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1. Spectral analysis:
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Figure (S1): IR spectrum of compound 2.
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Figure (S2): 1H NMR spectrum of compound 2.
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Figure (S3): 13C NMR spectrum of compound 2.
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Figure (S4): IR spectrum of compound 4a.
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	Figure (S5): 1H NMR spectrum of compound 4a.
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Figure (S6): 1H NMR spectrum of compound 4a.
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Figure (S7): 13C NMR spectrum of compound 4a.
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Figure (S8): Mas spectrum of compound 4a.
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Figure (S9): IR spectrum of compound 4b.
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Figure (S10): 1H NMR spectrum of compound 4b.
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Figure (S11): 13C NMR spectrum of compound 4b.
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Figure (S12): Mass spectrum of compound 4b.





[image: ]

	
Figure (S13): IR spectrum of compound 4c.
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Figure (S14): 1H NMR spectrum of compound 4c.












[image: ]



Figure (S15): 13C NMR spectrum of compound 4c.
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Figure (S16): Mass spectrum of compound 4c.
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Figure (S17): IR spectrum of compound 4d.
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Figure (S18): 1H NMR spectrum of compound 4d.
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Figure (S19): 1H NMR spectrum of compound 4d.
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Figure (S20): 13C NMR spectrum of compound 4d.
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	Figure (S21): Mass spectrum of compound 4d.
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Figure (S22): IR spectrum of compound 4e.
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Figure (S23): 1H NMR spectrum of compound 4e.
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Figure (S24): 13CNMR spectrum of compound 4e.
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Figure (S25): Mass spectrum of compound 4e.
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Figure (S26): IR spectrum of compound 4f.
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	Figure (S27): 1H NMR spectrum of compound 4f.
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Figure (S28): 1H NMR spectrum of compound 4f.
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Figure (S29): 13C NMR spectrum of compound 4f.
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 Figure (S30): Mass spectrum of compound 4f.
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---- PROCESSING PARAMETERS -
dc_balance( 0, FALSE )
sexp( 0.2[Hz], 0.0[s]
trapezoid( 0[%1, 0[%], 80[%], 100[%] )
Zerofill( 1 )

£££( 1, TRUE, TRUE )

machinephase

ppm

Derived from: Samar Elsaeid_sM_319_proton-1
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X : parts per Million : Proton

3.067 —

2490

2.017

Filename Samar Elsaeid_sM_319_pro
Author delta

Experiment proton. jxp

sample_td Samar Elsaeid_sM 319
solvent DMSO-D6

17-2UG-2023 12:56:32
17-2UC-2023 12:2
17-AUG-2023 12:29:52

creation_Time
Revieion Time
Current_Time

comment - single pulse
Data_Format - 1D COMPLEX
Din_size - 13107

pin_Title = proton

Din_Units = [ppm]

Dimensions -x

site = aNM-ECA500IT
Spectremeter - DELTAZ_NVR
Fleld_strength = 11.7473579[T] (500 [MHz])
X_Req_Duration = 1.24780544[e]
X_pomain =1

X_Preq = 500.15991521 [MEz]
x_offeet = 7.0[ppm]
X_points = 16384

X_prescans -1

X_Resolution = 0.80140699 [Hz]
x_sweep = 13.1303521 [kHz]
X_sweep_Clipped = 10.50420168[kiz]
Irr_Domain = proton

1rr_rreq = 500.15991521 [MHz]
Irr offset = 5.0[ppm]
mri_Domain = proton

Tri_Freq = 500.15991521[MEz]
mri_offset = 5.0[ppm]

Clipped = FALSE

scans - 36

Total scans =36

Relaxation Delay = 5[sl

Recvr_Gain - 48

Temp_Get. = 20.814c]
X_90_width = 11.5[us]
X_Req_Time = 1.24780544[e]
X_angle 45[deg]

X_Atn ords]

X_pulse = 5.75[us]

Irr Mode = off

Tri_Mode = off
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Revision Time = 17-AUG-2023 12:2! 7
Current_Time = 17-AUG-2023 1 7

comment = single_pulss
Data_rormat - 1D coMPLEX
Din_size = 13107

Din_Title = Proton

Din_Units = [ppm]

Dimensions -x

site = JNM-ECAS00IT
Spectremeter - DELTAZ NVR

Field Stremgth = 11.7473579[T] (500 [MHz])
X Acq Duration = 1.24780544[s]
X_Domain - 1

X_Freq - 500.15991521 [MHz]
X Offset. = 7.0[ppm]
X_Points - 16384

X_Prescans -1
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X_sweep - 13.1302521 [kuz]
%_sweep_Clipped = 10.50420168 [kHz]
Irr Domain = Proton
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- PROCESSING PARAMETERS ----
dc_balance( 0, FALSE )

sexp{ 2.0[Hz], 0.0[s] )

trapezoid( 0%], 0[%], 80[%], 100[%] )
zerofill( 1}

££t{ 1, TRUE, TRUE )

machinephase
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Derived from: Samar Elsaeid SM_93_carbon-1-

Filename Samar Elsaeid SM_93_carb
Author delta

Experiment = carbon.ixp

Sample_Id Samar Elsasid SM_93
Solvent DMS0-D6

28-JUL-2021 10:58:46
29-JUL-2021 11:57:37
29-JUL-2021 11:58:26

Creation Tine
Revision Time
Current_Time

Comment = single pulse decoupled g
Data_Format = 1D COMPLEX

Din_Size - 26214

Din_Title = Carbon13

Din_Units = Ippm]

Dinensions - X

site = JNM-ECA500TT
Spectremeter = DELTA2_NHMR

Field Strength = 11.7473579[T] (500 [MHz])
X_Acq Duration = 0.83361792[s]

X_Domain = 13¢

X _Freq = 125.76529768 [MHz]

X offset = 100 [ppm]

%_Points 32768

X_Prescans
X_Resolution

4
1.19959034 [Hz]

N X_Sweep 39.3081761 [KHz]
X _Sweep Clipped = 31.44654088[kHz]
Irr_Domain Proton
Irr Freg 500.15991521 [MHz]
Irr offset - 5.0(ppm]
Clipped = FALSE
Scans 1024
| ’ Total_Scans - 1024
! Relaxation Delay = 2[s]
; BRI Rocyr cain Zse
Temp_Get = 21.4[dC]
X_90_Width = 32.3[us]
T T T T T T T T T T T T T T T T T T T T T T Tl XiAciije = 0.83361792[s]
220.0210.0 200.0 190.0 180.0170.0 160.0 150.0140.0 130.0120.0 110.0 100.0 90.0 80.0 70.0 60.0 50.0 40.0 30.0 20.0 10.0 X_Angle = 30[deg]
X Atn = 10[aB]
[ I X _Pulse - 10.76666667 [us]
Itr_Atn Dec - 17.683(aB]
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e~ - v — =3 [sed Irr_Noise = WALTZ
.o\o.:. qszgggsqggf o wn ) Irr_pwidth = 92[us]
o %wmeNNN~:~ = 3 a = Decoupling TRUE

X : parts per Million : Carbon13
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abundance

T T T T T T T T T T T T T T T T T
220200.0200.0190.0 180.0170.0 160.0150.0 140.0 130.0120.0 110.0 100.0 90.0 80.0 70.0 60.0 50.0 40.0 30.0 20.0

;

=3
I
3]
)
8
3

o~
)
Il
<~
<

X : parts per Million : Carbonl

165.673 7
143.401

138.384
137.306

129.818

WANASSY

~

128.87

124.267
117.905

o
)
o
o

39.500—
31.774—
16417

Filename samar Elsaeid_sM286_carb
Author delta

Experiment carbon. jxp

sample_Id samar Elsaeld SM286
Solvent DMS0-D6

Creation Time 25-HOV-2024 14:57:16
Revision Time 25-HOV-2024 15:25:01
current_Tima 25-HOV-2024 15:25:06
Comment single pulse decoupled g
Data_Format 1D COMPLEX

Dim Size 26214

Dim_Title carbon13

Dim_Units Ippm]

Dimensions x
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Spectrometer DELTA2_NMR
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X_aAcq Duration

11.7473579[T] (500 [mHz])
0.83361792[s]

X Domain 13¢
X Freq 125.76529768 [1Hz]
X offset 100 [ppm]

X Points 32768

4
1.19959034 [1z]

39.3081761 [KHz]
31.44654088 [kKz]

X_Prescans
X Resolution

X Sweep
X_sweep_Clipped

Irr_Domain Proton
Irr_Freq 500.15991521 [MHz]
Irr_offset 5.0 [ppml
clipped FALSE

Scans 660
Total_scans 660
Relaxation Delay = 2[s]
Recvr_Gain 60

Temp_Get 17141

x 90 width = 19.9[us]

% Acq_Time 0.83361792[s]
X Angle 30[deg]

X atn 9.7[dB]

X Pulse 6.63333333 [us]
ITr_Atn Dec 18.199[dB]
Irz_Atn Noe 18.199 [dB]
1rr_Woise = waLTZ
Irr_pwidth = 92[us]
Decoupling TRUE





image6.emf
N

N

O

CH

3

S

N

O



image7.jpeg
1000

DUENIWSULITY,

66% 768
LLS +79
169
ISL
€18
198 506
S001
9L0T
I
ST
F6TT szel
09¢1 86€T osk1
£8YT
0LST
0891
LOLT
8T
6167
U I S S L L IS I S S L L S U L I W L S AR R
S ® L Y oW o oMo = o> o B L DL T Mmoo o= S & o I WM
SE R & & &4 & a3 888 % &8 288 % &8 r &8

500

3000 2500 2000 1500
Wavenumbers (cm-1)

3500

4000





image8.emf
N

N

O

Ph

S

N

Ph

O

N



image9.png
7.910
7.890
7.874
7.718
7.696
7.647
7.470
7.451
7.432
7.414
7.393
7.269
7.241
7.221
7.198
7.179
7.161
7.043
7.021

TSN

—3.390

%

—2.520
— 2.105

NAME
EXPNO
PROCNO

Date_
Time
INSTRUM
PROBHD
PULPROG

PLW1

s1

3.01

Faculty of Pharmacy

Current Data Parameters

Samar E1-Saeed-SM299-Hnmr-RR
10

1

F2 - Acquisition Parameters

20230619
14.13 1

spect
2108618_0945 (
2g30

65536

DMSO

16

2
8012820 Hz
0.244532 Hz

62.400 usec

6.50 usec

1.00000000 sec
1

400.2024712 Mz
1

13.50 us
13.00000000 W

F2 - Processing parameters
o

6
400.2000000 Mz
B

0.30 Hz
1.00




image10.emf
N

N

O

Ph

S

N

Ph

O

N



image11.png
TC0"
£¥0°

T9T"
6LT"
86T"
R4
e
692"

€6¢"

cEY”
TS¥°
oLy

L¥9"

969°
8TL"

vLe”
068"
016"

6.7

T
6.8

6.9

7.0

{

5|
«

71

7.2

A

73

~

of
>
|

74

T

7.5

76

7.7

7.8

7.9

TE )

T T
8.1 8.0

8.2

8.3

ppm

6.6

|

e

<
©|
o




image12.emf
N

N

O

Ph

S

N

Ph

O

N



image13.png
abundance

Mansoura University
Jeoaw v
Unit
ECA- 50011
Filename Nadher_ A_23_OME_carbon-
*®1 Author delta
4 Experiment carbon. jxj
sample_Id Nadher_ A_23_OME
Solvent - DHEO-D§
Creation Time = 15-JAN-2019 11:46:29
Revision Time = 15-JAN-2019 12:16:44
= Current_Time - 15-JAN-2018 12:19:39
=1
Comment - single pulse decoupled g
Data_Format - 1D COMPLEX
Dim_Size - 52429
Dim_Title - Carboni3
© Dim_Units = Ippml
S Dimensions -x
site = JNM-ECAS00II
spectrometer - DELTA2_ MMR
Field Strength = 11.7473579[T] (500 [MHz])
- X_Acq Duration = 0.83361792(s]
= X_Domain 3¢
X_Freq 125.76529768 [MHz]
X offset = 100 Ippn]
X Points - 32768
X Prescans -4
X Resolution = 1.19959034 [Ez]
=+ X_Sweep = 39.3081761 [kHz]
< X_Sweep_Clipped = 31.44654088 [kHz]
Irr_pemain - Proton
Irr_Freq - 500.15991521 [MHz]
Irr_offset = 5.0lppu]
Clipped - FALSE
e scans - 1246
=3 Total_Scans - 1246
Relaxation Delay = 2[s]
Recvr_Gain - 58
Temp_Get. = 19.31dc]
~ X_90 Width = 91us]
= X_Acq_Time - 0.83361792(s]
X_angle = 301deg]
x atn - 9.7[4a8]
X Pulse - 3lus]
Irr_atn Dac - 20.948(4B]
—- Irr_ntn Noe - 20.948[aB]
| Irr_Noise - WALTZ
< Irr_Pwidth = 92][ua]
Decoupling - TRUE
Initial Wait - 1[s]
Toe - TRUE
Noe_Time = 2[s]
. I " . " " " Repetition Time = 2.83361792(s]
’ i g Aaidtent
T T T T T T T T T T T T T T T T T T T
200.990.0 180.0 170.0 160.0 150.0 140.0 130.0 120.0 110.0 100.0 90.0 80.0 70.0 60.0 50.0 40.0 30.0 200 100 0
AIINS
[Emgs o 8 = s -
Hg%S3 6 & S b 3
A/EI 8 82 2 a =
X : parts per Million






image14.emf
                             

RT: 0.66 - 1.49 SM: 11B

0.7 0.8 0.9 1.0 1.1 1.2 1.3 1.4

Time (min)

10

20

30

40

50

60

70

80

90

100

Relative Abundance

NL:

7.59E5

TIC  MS 

samar-sm-

299

samar-sm-299 #46 RT: 0.79 AV: 1 SB: 15 0.22-0.30 , 0.10-0.23 NL: 1.12E3

T: {0,0}  + c EI Full ms [40.00-1000.00]

100 150 200 250 300 350 400 450 500 550 600

m/z

10

20

30

40

50

60

70

80

90

100

Relative Abundance

83.03

116.66

227.14

267.98

84.20

371.31

117.19

391.97

272.32

211.82

322.74

106.02

287.20

440.95

411.19

188.10

439.47

119.04

573.92

140.76

604.59

92.37

253.54

603.77

487.12

304.33

252.74

473.09

545.42

160.13


image15.emf
N

N

O

Ph

S

N

Ph

O

N



image16.jpeg
90§ 3
2
655 @
0£9
069
SEL
= W%
98
9001 2
=
(1231
PETT
STET1 061
0FT
= S erst |2
995T 98ST A
7991
80LT
s
2
2
H
=
2
g
&
3214
1T6T

s
2
2
a
<
2
2
g
=
A R A L R ) B L Ly e A A A DR AR AR AR S
P e P N A

T T T B ST B T T T T T T T S

2222322223223 3322282222 23

dUENIUSULILY,

Wavenumbers (cm-1)





image17.emf
N

N

O

Ph

S

N

Ph

O

S

N



image18.png
13.0 144

12.0

11.0

=3
=4

i 8.0

7.0

1

6.0

R // e P
é 3
i,

28

X pors or Millon: Fowon

=
269
7685
7653
768
7618
7611
7601
755

£

T T
#£24% Mansoura University

i)
& JEQL (i

Aol
Q_‘,N.M ECA-50011

---- PROCESSING PARAMETERS -
dc_balance( 0, FALSE )

sexp( 0.2[Hz], 0.0(s] )
trapezold( O[%1, O[%]. 80[%1, 100[%1 )
Zorofill( 1 )

£Et( 1, TRUE, TRUE )

machinephase

pen

Derived from: Samar Elsaeid_sM 301 proton-3

abundance

T T
170 160 150 140

X : parts per Million : Proton

24907
1351
1.338

1324

Filename

= Samar Elsaeid SM 301 pro
Author - delta
Experiment = proton. jxp
gample_Td = Samar Elsaeid &M 301
Solvent = DMSO-D§
Creation_Time = 10-AUG-2023 1 5
Revision Time = 10-AUG-2023 11:26:51
current_Tine = 10-aUG-2023 1. 5

comment = single pulss
Data_Format = 1D coMPLEX
Dim_size - 13107
Dim_Title = Proton
Dim_units = [ppml
Dimensions =x

site = JNM-ECRS00IT
Spactrcmeter = DELTA2_NMR

Fleld_strength
X_Acq_puration

11.7473579[T] (500 [MHz])
1.24780544 (8]

X_pomain 1

X_Freq 500.15991521 [MHz]
X_offeet 7.0[ppm]

X_Points 16384

1
0.80140699 [Hz]
13.1302521 [kHz]
10.50420168 [kHz]
Proton

X_prescans
X Resclution
X_gweep
X_swesp_Clipped
Irr_pemain

= 500.159915321 [MHz]
= 5.0(ppm]
= Proton
= 500.15991521 [Miz]
= 5.0(ppn]
= FALSE
- 40
Total_scans - 40
Relaxation Delay = 5[s]
Recvr_cain =50
Temp_cet. = 211dc]
X_o0_width = 11.5[us]
X_Acq_Time = 1.24780544[8]
X_angle = 45[deg]
X_atn = 0rds]
X_pulse = 5.75[us]
Irr_mode = off
Tri_Mode = off





image19.emf
N

N

O

Ph

S

N

Ph

O

S

N



image20.png
3.0

2.0

1.0

abundance

S Y 0

T T T T T T T T T T T T T T T T T T T T T T T
220210.0 200.0 190.0 180.0 170.0 160.0 150.0 140.0 130.0 120.0 110.0 100.0 90.0 80.0 70.0 60.0 50.0 40.0 30.0 20.0 100 O

//V///R\K\\\\ /|

13.323 >=

166326
162.264
150.847
145389
134735
132.566
128.678
127.534
127.459
127.368
124.683
123538
119.172
115335
114.123
104.103
42.469
39.500
12.701

X : parts per Million : Carbonl3





image21.emf
N

N

O

Ph

S

N

Ph

O

S

N



image22.emf
                             

RT: 3.37 - 3.72 SM: 11B
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NL:

1.55E4

TIC  MS 

samar-sm-

301

samar-sm-301 #85-91 RT: 1.44-1.54 AV: 7 SB: 26 1.21-1.34 , 0.87-1.14 NL: 9.33E1

T: {0,0}  + c EI Full ms [40.00-1000.00]
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62.99
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195.00

342.41

79.95

200.17
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dc_balance( 0,
seXp ( 0.2[Hz]
trapezoid( O
zerofill( 1)

PROCESSING PARAMETERS -
)

FALSE
0.

o[s] )
41, '0[x1, 80%1, 100[%] )

££t( 1, TRUE, TRUE )

machinephase
ppm

Derived from:

samar Elsaeed_SM _Py_proton-1-
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Filename
Author
Experiment
sample_Id
Solvent
Creation_Time
Revision Time
Current_Time

Comment
Data_Format
Dim Size

Dim Title
Dim_Units
Dimensions
site
spectrometer

Field Strength
X_Acq Duration
Z_Domain

I Freq
Z_Offset
Z_Points

X _Prescans

X Resolution

2 sweep
X_Sweep_CLippe
Itr_Domain

Irr Freq

Irr Offsst
Tri_Domain
Tri_Freq
Tri_offset
Clipped

Scans
Total_Scans

Relaxation Del:

X : parts per Million : Proton

2490
1.893— <

Recvr_Gain

= samar Elsaeed SM Py_prot
delta

proton. xp

Samar Elsased SM Py

DMS0-D6

7-AUG-2023 1.
7-A0G-2023 10:14
7-AUG-2023 1

1
151
6

single pulse
1D coMPLEX
13107

Proton

[ppm]

x

JNM-ECA5001T
DELTAZ_NMR

11.7473579 [T] (500 [MHz])
1.24780544 [s]

1H

500.15991521 [MHz ]
7.0[ppm]

16384

1
0.80140699 [Hz]
13.1302521 [kHz]
10.50420168 [kHz]
Proton
500.15991521 [MHz]
5.0[ppm]

Proton
500.15991521 [MHz]
5.0 [ppm]

d

ay

11.5[us]
1.24780544 [5]
45 [deg]

0[d8]
5.75[us]

off

= off
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---- PROCESSING PARAMETERS ----
4o balance( 0, FALSE )

sexp ( 2.0[Hz], 0.0[

trapezoid( 0[%], B[’c], 80[%], 100[%] )
zerofill( 1)

£££( 1, TRUE, TRUE )

<] machinéphase

S pem
Derived from: Norhan Magdy Nor M 27_carbon-
Filename Norhan Magdy_Nor M 27_ca
Author delta

ey Experiment carbon. jxp

2 Sample_Id = Norhan Magdy_Nor_M_27
Solvent = DMS0-D6
Creation Time = 7-JUN-2021 00:35:24
Revision Time 8-JUN-2021 10:28:32
Current_Time 8-JUN-2021 10:28:38
Comment. single pulse decoupled g
Data_Format 1D coMPLEX
Dim Size 26214
Dim Title Carbon13

o Dim Units [ppm]

Ll Dimensions x

= site JNM-ECAS00IT

Spectrometer = DELTAZ_ MR

Field Strength
X_Acq Duration

11.7473579[T] (500 [MHz])
0.83361792 [s]

X _Domain 13c
X Freq = 125.76529768 [MHz]
X offset 100 [ppm]

X points 32768

X_Pprescans 4

X _Resolution
X sweep
¥_Sweep_Clipped

1.19959034 [Hz]
39.3081761 [kHz]
31.44654088 [kHz]

1rr_Domain Proton
IrrFreq = 50015991521 Mz ]
Irr_offset = 5.0[ppm]
Clipped = FALSE
Scans = 1024
3 Total_Scans = 1024
-5 Relaxation Delay = 2[s]
E Recvr_Gain 58
2 ) Temp_Get = 17.8[dC]
Gl 5 2 i X_90 Width 32.3[us]
T T T T T T T T T T T T T T T T T T T T XAcq Time 0. 83361792 [s]
200.090.0 180.0 170.0 160.0 150.0 140.0 130.0 120.0 110.0 100.0 90.0 80.0 70.0 60.0 50.0 40.0 30.0 200 10.0 X angle 30 [deg]
7 i X atn = 10[dB]
/ ‘ ////////'%A ‘ ‘ XPulse 10.76666667 [us]
ITr_Atn_Dec 17.693[dB]
I S . & e Irr_Atn_Noe = 17.693[dB]
29 §ZBRBZ3LE33088 g g g I Noiza = vait
£ Faessiimrainng z 2 3 Ied - S2lue)
TG e et ol o L o = s Decoupling = TRUE
X : parts per Million : Carbon13
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RT: 1.54 - 1.81 SM: 11B
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99.5

100.0

Relative Abundance

NL:

9.07E5

TIC  MS 

samar-sm-

302

samar-sm-302 #31 RT: 0.54 AV: 1 SB: 26 1.21-1.34 , 0.87-1.14 NL: 1.63E3

T: {0,0}  + c EI Full ms [40.00-1000.00]

50 100 150 200 250 300 350 400 450 500 550

m/z
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561.15

43.13

141.19

98.42
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182.11

74.88

212.00

445.45

287.84

254.06

462.60

62.06

112.20

499.06

493.81

94.49

59.94

556.24

420.21

396.78

465.61

285.76

516.68

210.63

220.64

518.46

350.69

234.41

363.17

416.53

190.78

88.91

347.62

312.44
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PROCESSING PARAMETERS
dc_balance( 0, FALSE )
sexp( 0.2[Hz], 0.0[s] )
trapezoid( 0[%], O[%], 80[%], 100[%] )
zerofill( 1)

££t( 1, TRUE, TRUE )

machinephase
ppm
Filename = Samar Elsaeid SM 323 pro
Author = delta
Experiment = proton. jxp
sample_Id = Samar Elsaeid_SM 323
Solvent = DMSO-D6
Creation Time = 23-AUG-2023 12:27:14
Revision Time = 10-SEP-2023 14:04:44

= 10-SEP-2023 14:04:48

Current_Time

abundance
0

Comment = single_pulse
Data_Format = 1D COMPLEX
Dim Size = 13107
Dim Title = Proton
= Dim Units = [ppm]
Dimensions =x
site = JNM-ECA5001T
Spectrometer = DELTA2_NMR
Field Strength = 11.7473579[T] (500 [MHz])
X_Acq Duration = 1.24780544 [s]
X Domain =1
X Freq = 500.15991521 MHz]
X_Offset = 7.0 [ppm]
X Points = 16384
= X Prescans =1
- /Q X_Resolution = 0.80140699 [Hz]
N X Sweep = 13.1302521 [kHz]
X Sweep_Clipped = 10.50420168 [kiz]
ITr_pomain = proton
Irr_Freq = 500.15991521 MHz]
Irr_Offset = 5.0([ppm]
Tri_Domain = Proton
Tri_Freq = 500.15991521 MHz]
Tri_Offset = 5.0[ppm]
Clipped = FALSE
scans =40
Total _Scans =40
. , ; , Relaxation Delay = 5[s]
Recvr_Gain =50
4.0 3.0 20 1.0 Temp_Get = a0[dc)
0 X_90_Width = 11.5[us]
i = 1.24780544s]
/N | | AN, AN A -
S v =y o= Towmo® TOON—=m RO = 0[dB]
S =+ 3o XE N T A ~Sanet FAo = 5.75[us]
Tnm N X %0 00 09,0000 UEnClOLGli 00 50,00 = Off
+ << o SR — - ——— SO S - ot
X : parts per Million : Proton
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PROCESSING PARAMETERS ----
de_balance ( 0, FALSE )

seZp( 0.2[Hz], 0.0[s] )

trapezoid( O[%], O[%], 80[%], 100[%] )
Zerofill( 1)

£ft( 1, TRUE, TRUE )

T T
101 99 9.7 9.5

9.822

X : parts per Million : Proton

machinephase

ppm

Filename Samar Elsaeid SM_323_pro
Author delta

Experiment. proton. jxp

sample_Td = Samar Elsaeid sM 323
Solvent DMS0-D6 -
Creation Time = 23-AUG-2023 12:27:14

Revision Time
Current_Time

10-SEP-2023 14:05:15
10-SEP-2023 14:05:19

Comment single_pulse
Data_Format 1D COMPLEX
Dim Size 13107

Dim Title Proton

Dim Units [ppm]
Dimensions X

site JNM-ECAS001T
Spectromster = DELTA2_NMR

Field Strength
X_Acq Duration

11.7473579[T] (500 [MHz])
1.24780544 [s]

X_Domain = 1H

X Freq 50015991521 [iHz]
X offset 7.0 [ppm]

X points 16384

X Prescans
X Resolution

X sweep
X_sweep_Clipped
ITr_Domain

1
0.80140699 [Hz]
13.1302521 [kHz]
10.50420168 [kHz]
Proton

Irr_Freq 500.15991521 [MHz]
Irr_offsst = 5.0[ppm]
Tri_Domain = Proton

Tri_Freq 500.15991521 [MHz]
Tri Offset 5.0[ppm]

Clipped FALSE

Scans = 40

Total_Scans =40

Relaxation Delay
Recvr_Gain

Temp_Get 40[dc]
X_90_Width 11.5[us]
XAcq_Time 1.24780544 [s]
X angTe 45 [deg]

X atn 0[d8]

X pulse 5.75[us]
I7r_Mode = off

Tri_Mode = off
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RT: 4.36 - 4.83 SM: 11B
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Relative Abundance

NL:

2.06E4

TIC  MS 

samar-sm-

323

samar-sm-323 #43-45 RT: 0.74-0.77 AV: 3 SB: 26 1.21-1.34 , 0.87-1.14 NL: 1.68E2

T: {0,0}  + c EI Full ms [40.00-1000.00]
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---- PROCESSING PARAMETERS -
dc_balance( 0, FALSE )
sexp( 0.2[Hz], 0.0[s]
trapezoid( 0[%1, 0[%], 80[%], 100[%] )
Zerofill( 1 )

£££( 1, TRUE, TRUE )

machinephase

ppm

Derived from: Samar Elsaeid_sM_309_proton-1

[ E—
73—

20T
3587
3.00

abundance
0

T
170 160 150 140

X : parts per Million : Proton

2490
20147

Filename - samar Elsaeid &M 309 pro
Author - delta

Experiment = proton.jxp

sample_Td - Samar Elsaeid sM 309
Solvent = DMSO-D6

Creation mime = 5-AUG-2023 15:00:58
Revieion Time =

Current_Time -

comment - single pulse
Data_Format - 1D COMPLEX

Din_size - 13107

pin_Title = proton

Din_Units = [ppm]

Dimensions -x

site = aNM-ECA500IT
Spectremeter - DELTAZ_NVR

Fleld_strength
X_Req_puration

11.7473579[T] (500 [MEHz])
1.24780544 8]

X_pomain =1

X_Preq = 500.15991521 [MEz]
x_offeet = 7.0[ppm]
X_points = 16384

X_prescans -1

X_Resolution = 0.80140699 [Hz]
x_sweep = 13.1303521 [kHz]
X_sweep_Clipped = 10.50420168[kiz]
Irr_Domain = proton

1rr_rreq = 500.15991521 [MHz]
Irr offset = 5.0[ppm]
mri_Domain = proton

Tri_Freq = 500.15991521[MEz]
mri_offset = 5.0[ppm]

Clipped = FALSE

scans - 20

Total scans =40

Relaxation Delay = 5[sl

Recvr_Gain - 52

Temp_cat. = 20.614c]
X_90_width = 11.5[us]
X_Req_Time = 1.24780544[e]
X_angle 45[deg]

X_Atn ords]

X_pulse = 5.75[us]

Irr Mode = off

Tri_Mode = off
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~---- PROCESSING PARAMETERS ----
dc_balance( 0, FALSE }

sexp( 2.0[Hz], O
trapezoid( 0[%],
zerofill( 1)

.0[s] )

0[%], 80[%], 100[%] )

££t( 1, TRUE, TRUE )

machinephase
ppm

Derived from: Samar Elsaeid SM 309 carbon-1

¥

Sl

T T T T T
210.0200.0 190.0 180.0 170.0 16

/

]
-
I

g

o
S
X : parts per Million : Carbon13"

165.186
158.567~_

%
©
b

)
n

143.620
140.349
137.964
135.551

.0 150.0

T T T T T T T T T T T T T T
140.0 130.0120.0 110.0 100.0 90.0 80.0 70.0 60.0 50.0 40.0 30.0 20.0 10.0

/277 NSO

129.818

129.580
128.82

128.597

124.324

119.469
118.105

108.720
101.947

=3
°
=

=3
8

56.211 —

39.500

15.931

Filename
Author
Experiment
sample_Td
Solvent
Creation_Time
Revision Time
Current_Time

Comment
Data_Format
Dim Size

Dim Title
Dim Units
Dimensions
site
Spectrometer

Field Strength
X_Acq Duration
X_Domain

X Freq

X offset
X_Points
X_Prescans

X Resolution

X sweep
X_Sweep_Clipped
I7r_Domain

Irz Freq
Irr_Offset
Clipped

Scans
Total_Scans

Relaxation Delay
Recvr_Gain
Temp_Get
X_90 Width
X_Acq_Time
X _angle

X Atn

X Pulse
I7r_Atn Dec
Irr_Atn Noe
Irr_Noise
Irr_pwidth
Decoupling

Samar Elsaeid SM 309_car
delta

carbon. jxp

Samar Elsaeid_SM 309

= DMS0-D6

= 27-SEP-2023 15:40:07
27-SEP-2023 16:02:45
27-SEP-2023 16:02:50

single pulse decoupled g
1D COMPLEX

26214

Carbon13

[ppm]

b9

JNM-ECA5001T
DELTAZ_NMR

11.7473579[T] (500 [MHz])
0.83361792 [s]

13c

125.76529768 [MHz]
100 [ppm]

32768

4

1.19959034 [Hz]
39.3081761 [kHz]
31.44654088 [kHz]
proton
500.15991521 [MHz]
5.0[ppm]

FALSE

2110

2110

10.5 fus]
0.83361792 [s]
30 [deg]

= 10[dB]
3.5[us]
19.992[dB]
19.992[dB]
WALTZ
0.115[ms]
TRUE
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RT: 2.91 - 3.26 SM: 11B
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