (br. 5., 1H). .11 (t. J= 545 Hz. 1H), 748 - 7.57 (m. 4H). 7.46 (d. J=15.57 Hz. 1H), 7.37 - 7.40 (m. 2H), 7.27 - 7.34
(m. 2H), 7.26 (d, J=7.78 Hz. 1H), 6.98 - 7.01 (m. 1H). 6.82 (4, J=15.57 Hz, 1H), 3.09 - 3.13 (m. 2H), 148 (td, J="7.20, 14.14 Hz. 2H), 0.87 (t, J=7.2THz,
3H)

PN

FAD-314.25p YerticalScalsFactor = 1

TTED a5 &0 45 4]
Chemical SHift (opm)

This report was created by ACD/NMR Processor Academic Edition. For more information go to www.acdlabs.com/nmrproc/

RAD-374
20/09/2016 10:02:40 AM
Dr.Mostafa Sample ; RAD-374 DMSO
[Formuta c_H no [F¥  3s34ser |
Acquisition Time (sec] 06473 [ Comment DrMostata Sample ; RAD-374 _DMSO [Dare 20 Ape 2018 140952 ]
Date Samp 20 Aor 2016 1400:52 [
File Name E-\ProjectsMostafa Alaraby ProjectOxazolone|Orazolone NMRNMR final oxazolonel13 CNMR. New 18-4-2018MUSTAFA RAD-374 19-04-20161120%d
Frequency (MHz) 21377 Nucleus 130 Number of Transients 263 Origin spect
Original Points Count 32788 Owner [0 d Points Count 22768 Puise Sequence 20pg30
Receiver Gain 186.03 SWieyclical) (Hz) 5102041 Solvent DMS0-d6 Spectrum Offser (Hz) 21200 2530
Type STANDARD Sweep Widih (Hz) 51018.85 {degree C) 25001

13C NMR. (214 MHz, DMSO-d ) 3 164.8, 164.5, 146.4, 141 8. 140.5, 139.9, 133.9, 1319, 130.1, 129.7, 1279, 123.7, 122.8, 120.3, 41.1, 39.8, 39.7, 30.6.
30.4,303,302,223 21.1, 11.
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g
Rad-374 2sp VerticalScaleFactor = 1 MiJ(s) ma7is)
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Spectra of (5112)
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'H NMR

This report was created by ACDVNMR Processor Academic Edition. For more information go to www.acdlabs.cominmrproc!

RAD-375
D211/2016 8:47:43 AM
: RAD75  DMSO PROTON DMSO D \Magdy) nmr 24
Formulac H NOS|PW 3854388 |
Acquisition Time 23564 [ comment Dr.Mustafa Sample : RAD-375  DMSO PROTON DMSO {D-\Magdy} nmr 24
Dare 18 Jun 2015 15:37-04 [ Date Sramp 18 Jun 2015 15:37.04
E\Mostafa Al ProjecfiOxazolons NMRNMR final oxazoloneMUSTAFA RAD-375 16-06-2015\10%d 60D.15
Number of Transients 22 Origin spect iginal Points Couns 30768
Points Count 20768 Pulse Sequence 2030 Receiver Gain 144.00
Solvent DMSC-d6 Spectrum Offser (Hz) _3706.1750 Spectrum Type STANDARD
Te Ture ree C 25.000

TH NMR (600 MHz, DMSO-d) 59.89 (5. 1H), 8.32 (t. /= 5.65 Hz, 1H), 822 - 8.25 (m. J=9.04 Hz. 2H), 7.74 - 7.78 (m. J=9.03 Hz, 7). 7.64 - 7.69 (m.
2H). 745 (d, J=3.39 Hz, 1H), 7.15 (dd, J=3.58, 5.08 Hz, 1H). 6.95 (s, 1H). 6.60 (d, J= 15.43 Hz, 1E), 3.12 (q. J=6.40 Hz, 2H), 1.50 (sxt, J=7.30 Hz,

2H). 0.89 (. = 7.53 Hz. 3H) P
HLAI:}
|
Nox
JrAD-37Eesp VerticalScqgFactor =1 |
0075 [ ) (m %
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1BC NMR

This report was created by ACD/NMR Processor Academic Edition. For more information go to www.acdlabs.com/nmrproc/

RAD-375
2000012016 10:12:35 AM
Dr Mostafa Sample : RAD-375 DMSO
Formulac H NOS[FV 43 |
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[I. Further Data on LD50 determination
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Supplementary Information

Chart of the OECD protocol, Guideline 423

OECD Guideline for testing of chemicals

Acute Oral Toxicity — Acute Toxic Class Method
https://ntp.niehs.nih.gov/iccvam/suppdocs/feddocs/oecd/oecd gl423.pdf

OECD/OCDE 423

ANNEX 2d: TEST PROCEDURE WITH A STARTING DOSE OF 2000 MG/KG BODY WEIGHT
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three animals of a single sex ( normally females ) are used
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