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IR spectrum of compound 2a
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IR spectrum of compound 2b
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1H-NMR spectrum of compound 2b

KerlessIKram-K6NEC-DMSO~-H1

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

Pulse Sequence: s2pul

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

Relax. delay 6.000 sec

Pulse 45.08 degrees

Acg. time 4.000 sec

Width 6600.7 Hz

15 repetitions

OBSERVE Hl, 300.0687871 MHz
DATA PROCESSING

FT size 65536
Total time 58 min, 55 sec
Date: Feb 19 2020

— \2.296
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e
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7
b
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T e e T e o I e
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KerlessIkram-KENEC-DMS0-D20-H1

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

File: PROTON

Pulse Sequence: sZpul

Solvent: DMSO
Temp. 30.0 C / 303.1 K
Mercury-3008BB ~“NMR300"

Relax. delay 6.000 sec
Pulse 45.0 degrees
Acg. time 4.000 sec
Width 6600.7 Hz
14 repetitions
OBSERVE
BATA PROCESSING
FT size 65536

Total time 58 min, 55 sec

Date: Feb 19 2020
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N\
N
N
oH
Z
m
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N

H1, 300.0687871 MHz

1H-NMR-D20 spectrum of compound 2b
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13C-NMR spectrum of compound 2b

KerlessIkram~K6NEC-DMS0~C13

Archive directory: /expori/home/vnmrli/vamrsys/data
Sample directory: DDSmm_test_12Mar2014-21:34:4¢
File: PROTON

Pulse Sequence: s2pul

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

Pulse 45.0 degrees

Acq. time 1.707 sec

Width 18761.7 Hz

1312 repetitions

OBSERVE €13, 75.4523885 HHz

129.324
123.799
120.438
120.172
119.527

DECOUPLE H1, 300.0702830 MHz L\E?L
Power 34 dB

.continuously on
WALTZ-16 modulated
DATA PROCESSING

Line broadening 1.9 Hz (i
FT size 65536 ane
Total time 21 hr, 47 min, 2 sec N
Date: Feb 13 2020 - mne
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39,219
20.764

110.808
109.837

TIZ 637
111.028
38.938

—

107.302
60.459

38,650

40.288
/ /740.046

b

L B B TR L B e R P I N L I St e ) S S o e T 2 e B B B s v e B o o

200 180 160 140

120 100 80 60 - 49 20 ppm



445 445 NL: 252E2

-
2
=

nahsd-sbd-slfsttsh-kENEC 242 RT 084 AV: 1 SB:

T: {0.0} + c El Fulims [40.00-1000.00]

mass spectrum of compound 2b

%]

H,

o
C —
] N\
L
;Jlrl\. uNuz M

a5 Zey 2
06 et
av Lt
£8 Nt -m
(o105 >
W L2E, F

EC 6% RS J

rovE ...nM
66 o
b OPE G WE, ~

8 & & R & ©w ¥ & 8 2 °

BIUBPUNQY 8/ME|8 N

a0 ZE
ARV LV 0LE’ ]
| G a0E" =
—
Gl IBE P —
hn—?d..ﬂ |“.|
86 GLT
LOese
209 lm
Gt GEZ ‘
6S 82T =
&xole
S ©
8 661 = &
L9 a5l 3
Z969}, 3
LE2al —
ar’ >
2 51 2
ol —
—_—
a9 /21
el
i - ———
280 G —— g
A6, -
paes ————————3
B3E! -
2269
8019 =
eSS
- 0
—IJIJI—JIJIJIJJIJIJIJI—I—JJJI—I—I}JIJJ}I%I

mz



IR spectrum of compound 3a
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KerlessIKkram—-K6NAA-DHMSO-H1

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

Puise Sequence: s2pul

Solvent: DMSO
Temp. 30.86 C / 303.1 K
Mercury-300BB "NMR300"

Relax. delay 6.0606 sec
Puise 45.0 degrees

Acgqg. time 4.900 sec
Width 5600.7 Hz

7 repetitions

OBSERVE H1, 300 0687871 MHz
DATA PROCESSIN

Line broadening 0.2 Hz
FT size 65536

Total time 58 min, 55 sec
Date: Feb 13 20820

CH,

S
! s N
A\)LW

1H-NMR spectrum of compound 3b
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1H-NMR-D20 spectrum of compound 3b

KerlexxIkram-K6NAA-DNSO-D20-H1

Archive directory: /export/hcme/vnmrl/vnmrsys/data
Sample directory: DDSmm_test_12M5r2014~21:34:40
File: PROTON

3.568
2.502
2.499

— s

Pulse Sequence: $2pul
Solvent: DHMSO
K

C / 303.1
Mercury-300BB  "NMR300"

Relax. delay 6.000 sec
Pulse 45.0 degrees

Acq. time 4.000 sec
Width 6600.7 Hz

3 repetitions
OBSERVE H1, 300.0687871 MHz
DATA PROCESSING

Line broadening ¢.2 Hz
FT size 65536
Total time 58 min, 55 sec
Date: Feb 19 2020

-H

@
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KerlessIkram-K6NAA-DMSO~C13

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

Sample directory: DDSmm_test_12Mar2014-21:34:40¢

File: PROTON

Pulse Sequence: s2pul

Solvent: DMSC
Ambient temperatur
Mercury-300BB

Pulse 45.0 degrees
Acq. time 1.707 se
Width 18761.7 Hz
1312 repetitions
OBSERVE €13,

Power 34 dB
.continuously on
WALTZ-16 modulated
DATA PROCESSING
Line broadening 1.
FT size 65536

Total time 21 hr, 47 min, 2 sec

Date: Feb 13 2020

e

"NMR300"

C

75.4523885 HMHz
DECOUPLE H1, 300.0702830 MHz

9 Hz

CH

CH,

164 .431

148,614

—151.436
.545 .

143.985

136.131
180.819
130.401

129.324
128.799

/:

113.821

—

TI37639
111.028

N

110.808

108.837
107.802

13C-NMR spectrum of compound 3b
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IR spectrum of compound 4a
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1H-NMR spectrum of compound 4b

KerlessIkram-K6NEE-DMSO-H1

Archive directory: sexport/home/vnmri/vnmrsys/data
Sampie directory: DD5mm_test_12Mar2014~21:34:40
File: PROTON

Pulse Sequence: s2pul

Solvent: DNMSO
Temp. 30.0 C / 303.1 K
Mercury-3008B "“NMR300"

3.309

Relax. detay 6.000 sec

Pulse 45.0 degrees

Acq. time 4.000 sec

Width 6600.7 Hz

18 repetitions
OBSERVE  H1, 300.0687871 MHz CH
DATA PROCESSING #
Line broadening 0.2 Hz
FT size 65536
Total time 58 min, 55 sec

Date: Feb 19 2020
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KerlexxIkram-K6NEE-DMSO-D20-H1

Archive directory: /export/home/vamrl/vnmrsys/data
Sample directory: DD5mm_test_12Mar2014-21:34:40
File: PROTON

Puise Sequence: s2pul

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

Relax. delay 6.000 sec
Pulse 45.0 degrees

Acqg. time 4.000 sec
Width 6600.7 Hz

10 repetitions

OBSERVE  Hi, 300.0687871 MiHz
DATA PROCESSING

Line broadening 0.2 Hz
FT size 65536
Total time 58 min, S5 sec
Date: Feb 19 2020

CH

MHH

1H-NMR-D2O spectrum of compound 4b
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1
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KerlessIkram-K6NEE-DMS0-C13

13C-NMR spectrum of compound 4b

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

File: PROTON

Pulse Seguence: s2pul

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

Pulse 45.0 degrees

Acg. time 1.707 sec

width 18761.7 Hz

2640 repetitions

OBSERVE C13, 75.4523885 MHz
DECOUPLE K1, 300.0702830 MHz
Power 34 dB

continuously on

WALTZ-16 modulated

DATA PROCESSING

Line broadening 1.0 Hz

FT size 65536
Total time 21 hr, 47 min, 2 sec
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IR spectrum of compound 5
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KerlessIkram~K6DEM-DMSO-H1

Archive directory: sexport/home/vnmri/vamrsys/data

Sample directory: DDSmm_test_12Mar2014-21:34:40

File: PROTON

Pulse Sequence: s2pul
Solvent: DMSO

Temp. 30.0 € / 303.1 K
Mercury-300BB “NMR300"

1H-NMR spectrum of compound 5

2.502

2.308

©
Relax. delay 6.000 sec TRDeD
Pulse 45.0 degrees ES‘::".‘;
Acg. time 4.000 sec L
Width 6600.7 Hz SRS Y
35 repetitions '\.\QJ
OBSERVE H1, 300.0687871 MHz ~
DATA PROCESSING
FT size 65536 o,
Total time 58 min, 55 sec E
Date: Feb 19 2020 ~
CHy
N
kY
H: N M
AR
\N MH
)\\/gu
a
. |
2 .
o HN
2
i }mn / / /
—_ O:S‘—-‘.N/)\NHQ
5 \«‘U
A J
L L o e o e e B e P T LA S e o e e e e e
14 13 12 11 10 8 7 6
: . g e U, :
6.52 2 .00

23



KerlessIkram-K6DEM~DMSO-D20-H1

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

File: PROTON

Pulse Segquence: s2pul

Solvent: DMSOD
Temp. 30.0 C 7 303.1 K
Mercury-300BB “NMR300"

Relax. delay 6.800 sec

Pulse 45.0 degrees

Acq. time 4.000 sec

Width 66006.7 Hz

11 repetitions
OBSERVE H1, 300.0687871 MHz
DATA PROCESSING
FT size 65536
Total time 58 min, 55 sec
Date: Feb 19 2020
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1H-NMR-D2O spectrum of compound 5
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' 13C-NMR spectrum of compound 5

KerlessIkram-K6DEM-DMSO-C13

Archive directory: /export/home/vnmrl/vnmrsys/data
Sample directory: DDSmm_test_12Mar2014-21:34:4¢0
File: PROTON

Pulse Seqguence: s2pul

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

Pulse 45.0 degrees

Acq. time 1.707 sec

Width 18761.7 Hz

2640 repetitions

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

continuously on x ©
WALTZ-16 modulated N e
DATA PROCESSING ~ 3
Line broadening 1.0 Hz = s
FT size 65536 = &
Total time 21 hr, 47 min, 2 sec o
Date: Feb 18 2020 g =
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CH,

mass spectrum of compound 3
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- K6AMY.0

IR spectrum of compound 6

— L06C

CHj;

— vlIE
— Llce

— B8EE.

3

H

0

¥

_w

| T T
96 ¥6 26
‘[%] eouepwisuel

2000 0

22000

90

L 000 e

Wavenumber cm-1

27



KerlessIkram-KSAry-DHSO-H1

Archive directory: /export/home/vnmrl/vnmrsys)data
Sample directory: DD5mm_test_12Mar2014-21:34:40
File: PROTON

Pulse Sequence: s2pul

Solvent: DMSO
Temp. 36.0 C 7 303.1 K
Mercury-300BB "NMR300C"

Relax. delay 6.900 sec
Pulse 45.0 degrees

Acg. time 4.000 sec
Width 6600.7 Hz

10 repetitions

OBSERVE  Hi, 300.0687871 MHz
DATA PROCESSING

Line broadening 0.2 Hz
FT size 65536
Total time 58 min, 55 sec
Date: Feb 19 2020
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1H-NMR spectrum of compound 6
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1H-NMR-D2O spectrum of compound 6

KerlexxIkram-K6Ary-DMS0-D20-H1

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

Pulse Seguence: s2pul

Solvent: DMSO
Temp. 36.0 C / 303.1 K

Mercury-300BB  "NMR300"
<32
Relax. delay 6.000 sec 2525
Pulse 45.0 degrees A
Acg. time 4.000 sec s
Width 6600.7 Hz “/[/‘
14 repetitions
OBSERVE H1, 300.0687871 MHz
DATA PROCESSING
Line broadening 0.2 Hz
fT size 65536 o
Total time 58 min, 55 sec o
Date: Feb 19 2020 o
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1 13C-NMR spectrum of compound 6

KerlessIkram-KSAry-DMS0~C13

Archive directory: /export/home/vnmrl/vnmrsys/data
Sampie directory: DD5mm_test_12Mar2014-21:34:4¢
File: PROTON

Pulse Seguence: s2pul

Solvent: DHSO
Ambient temperature
Mercury~-300BB "NMR300™

Pulse 45.0 degrees P PNND DN
Acq. time 1.707 sec ReSt olin 6 w3 0.
Width 18761.7 Hz ¢ noeoenoon
1312 repetitions ; R e e

—

OBSERVE €13, 75.4523885 HHz
DECOUPLE H1, 300.0702830 MHz thL
Power 34 dB

continuously on

WALTZ-16 modulated -
DATA PROCESSING

Line broadening 1.0 Hz

FT size 65536
Total time 21 hr, 47 min, 2 sec
Date: Feb 19 2020
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mass spectrum of compound 6
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IR spectrum of compound 7
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1H-NMR-D2O spectrum of compound 7

KerlexxIkram-K6DMn-DNSO-D20-H1

Archive directory: /export/home/vmrl/vimrsys/data
Sample directory: DD5Smm_test_12Mar2014-21:34:40
File: PROTON

Pulse Sequence: s2pul

Solvent: DMSD
Temp. 30.0 C 7 3038.1 Kk
Mercury-300BB ~ “NMR300"

Relax. delay 6.000 sec

q

Width 6600.7 Hz

27 repetitions
OBSERVE H1, 300.0687871 MHz
DATA PROCESSING

Line broadening 0.2 Hz

FT size 65536
Total time 58 min, 55 sec
Date: Feb 19 2020

CH2

3.974

3.950

2.502

2.498
2,309

\2.275
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1H-NMR spectrum of compound 7

KerlessIkram-K6DMn-DNSO-H1

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

Pulse Sequence: s2pul

Solvent: DNSO
Temp. 30.0 C / 303.
Mercury-390B8 “NMR300"

Relax. delay 6.000 sec

Acq. time 4.000 sec

Width 6606.7 Hz

15 repetitions
OBSERVE H1, 300.0687871 MHz
DATA PROCESSING

Line broadening 0.2 Hz
FT size 65536
Total time 58 min, 55 sec
Date: Feb 19 2020
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