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MerraTalat-H2-CDC13-H1

Archive directory: /export/home/vnmri/vnmrsys/data
Sample directory: DDSmm_test_l2Mar2014-21:34:40

Pulse Sequence: s2pul

Solvent: CDC13

Temp. 30.0 C / 303.1 K
File: MernaTalat-M2-CDC13-H1
Mercury-300BB “NMR300"

Relax. delay 6.000 sec

n
FT size 655

Total time 58 min, 56 sec
Date: Aug 25 2021
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MernaTalaat-M2-CDC13-C13

Archive directory: /export/home/vnmrl/vnmrsys/data

Sample directory: DDSmm_test_12Mar2014-21:34:40

m|
File: PROTON

Pulse Sequence: s2pul

Solvent: CDC13
Ambient temperature
Mercury-300BB "NMR300™

Pulse 45.0 degrees

Acq. time 1.707 sec
Width 18761.7 Hz

1360 repetitions
OBSERVE C13, 75.452009
DECOUPLE H1, 300.068857
Power 34 dB

cont inuously on
WALTZ-16 modulated
DATA PROCESSING

Line broadening 1.0 Hz
FT size 65536

7 MHz
6 MHz

Total time 24 hr, 53 min, 46 sec

Date: Aug 26 2021
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IM3-CDCL.3-1H3-5,jdf {
|DRHAMDY/M3-CDCL3-1H | @ ED
] ‘ : ' l

1 \ Cl Author = delta3

Content DRHAMDY /M3 -CDCL3

Creation_time 25-AUG-2021 18:1
- E.t { Current_time 25-AUG-2021 11:2
= Data_format = 1D REAL
i Dim_size = 13107
P | \ M Dim title 1H
£ Dim_units [ppm]
N | Dimensions
N Filename = M3-CDCL3-1H3-5.3
Machine scc
Revision time 25-AUG-2021 11:2
sample_id DRHAMDY /M3 -CDCL3
Site ECA500 (Datum BL
Spectrometer DELTA2_NMR
Scans 16
Mod return 1
Total scans 16
N | X_points 16384
~ X _prescans 1
~ | X_domain 1H
i | X_offset 5.0 [ppm]
i NO | X_freq 500.15991521 [MHz
| 2 | X eweep 15.6641604 [kHz]

X_resolution
| Trr_domain

0.95606448 [Hz]
1H

abundance

Irr_offset = 5.0 [ppm]
| Irxr fregq = 500.15991521(MHz
| Tri_domain 1H

—_
wn
~—

b !
! i & Jad | TriZoffset 5.0 (ppnl
i B g | Tri_freq 500.15991521 (MHz
=] if i = | X_acq duration 1.04595456 [s]
i il I h | pigital filter TRUE
4 ! I i It | Filter factor 8
: il I i Af_version =1
1 | i i ; Delay of start = 1.99999974 [s]
| it I| H Actual_start_time = 25-AUG-2021 18:1
. i - b | Acq_delay 7.94 [us)
= i i | Digital filter status 2P
! I : Clipped FALSE
i i i Dc_balanced FALSE
1 b Xx90 = 12[us]
] i | | Trroo - 12(us]
| 4 | Triso 10 [us]
- i 1 Quaso 10([us)
= H i Quigo = 10({us]
§ b Sex$0 10(us]
“ ] { | sep30 10 {us)
1 i (L | octs0 10 [us]
! : ] | Non90 10[us]
¢ = i | Decso 10 {ua]
e [ i | %90 hi 92 [us]
2 | | ! 1reso ni 92 [us]
i ! Jl Trigo hi 10[us]
% I I Quas0 hi 10 [us]
4 j L | Quigo hi 10 [us]
| 7o ! 3 i | Sex90 hi 10 [us]
: / A \ | Sep90_hi 10 [us]
< — N N Ot 90_hi 10 us]
il T e O SR e [ ey e ey — o " vy e 3 5 . ey arpas NondD hi 10 [us]
; 5 | Dec90_hi 10 [us]
10.0 9.0 8.0 . i 7.0 6.0 4.0 3.0 . 10 1o x90 1a 92 [us]
iy N i ! | Irr90_lo 92 [us]
ARRE A I Trise lo 10 [ua)
| Quaso_lo 10 (us]
= 3 Uy e oA O n K = | Quiso_le 10 [us]
2 EIRSEE 3 =8 & Sex90 lo 10 {us]
P S 8 54 a2 Sepso lo 10 (us]
octso_io 10 [us]
10 (us]

‘' Nons0 lo
X : parts per Million : 1H




HamdyHasaneen-M3-CDC13-C13

Archive directory: /sexport/home/vnmrl/vnmrsys/data
Sample directory: DDSmm_test_12Mar2014-21:34:4
File: PROTON

Pulse Sequence: s2pul

Solvent: CDC13
Ambient temperature
Mercury-300BB "NMR300"

Pulse 45.0 degrees

Acq. time 1.707 sec

Width 18761.7 Hz

1752 repetitions
OBSERVE €13, 75.4520074 MHz
DECOUPLE H1, 300.0688576 MHz
Power 34 dB

continuously on

WALTZ-16 modulated
DATA PROCESSING

Line broadening 1.0 Hz
FT size 65536
Total time 31 hr, 7 min, 12 sec
Date: Dec 7 2021
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HamdyHasaneen-M13-CDC13-H1

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

Pulse Sequence: s2pul

Solvent: CDC13

Temp. 30.0 C 7 303.1 K

File: HamdyHasaneen-M13-CDC13-H1
Mercury-300BB "NMR300"

Relax. delay 6.000 sec
Pulse 25.4 degrees

Acq. time 4.004 sec
Width 6600.7 Hz

7 repetitions
OBSERVE H1, 300.0673637 MHZ
DATA PROCESSING

Line broadening 0.9 Hz
FT size 65536

Total time 58 min, 56 sec
bate: Nov 29 2023

- 8.394

B e B a8h

NO;
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HamdyHasaneen-M13-CDC13-C13

Archive directory: /export/shome/vnmrl/vnmrsys/data
Sample directory: DDSmm_test_12Mar2014-21:34:40

File: PROTON

Pulse Sequence: s2pul

Solvent: CDC13
Ambient temperature
Mercury-300BB "NMR300"

Pulse 45.0 de%rees

Acq. time 1.707 sec

Width 18761.7 Hz

2088 repetitions

OBSERVE C13, 75.4520097 MHz
DECOUPLE H1, 300.0688576 MHz
Power 34 dB

continuously on

WALTZ-16 modulated

DATA PROCESSING

Line broadening 1.0 Hz

FT size 65536

Total time 24 hr, 53 min, 46 sec
Date: Nov 30 2023

187.837

161.883

154.213
145.736

145.268

\__144.948

124.736

—  \.124.207
T T \_121.215

130.882
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= \_130.23%4
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115.081
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MohammadAbduiMoaty-M4-CDC13-C13

Archive directory: sexport/home/vnmril/vnmrsys/data

Sample directory: DDSmm_test_12Mar2014-21:34:40

File: PROTON

Pulse Sequence: s2pul

Solvent: CDC13
Ambient temperature
Mercury-300BB “NMR300"

\ Me

Pulse 45.0 degrees Y SSheom
Acqg. time 1.707 sec S wie-®ewn
\;;g;-h 1572}‘-; Hz Ne mEWLLTT
repe ons T T NNNNNN
OBSERVE C13, 75.4520091 MHz i e e
DECOUPLE H1, 300.0688576 MHz t\
Power 34 dB
continuously on @
WALTZ2-16 modulated -
DATA PROCESSING " w
Line broadening 1.0 Hz = B~
FT size 65536 a e
Total time 24 hr, 53 min, 46 sec k ~o
Date: Jan 13 2021
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MernaTalat-M5-CDC13-H1

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

Ohe

Pulse Sequence: s2pul El
Solvent: CDC13
Temp. 30.0 C / 303.1 K
Mercury-300BB "NMR300" | hﬂﬁ
Relax. delay 6.000 sec
Pulse 25.4 degrees bq”‘ M
Acq. time 4.004 sec
Width 6600.7 Hz
14 repetitions
OBSERVE H1, 300.0673637 MHz
DATA PROCESSING
Line broadening 0.9 Hz
FT size 65536
Total time 58 min, 56 sec
Date: Aug 25 2021 o
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MernaTalaat-MS-CDC13-C13 Iit

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

-
2 7

Pulse Sequence: s2pul
Solvent: CDC13

Ambient temperature
Mercury-300BB "NMR300"

i
/
=z

Pulse 45.0 degrees el =

Acq. time 1.707 sec Sema®e <

5095 repet i rons 8583 g
repe ons

OBSERVE C13, 75.4520034 MHz Tt e

DECOUPLE H1i, 300.0688576 MMz Hﬁq} ‘

Power 34 dB

continuously on

WALTZ-16 modulated
DATA PROCESSING o
Line broadening 1.0 Hz ® < NO
FT size 65536 w o 2 o
Total time 31 hr, 7 min, 12 sec " o o
Date: Aug 31 2021 2 2 0
i (8 8 = =
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-
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MernaTalat-M6-CDC13-H1

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

Pulse Sequence: s2pul

Solvent: CDC13

Temp. 30.0 C / 303.1 K

File: MernaTalat-A26-CDC13-H1
Mercury-300BB "NMR300"

Relax. delay 6.000 sec
Pulse 25.4 degrees

Acg. time 4.004 sec
Width 6600.7 Hz

20 repetitions
0BSERVE H1, 300.0673637 MHz
DATA PROCESSING

Line broadening 0.9 Hz
FT size 65536
Total time 58 min, 56 sec
Date: Aug 25 2021

7.934

—8.380
———— 8.350

7.530

(9

)

Ohle
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MernaTalaat-M6-CDC13-C13 0

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

Pulse Sequence: s2pul
\t\

Solvent: CDC13
Ambient temperature
Mercury-300BB "NMR300" Fit

Pulse 45.0 degrees
Acq. time 1.707 sec | \‘\
width 18761.7 Hz
1360 repetitions qu_

OBSERVE C13, 75.4520087 MHz M

DECOUPLE H1, 300.0688576 MHz
Power 34 dB
continuously on
WALTZ-16 modulated

DATA PROCESSING
Line broadening 1.0 Hz
FT size 65536

Total time 24 hr, 53 min, 46 sec
Date: Aug 26 2021

(9)

77.404
55.403
55.333

124.982

—————\  124.495

161.738
151.628
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121.098

\_118.334

105.368
98.383
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MernaTalat-M7-CDC13-H1

Archive directory: sexportshome/vnmrl/vomrsys/data
Sample directory: DDSmm_test_12Mar2014-21:34:40

File: PROTON

Pulse Sequence: szpul

Solvent: CDC13
Temp. 30.0 C / 303.1 K
Mercury-300BB "NMR300"

Relax. delay 6.000 sec
Pulse 25.4 degrees
Acq. time 4.004 sec
width 6600.7 Hz

9 repetitions

OBSERVE H1, 300.0673637 MHz

DATA PROCESSING
Line broadening 0.9 Hz
FT size 65536

3.915

\_.3.906

Total time 58 min, 56 sec =4
Date: Aug 25 2021 =
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MernaTalat-M7-CDC13-C13

Archive directory: /export/home/vnmr1l/vomrsys/data
Sample directory: DDSmm_test_12Mar2014-21:34:40

File: PROTON

Pulse Sequence: s2pul

Solvent: CDC13

Ambient temperature
Mercury-300BB "NMR300"

Pulse 45.0 degrees
Acq. time 1.707 sec

width 18761.7 Hz
1312 repetitions
OBSERVE C13,

Power 34 d
continuously on

75.4520034 MHz
DECOUPLE Hé, 300.0688576 MHz

WALTZ-16 modulated

DATA PROCESSING
Line broadening 1
FT size 65536
Total time 31 hr,
pate: Aug 30 2021

187.632

.0 Hz

7 min, 12 sec

155.973

153.484

146.608

144.114 __143.824

.86

130.127

125.217
124.701

L

/—125 .278

\—121.688

114.987

105.517

77.425
77.000

_76.583

60.928

56.147

HCy
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21.870
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13.204
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160
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MernaTalat-M3-CDC13-H1

Archive directory: /export/home/vnmr1/vnmrsys/duta ME S
Sample directory: pDSmm_test_12Mar2014-21:34:40 N
File: PROTON ey ,{
Pulse Sequence: s2pul N
Solvent: CDC13 Et H Ehie
Temp. 30.0 C s 303.1 K
Mercury-30088 ''NMR300" I I‘\ M
=
Relax. delay 6.000 sec Pq
Pulse 25.4 degrees Bl
Acg. time 4.004 sec
Width 6600.7 Hz
15 repetitions
OBSERVE Hi, 300.0673637 MHz
DATA PROCESSING
Line broadening 0.9 Hz
FT size 65536
Total time 58 min, 56 sec
pate: Aug 25 2021
MO,
(13) . oo
¢ 33
- n oo '
2e 2 D) b
;0 4 - P
© j i o
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7.705

7.271

P S 1
o S

_ L g
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MernaTalaat-M9-CDC13-C13

Archive directory: /export/home/vnmr1/vnmr5y5/data
Sample directory: DDSmm_test_12Mar2014-21:34:40
File: PROTON

Pulse Sequence: s2pul

Solvent: DMSO
Ambient temperature
Mercury-300BB "NMR300"

Pulse 45.0 degrees

Acq. time 1.707 sec

Wwidth 18761.7 Hz

1160 repetitions
OBSERVE C13, 75.4523880 MHz
DECOUPLE H1, 300.0702830 MHz
Power 34 dB

continuously on

WALTZ-16 modulated

DATA PROCESSING

Line broadening 1.0 Hz

FT size 65536

Total time 31 hr, 7 min, 12 sec
Date: Oct 13 2021

159.292

154.124

199.179

145.669

— \_145.261
\__142.645

124.956

“_-124.633

115.678

77.430

g
N\
Fi - 1]”_1‘1’1{\

MO,

(13)

21.582

18.490

1 T T T T
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MernaTalat-M8-DMSO-H1

Archive directory: /export/home/vnmri/vnmrsys/data
Sample directory: DDSmm_test_12Mar2014-21:34:40

Pulse Sequence: s2pul

Solvent: DMSO

Temp. 30.0 C s 303.1 K
File: MernaTalat-M8-DMSO-H1
Mercury-300BB “NMR300™

Et

Z
F

2.483
2.438

2.28%

~
w N
Relax. delay 6.000 sec | 1&" Ivde S NESNaw
Pulse 45.0 degrees H ® agRens
Acq. time 4.000 sec — M - ~ efg
Width 6600.7 HZ NNN:\;
7 repetitions
OBSERVE H1, 300.0687870 MHz
DATA PROCESSING
Line broadening 0.1 Hz
FT size 65536
Total time 58 min, 55 sec o 0 i
Date: Aug 4 2021 BNana 20 =2 =
T;mnm 'S =Hae =
© 20 80 s © D -
pe < |8
j MO, i
-
5 { 15:)
-
a
A
JW . U
——— T T T T T T T ————— T T—T— T T T T T T T r -
iz 11 10 9 8 6 5 q 3 1 ppm
- s -] (-
5.68 12.28 12.44 5.28 12.
5. 9.85 11.93 15.64
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MernaTalaat-M8-DMS0-C13

Archive directory: /export/home/vnmril/vnmrsys/data
Sample directory: DD5mm_test_12Mar2014-21:34:40

File: PROTON

Pulse Sequence: s2pul

Solvent: DMSO
Ambient temperature
Mercury-300BB "NMR300"

Pulse 45.0 degrees

Acg. time 1.707 sec

Width 18761.7 Hz

3456 repetitions

OBSERVE C13, 75.4523885 MHz
DECOUPLE H1, 300.0702830 MHz
Power 34 dB

continuously on
WALTZ-16 modulated
DATA PROCESSING

Line broadening 1.0 Hz
FT size 65536
Total time 31 hr, 7 min,
Date: Aug 5 2021

12 sec

178.706

154.180

145.608

- \_145.227

148.509

142,602

115.018%

Et

Ivle
—H

Ny,

(14)

40.072
38.731
39.526
39.243

38.962

40.350
38.681

21.510
17.697

13.693
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MohammadAbdu1Moaty-M11-CDC13-H1

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

Pulse Sequence: s2pul

Solvent: CDC13
Temp. 30.0 C s 303.1 K
Mercury-300BB "NMR300"

Relax. delay 6.000 sec
Pulse 45.0 degrees
Acq. time 4.004 sec
Width 6600.7 Hz

2.941
2.917
2.892

LB
o~
- wn W
8 repetitions s gg ol
OBSERVE H1, 300.0673637 MHz ~ B 'J
DATA PROCESSING o e
Line broadening 0.9 Hz l/J
FT size 65536
Total time 58 min, 56 sec
Date: Jan 12 2021
o
o
) 35__. N02 -
sBRR2335 |g
mw'm'“.",.,“f"; w ©<
fealine |2 w28 (16) .
BN o |
<
-3
ES
TW
M e
T [ N e S S ] IR TR r (N Sk MAlk S T T S T ) P T T T T T T
11 10 9 8 7 6 5 4

[ER——
14.76 18.90
14.97 6.29
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MohammadAbdulMoaty-M11-CDC13-C13

Archive directory: /export/home/vomrl/vomrsys /data

Sample directory: DDSmm_test_12Mar2014-21:34:40

File: PROTON

Pulse Sequence: s2pul

Solvent: CDCI13
Ambient temperature
Mercury-300BB "NMR300"

Pulse 45.0 degrees

Acq. time 1.707 sec

Width 18761.7 Hz

1664 repetitions

OBSERVE C13, 75.4520081 MHz
DECOUPLE H1, 300.0688576 MHz
Power 34 dB

continuously on

WALTZ~16 modulated

DATA PROCESSING

Line broadening 1.0 Hz

FT size 65536
Total time 24 hr, 53 min, 46 sec
Date: Jan 13 2021

163.872

150.198
145,903
144,552

155.669
155.017

130.491
130.324

)

140.037
138.444

128.852

128.632
126.128

S

125.490
124,578
124.473

R

W

T\_121.104

\p_!20.45!

W

Et

NO,

(16)

21.498

19.207
13.546

13.439
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MernaTalat-M24-CDC13-H1

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

Pulse Sequence: s2pul

Solvent: CDC13
Temp. 30.0 C s 303.1 K
Mercury-300BB "NMR300"

Relax. delay 6.000 sec
Pulse 45.0 degrees

Acq. time 4.004 sec
width 6600.7 Hz

8 repetitions
OBSERVE H1, 300.0673635 MHz
DATA PROCESSING

Line broadening 0.9 Hz
FT size 65536
Total time 58 min, 56 sec
Date: Mar 30 2021

7.152
6.989

6.936

Et

(17)

-

2.944
2.919
2.894
2.606

2.968
.962

2.504

%

L.
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HamdyHasaneen-N24-CDC13-C13 N

i
Archive directory: /sexport/home/vnmri/vnmrsys/data N_,_.-(i N
Sample directory: DDSmm_test_12Mar2014-21:34:40 E-t .
File: PROTON 1)

Pulse Sequence: s2pul I \

Solvent: CDC13
Ambient temperature N
Mercury-3008BB "NMR300" 4

Pulse 45.0 degrees &
Acgq. time 1.707 sec T ]
width 18761.7 Hz LR .
2688 repetitions P
OBSERVE C13, 75.4520062 MHz MERE AR
DECOUPLE H1, 300.0688576 MHz B R B

Power 34 dB
continuously on

—/ 1
———L—__124.504
=
o

WALTZ-16 modulated
DATA PROCESSING
Line broadening 1.0 Hz
FT size 65536
Total time 24 hr, 53 min, 46 sec
Date: Apr 5 2021 o
nea ™
Tpn
W-—:a §§ n "’g
© rm of
&% sz §23 (17) -
~ - B o o
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MernaTalat-M23-CDC13-H1 ["-"[E—'

archive directory: sexport/home/vnmrl/vnmrsys/data Iq S ““ﬁf/
Sample directory: DDSmm_test_12Mar2014-21:34:40 4
File: PROTON M

Pulse Sequence: s2pul

Solvent: CDC13 . | \\
3 Ivle

Temp. 30.0 C / 303
Mercury-300BB “NMR300"

Relax. delay 6.000 sec N
Pulse 45.0 degrees

Acg. time 4.004 sec

width 6600.7 Hz

o -
oW
o W
tions e
OBSERVE H1, 300.0673635 MHz N’O
DATA PROCESSING 2
Line broadening 0.3 Hz

FT size 65536

Total time 58 min, 56 sec

Date: Mar 30 2021

1.355

NGy

8.379
8.361

8.390
8.348

8.543

8.511
—— - Jf‘
\_\_
—_—=T7.708

7.738
7.271

(18)

2.947

7.016
7.004
6.621
6.610
2.972
e——2.928
2.897
==
jl 380
\—1.330

e 74622
—5@5'

6 5 4 3 2 1 ppm
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MernaTalat-M23-CDC13-C13

Archive directory: sexport/home/vnmrl/vnmrsys/data
Sample directory: DD5Smm_test_12Mar2014-21:34:40

File: PROTON

Pulse Sequence: s2pul

Solvent: CDC13
Ambient temperature
Mercury-300BB "NMR30O"

Pulse 45.0 degrees
Acq. time 1.707 sec

Width 18761.7 Hz

2968 repetitions

0BSERVE C13, 75.4520074 MHz
DECOUPLE H1, 300.0688576 MHz
Power 34 dB

continuously on

WALTZ-16 modulated

DATA PROCESSING

Line broadening 1.0 Hz

FT size 65536
Total time 24 hr, 53 min, 46 sec
Date: Apr 13 2021
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PR NP D N MDY o0 2 w X o o 2w
Nodo o0N3 T o P e eoe T L F. (et
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T Y ey -y o NN sove B ™o _18 - o
S gnw oo T - S mae g = o~ =
2 Bon eeI= s : 1
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I
|
|
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MernaTalat-M25-CDC13-H1

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

Pulse Sequence: s2pul

Solvent: CDC13
Temp. 30.0 C / 303.1 K
Mercury-300BB "NMR300"

Relax. delay 6.000 sec
Pulse 45.0 degrees

Acqg. time 4.004 sec
width 6600.7 Hz

6 repetitions
OBSERVE  H1, 300.0673637 MHZ
DATA PROCESSING

Line broadening 0.9 Hz
FT size 65536
Total time 58 min, 56 sec
Date: Mar 30 2021

2.624
2.558

N
-ag o 5:’1‘;",«
= Mo M~ DL
Nge S e, nNORR =] aa®
. oo n e v g
~® o Jo0fNevo ]9 - i -
oy © el N e = Ny
" e L UNTNR: r r
‘o .
© ~
L S AR e e e i T S T S R ) N I R e T R e e T T L | =1 e T
10 9 8 7 6 5 4 3 ppm
G L Lyl ey b
9.37 27.1 12.90

18.05 9.12 9.11 4.26
9.06



MernaTalaat-M25-CDC13-C13

Archive directory: /export/home/vnmril/vnmrsys/data
Sample directory: DDSmm_test_1i2Mar2014-21:34:40

File: PROTON

Pulse Sequence: s2pul

Solvent: CDC13
Ambient temperature
Mercury-3008BB "NMR300"

Pulse 45.0 degrees

Acg. time 1.707 sec

Width 18761.7 Hz

3064 repetitions

OBSERVE C13, ?75.4520034 MHZ
DECOUPLE H1, 300.0688576 MHZz
Power 34 dB

continuously on

WALTZ-16 modulated

DATA PROCESSING

Line broadening 1.0 Hz

FT size 65536
Total time 31 hr, 7 min, 12 sec
Date: Aug 30 2021
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i
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MonicaGamee1-M27-CDC13-H1

Archive directory: /export/s/home/vnmri/vnmrsys/data
Sample dl;ectory: DDSmm_test_12Mar2014=-21:34:40
ON

File: PRO

Pulse Sequence: s2pul

Solvent: CDC1I3
Temp. 30.0 C / 303.1 K
Mercury-300BB "NMR300"

Relax. delay 6.000 sec
Pulse 45.0 degrees

Acq. time 4.004 sec
Width 6600.7 Hz

39 repetitions

OBSERVE H1, 300.0673637 MHz
DATA PROCESSING

Line broadening 0.9 Hz
FT size 65536

Total time 58 min, 56 sec
Date: Mar 2 2021

NG,

(23)

2618
2.606

2.009

1.340

1.36
7 5
1.315

me
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1= N MomPTL
2% NZeouind
] 3ok
L I Li\ i
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T | DL A
8
L s
8.03 20.69
9.84
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MonicaGamee1-M27-CDC13-C13

Archive directory: /export/home/vnmr 1/vnmrsys/data

Sample directory: pDSmm_test_12Mar2014-21:34:490

File: PROTON

Puise Sequence: s2pul

Solvent: CDC13
Ambient temperature
Mercury-30088 "NMR300"

Pulse 45.0 degrees

Acq. time 1.707 sec

width 18761.7 Hz

2256 repetitions

OBSERVE €13, 75.4520022 MHz
DECOUPLE H1, 300.0688576 MHZz
Power 34 dB

continuously on

WALTZ-16 modulated

DATA PROCESSING h o R
Line broadening 1.0 Hz " e - o
FT size 65536 iy < W
Total time 24 hr, 53 min, 46 sec e~ 2 ~,e
pate: Mar 7 2021 & Ve ~a™
3 v o
g VS :
- -
oo Yo ~
Tg iR 23 35
Lo T ww o s -
T o o %% I= =it
-4 < ~ e o - IJ(:;Q - P
3 B = =5 28
- w w0 ‘oo ¢
~ — T D g M
Lol - ™o M-
o ]
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-
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MernaTalat-M28-CDC13-H1

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

Pulse Sequence: s2pul

29

Solvent: CDC13
Temp. 30.0 C 7 303.1 K Et N ph
Mercury=300BB "NMR300"
Relax. delay 6.000 sec I \\ ME
Pulse 45.0 degrees N
Acq. time 4.004 sec -.,N
width 6600.7 Hz* e
33 repetitions qu
OBSERVE H1, 300.0673635 MHz ol
DATA PROCESSING T
Line broadening 0.9 Hz ’u
FT size 65536
Total time 58 min, 56 sec
Date: Mar 30 2021
-t
&2
NN
MO,
33 -
Row -]
STse (24) 02 EE
~o 4 = 15
~ g -
Tl T e T s e T B THEN  SE e e i B T R o o s B e G I LS M M S e ) TR T T
11 10 9 8 7 6 5 4 3 ppm
— [ I S
10.97 11.35 21.79 10.61
33.85 7.81



HamdyHasaneen-M28-CDC13-C13

Archive directory: sexport/home/vnmri/vnmrsys/data
Sample directory: DD5mm_test_12Mar2014-21:34:40
File: PROTON

Pulse Sequence: s2pul

Solvent: CDC13
Ambient temperature
Mercury-300BB “NMR300"

Pulse 45.0 degrees

Acq. time 1.707 sec

width 18761.7 Hz

1488 repetitions
OBSERVE C13, 75.4520165 MHz
DECOUPLE H1, 300.0688576 MHz
Power 34 dB

continuously on

WALTZ-16 modulated
DATA PROCESSING

Line broadening 1.0 Hz
FT size 65536
Total time 31 hr, 7 min, 12 sec
Date: Mar 31 2021

129.879
129.171

128.349
5

\__124.656

160.671
145.384
144.910
143.081
142.601
133.634
132.834

—_ 158.912

148.049

—

174.937
154.027

124.385
—122.205

-'viﬁﬁ\L_lls.Odz

114.172

e 77.425

.000

T \_76.575

N
7 H
Et N ™ Fh

13.694

— . \_18.265

21.695
19.231

(24)
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MohammadAbdulMoaty-M29-CDC13-H1

Archive directory: /export/home/vnmrl/vnmrsys/data
Sample directory: DDSmm_test_12Mar2014-21:34:40

File: PROTON

Pulse Sequence: s2pul

Solvent: CDC13
Temp. 30.0 C s 303.1 K
Mercury-300BB “NMR300"

Relax. delay 6.000 sec

A

Width 6600.7 Hz

11 repetitions
OBSERVE H1, 300.0673637 MHz
DATA PROCESSING

Line broadening 1.2 Hz

7.537

T \—7.692
7.
A
\ 77269

7.514
7.368

P

Me & S—¢ m

oL X

N e 0.4
]

31

FT size 65536 - @
Total time 58 min, 56 sec = oM
Date: Jun 16 2022 i ] o
Ny r g
23 = 2a
= S8 SEn 578
© oo (25) 3%8 al=
w -8 N ei
el NS
k ‘ _TD
T T T R e e e EE e T —r — T
11 10 9 8 7 5 4 3 ppm
8.31 16 3.66 24,80 12.75
19.90 3.36 .87



HamdyHasaneen-M29-CDC13-C13

Archive directory: /export/home/vnmrl/vnmrsys/data
Sampie directory: DDSmm_test_12Mar2014-21:32:40 Ivle
File: PROTON b{

Pulse Sequence: s2pul Nﬂ( .

Solvent: CDC13 Et
Ambient temperature
Mercury-300BB "NMR300" ‘ &\

Pulse 45.0 degrees
Acqg. time 1.707 sec N-—-L
width 18761.7 Hz bJ
2472 repetitions

OBSERVE, C13, 75.4520034 MHz

DECOUPLE H1, 300.0688576 MHz
Power 34 dB
continuously on
WALTZ~16 modulated

DATA PROCESSING
Line broadening 1.0 Hz

FT size 65536

Total time 31 hr, 7 min, 12 sec

Date: Oct 6 2021
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77.004

=]
o= ~
o 20 o Zme oo n
< & 8385858 R S B B =08
23z B dan o SIS co BA e R
wn wog ® W - T ® o~ N N T @ g —“=
s B o 0T - o R s s Hr oo ™o
~ o N m o I L T Rt =
< 2783 { ( |
~ = F
-t H
\ 1
i
i
‘
| "
1:w|||||;xi|||n|..\|}|vw|[w|v‘||||[|w|v|r|r||1|»1[r|41[vwv|||\||.(w|||vv||
200 180 160 140 120 100 80 60

32



MernaTalat-M40-CDC13-H1

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

Pulse Sequence: sZpul IEt

Solvent: CDC13
Temp. 30.0 C / 303.1 K

Mercury-300BB "NMR300" I \\
Relax. delay 6.000 sec
Pulse 25.4 degrees }J~H

Acg. time 4.004 sec

Width 6600.7 Hz

15 repetitions
OBSERVE Hi, 300.0673637 MHz
DATA PROCESSING

7.367
7.287
7.269

=

2.646
2.633

i =

Line broadening 0.9 Hz

FT size 65536

Total time 58 min, 56 sec —

Date: Aug 18 2021 ]
-

e o
wn
™|

g32nensy .
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: 22 SRRRZASR Ny, o
Ane T ol © n
© © L i’ > ]
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iz (26) 3
ﬂw c. re ~
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b g e A b L e —
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5.99 9.22 5.93 2.91 18.73 N
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MernaTalat-M40-CDC13-C13

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

Pulse Sequence: s2pul

Solvent: CDC13
Ambient temperature
Mercury=-300BB "NMR300"

Pulse 45.0 degrees
Acq. time 1.707 sec
Width 18761.7 Hz

Et

77.425
77.000

w
~
v
5808 repetitions P =
OBSERVE C13, 75.4520016 MHZ o5h o
DECOUPLE H1, 300.0688576 MHz oo
Power 34 dB Wway -
continuously on o
WALTZ-16 modulated -
DATA PROCESSING
Line broadening 1.0 Hz
FT size 65536 & &4
Total time 31 hr, 7 min, 12 sec ny sg
Date: Aug 23 2021 - - T
a® SR, e
. 88 | 28203 My
@ ]
@ NN o
oo & ey =3
= ¥ 2=sg & - n
* - e w 37w “ ( 26 ) =
o ~ e 287 J T
~ - A= (2 © a
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= de B
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Line#:l R Time:3.9(Scan#464)
MassPeaks:313
RawMode:Single 3.9(464) BasePeak:361(5033470)
BG Mode:None Group L - Event 1

12
|
B 163 1%
et et
130 150 170 190 210
Mass Table
Line#:1 R.Time:3.9(Scan#:464)
MassPeaks:313

RawMode:Single 3.9(464) BasePeak:361(503 3470)
BG Mode:None Group 1 - Event |
# m/iz  Abs.In RellInt
1 5005 403995  8.03
2 5100 482354 9.58
3 5205 189657 3.77

m'z Abs. In Rel. Int.
53.05 180497  3.59

#
7  56.05
54.05 82369 1.64 8 57.10
9

[« LT - -

55.05 52016 1.03 58.05

Mass spectrometry of compound 4.

35

Abs. In Rel. Int.

55906 1.11
18018 0.36
2991 0.06



Line#:1 R.Time:2 5(Scan#:306)

MassPeaks:328

Rawhode:Single 2.5(306) BasePeak:375(2324311)
BG Mode:None Gfmq: I Event 1

100 == == . .

‘T;..-.....::m .L.-...+.« H|M|MMM—JL- T

250

(k1]
110 150
Mass Table
Line#:1 R.Time:2.5(Scan#:306)
MassPeaks:328

RawMode:Single 2.5(306) BasePeak:375(2324311)

BG Mode:None Group 1 - Event |
# miz  Abs.In  Rel Int
I 5005 130298 5.6l
2 5105 102015 439
3 5205 55471 2.39

Mass spectrometry of compound 7.

#
4
5
6

m'z
53.05
54.10
55.05

Abs. In
68307
32065
29480

Rel. Int.

2.94
1.38
1.27

36

270

w L

S ————————
T
12

25'0'

330

Abs, I

26516
19106
4439

Rel. Int.
1.14
0.82
0.19



Line#:1 R_Time:3.2{Scan#:381)

MassPeaks: 366

RawMode:Single 3.2(381) BasePeak:390(6439162)
BG Mode:Mone Group 1 - Event 1

100

Mass Table
Line#:1 R.Time:3.2(Scan#:381)
MassPeaks:366

RawMode:Single 3.2(381) BasePeak:390(6439162)

BG Mode:None Group 1 - Event 1
# m/z Abs. In Rel. Int.
1 5005 171915 2.67
2  51.05 179539 2.79
3 5210 83591 -1.30

Mass spectrometry of compound 9.

170

#
4
5
6

190

m/z
53.10
54.10
55.05

210

357

230 250 270

Abs.In  Rel. Int.
113916 1.77
52082 0.81
77956 1.21

37

M4
0 W gy oy o | 0w
(i |

421

. N

2

=N -

310

330

m'z
56.10
57.10
58.15

e
380 370 390 410

Abs. Im  Rel. Int.
39190 0.61
25751 0.40
4574 0.07



Line#:1 R.Time:2.1({Scan#:255)

MassPeaks: 279
RawMode:Single 2.1{255) BasePeak:225(289166)
BG Mode:None Group | - Event |
|m LEST Al s .TE_ s i 5 —
m
17
f 19
163 !
133 141 | 195 ol 242 e i | ; i I |
. . | 2 |
.EI 'l—.*Hi'LuE'rIrili' i - I|-|'-|"!FL1-\'- - |! 1 ot l‘:-u-—iL' T '.'I: I !H? o T?.!' vt I|E-
170 190 210 230 250 270 290 310 330 350 370
miz
Mass Table
Line#:1 R.Time:2.1(Scan#:255)
MassPeaks:279
RawMode:Single 2.1(255) BasePeak:225(289166)
BG Mode:None Group 1 - Event 1
i m/z Abs. In Rel. Int. # m/'z Abs.In  Rel. Int, # m'z Abs. In Rel. Int.
1 5000 100018 34.59 4 5305 36340 12.57 7 56.10 11215 3.88
2 51.05 49651 1717 5 5405 26017 9.00 8 57.05 12186 4.21
3 5205 37384 12.93 6 5510 13516 4.67 9 58.00 20849 7.21

Mass spectrometry of compound 13.
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Line#:1 R_Time:2.1(Scan¥:254)

MassPeaks: 289

RawMode:Single 2.1{254) BasePeak:60(423030)
BG Mode:Mone Group 1 - Event |

v : — ) s _

Mass Table
Line#:1 R.Time:2.1(Scan#:254)
MassPeaks:289
RawMode:Single 2.1(254) BasePeak:60(423030)
BG Mode:None Group | - Event 1
# m/z Abs. In Rel. Int.
50.05 103272 2441

# m'z Abs. In Rel. Int.
1 4 53.05 47124 11.14
2 51.05 56509 13.36 5 54.05 31940 7.55
3 6

m/z Abs. In Rel. Int.
56.10 32281 7.63
57.05 78022 18.44
58.05 13451 3.18

LT =0

52.05 40823 9.65 55.10 21977 5.20

Mass spectrometry of compound 14.
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Line#:1 R.Time:3.6(Scan# 429)

MassPeaks:332

RawMode:Single 3.6(429) BasePeak-91{452497)
BG Mode:None Group | - Event 1

= | o

| ] 430 M0 487 4T M Sle M
50 80 M0 140 170 200 230 260 290 320 350 380 410 440 470 500 530

Mass Table

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

MassPeaks:332

RawMode:Single 3.6(429) BasePeak:91(452497)

BG Mode:None Group 1 - Event 1
# m/z Abs. In Rel. Int. # m/z Abs. I Rel. Int. # m'z Abs. In  Rel. Int.
1 5005 17536 3.88 4 5305 11440 2.53 7 5610 4516 1.00
2 5105 35963 7.95 5 5405 7970 1.76 8 5705 3855 0.85
3 5205 15270 3.37 6 5505 6859 1.52 9 5805 1760 0.39

Mass spectrometry of compound 17.
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Ling#:1 R.Time:3.8(Scan#:451)

MassPeaks 458

Rawhode:Single 3.8(451) BasePeak:558(1674935)
BG Mode:None Group 1 - Event |

100 it

1 |

35 360 376 391 M qum 431 ga 458

so 8 110 140 170 200 230 260 290 320 350 380 410 440 470 500

$30 560
m'z
Mass Table
Line#:] R.Time:3.8(Scan#:451)
MassPeaks:458

RawMode:Single 3.8(451) BasePeak:558(1674935)

BG Mode:None Group 1 - Event 1
m'z Abs. In Rel. Int. m'z Abs. In Rel. Int. m'z Abs. In Rel. Int.

# #
50.05 73865 441 4 5305 46038 2.75 7 5605 14331 0.86
51.05 61739 3.69 5 5405 28966 1.73 8 57.05 11224 0.67
5205 40734 2.43 6 5505 22633 1.35 9 5800 7087 0.42

fad Pod = 3k

Mass spectrometry of compound 18.
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Line#:1 R.Time:3.%(Scan#:465)
MassPeaks: 479

RawMode:Single 3. 9%(465) BasePeak:574(1105230)
BG Mode:Mone Group | - Event |

T B A e R S — e s —— 5 3 TR
i

-8
-

41
0 80 110 140 170 200 230 260 290 320 350 380 410 440 470 500 530 560

Mass Table
Line#:1 R.Time:3.9(Scan#:465)
MassPeaks:479
RawMode:Single 3.9(465) BasePeak:574(1105230)
BG Mode:None Group 1 - Event |
# m/z Abs.In Rel. Int.
1 5005 60149 5.44
2 5105 48788 4.41
3 5205 34338 3.11

m'z Abs. In Rel. Int.
53.05 34412 311
54.10 23186 2.10
55.10 13017 1.18

m/z Abs. In Rel. Int.
56.10 10642 0.96
57.05 9888 0.89
58.00 33687 3.05

oo e T
D 00 =] 3E

Mass spectrometry of compound 19.
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Line#:1 R Time:2.4(Scan¥:2%0)

MassPeaks: 289

RawMode:Single 2.4(290) BasePeak-77(167234)

BG Mode:None Group 1 - Event |

]m LA r R ——

4RA
r
I 296 3 3 asp 366 384 3% 433 460 47 491
bl i e B Sk L i i e ¥

.- X L v i L 4 ¥ LA ] (i T e L i o s e
S0 70 90 110 130 150 170 150 210 230 250 270 290 310 330 350 370 390 | 410 430 450 @ 430

490
m'z
Mass Table
Line#:1 R.Time:2.4(Scan#:290)
MassPeaks:289

RawMode:Single 2.4(290) BasePeak:77(167234)
BG Mode:None Group 1 - Event 1

# m'z Abs. Im  Rel. Int. m'z Abs. In Rel. Int.

#
1 50.00 9914 5.93 4 5305 7429 4.44
2 5100 20022 11.97 5
3 6

52.05 8420 5.03

& m/z Abs. In Rel. Int.
7 5605 3812 2.28
5405 5722 3.42 8 5705 5633 3.37
55.05 7386 4,42 9 5805 2613 1.56

Mass spectrometry of compound 23.
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Line#:1 R.Time:4.1(Scan#:495)
MassPeaks: 245

Rawhode:Single 4.1(495) BasePeak:77(55143)
BG Mode:None Group 1 - Event |

10— —-

|

Mass Table

Line#:1 R.Time:4.1(Scan#:495)
MassPeaks:245

RawMode:Single 4.1(495) BasePeak:77(55143)
BG Mode:None Group 1 - Event |

# m/z Abs. In Rel. Int, #
1 50.05 3937 7.14 4
2 5100 7417 13.45 5
3 5205 2978 5.40 6

Mass spectrometry of compound 24.

m'z
53.05
54.05
55.05

S rErrmaa

W M ras w4 M r’}_* 535 ,I
30 350 380 410 440 470 00§30
mfz
Abs.In Rel. Int. # m/z Abs.In Rel. Int.
2886 523 7 56.05 2674 4,85
2471 448 8 57.05 5387 9.77
5769 10.46 9 5805 1615 2.93
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Line#:1 R.Time:2.2{Scan#:268)
MassPeaks:218

Rawhode:Single 2.2{268) BasePeak:77(35302)
BG Mode:None Group 1 - Event 1
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73200 350 380 410 440 470 SO0 S0 %60
miz
Mass Table
Line#:1 R.Time:2.2(Scan#:268)
MassPeaks:218
RawMode:Single 2.2(268) BasePeak:77(35302)
BG Mode:None Group 1 - Event 1
# m/z Abs. I Rel. Int. # m/z Abs. In  Rel. Int. # m/z Abs.In Rel. Int.
1 5005 6456 18.29 4 53.05 2993 8.48 7 56.10 1398 3.96
2 5105 9674 27.40 5 54.05 2328 6.59 8 57.05 1777 5.03
3 5210 3879 10.99 6 5505 2291 6.49 9 5800 1623 4,60

Mass spectrometry of compound 26.
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IR spectrum of compound 4.
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IR spectrum of compound 5.
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IR spectrum of compound 7.
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IR spectrum of compound 10.
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IR spectrum of compound 13.
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IR spectrum of compound 14.
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IR spectrum of compound 25.
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